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Preface to “Differential Geometrical Theory of
Statistics”

This Special Issue “Differential Geometrical Theory of Statistics” collates selected invited and
contributed talks presented during the conference GSI'15 on “Geometric Science of Information”
which was held at the Ecole Polytechnique, Paris-Saclay Campus, France, in October 2015
(Conference web site: http://www.see.asso.fr/gsi2015).

Let us first start with a short historical review on the birth of the interplay of probability with
geometry and computing, which is rooted in the 17th century.

1. Preamble: Aleae Geometria, the Geometry of Chance by Blaise Pascal

The “calculation of probabilities” began four years after the death of René Descartes, in 1654,
in a correspondence between Blaise Pascal and Pierre Fermat. They exchanged letters on elementary
problems of gambling, in this case a problem of dice and a problem of “parties”. Pascal and Fermat
were particularly interested by this problem and succeeded in “Party rule” by two different
methods. One understands the legitimate pride of Pascal in his address of the same year at the
Académie Parisienne created by Mersenne, to which he presented “the ripe fruit of our Geometry”
(“les fruits miirs de notre Géométrie” in French), an entirely new treaty about an absolutely unexplored
matter, the distribution of chance in games. In the same way, Pascal, in his introduction to “Les
Pensées”, wrote that under the influence of what Méré has given to the game, he throws the bases
of the calculation of probabilities and composes the Treatise of the Arithmetical Triangle. If Pascal
appears at first sight as the initiator of the calculation of probabilities, looking a little closer, its role
in the emergence of this theory is more complex. However, there is no trace of word probabilities in
Pascal's work. To designate what might resemble what we now call calculation of probabilities, one
does not even find the word in such a context. The only occurrences of probability are found in “Les
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Provinciales” where he referred to the doctrine of the Jesuits, or in “Les Pensées”. In Pascal’s
writings, we do not find the words of “Doctrine des chances” or “Calcul des chances”, but only
“Géométrie du hasard” (geometry of chance). In 1654, Blaise Pascal submitted a short paper to
“Celeberrimae matheseos Academiae Parisiensi” (ancestor of the French Royal Academy of Sciences
founded in 1666), with the title “Aleae Geometria” (Geometry of Chance) or “De compositione aleae in
ludis ipsi subjectis”, which was the seminal paper founding Probability as a new discipline in
Science. In this paper, Pascal said “... et sic matheseos demonstrationes cum aleae incertitudine
jugendo, et quae contraria videntur conciliando, ab utraque nominationem suam accipiens,
stupendum hunc titulum jure sibi arrogat: Aleae Geometria” that we can translate as “By the union
thus realized between the demonstrations of mathematics and the uncertainty of chance, and by the
conciliation of apparent contradictions, it can derive its name from both sides and arrogate to itself this
astonishing title: Geometry of Chance” (« ... par l'union ainsi réalisée entre les démonstrations des
mathématiques et l'incertitude du hasard, et par la conciliation entre les contraires apparents, elle peut tirer
son nom de part et d’autre et s’arroger a bon droit ce titre étonnant: Géométrie du Hasard ». We can observe
that Blaise Pascal attached a geometrical sense to probabilities in this seminal paper. Like Jacques
Bernoulli, we can also provide references to another Blaise Pascal document entitled “Art de penser”
(the “Logique” of Port-Royal), published the year of his death (1662), the last chapters of which
contain elements on the calculus of probabilities applied to history, medicine, miracles, literary
criticism, and life events, etc.

("] = Novissima autem ac penitus intractatae materiae tractatio,
« scilicet de compositione aleac in ludis ipsi subjectis (quod
«gallico nostro idiomate dicitur faire les partis des jeuz) : ubi
« anceps fortuna aequitate rationis ita reprimitur ut utrique
« lusorum quod jure competit exacte semper assignetur. Quod
« quidem eo fortius ratiocinando qus lum, gro minus tentando
« investigari possit : ambigui enim sortis eventus fortuitae contin-
« gentiae potius quam naturali necessitati merito tribuuntur, Ideo
= TCS hﬂctentls cl'l‘a\-’il illccrla; nunc autem qllal,' e.rprn'mt.r::a
« rebellis fuerat, ralionis dominium effugere non potuit : eam
«quippe tanta securitate in artem per geometriam reduximus ,
«ut, certitudinis ejus particeps facta, jam audacter prodeat; et
. sic, malheseos.(|L'||:|nnslr.'|li0ne$cl1malcneillcort.illl_dlm-jl.mgl‘!ll‘lo,
« el quae contraria videntur iliando, ab utraque inationem
« suam aceipicns, stupendum hune titulum jurve sibi arrogat :
« aleae geometria, » OEuvres de Pascal, t. IV, p. 358 de I'édition
de 1819.)

Figure 1. Blaise Pascal and His Seminal Text on « Aleae Geometria »

In “De l'esprit géométrique », the use of reason for knowledge is thought on a geometric
model. In geometry, the first principles are given by the natural lights common to all men, and there
is no need to define them. Other principles are clearly defined by definitions of names such that it is
always possible to mentally substitute the definition for the defined. These definitions of names are
completely free, the only condition to be respected is univocity and invariability. Judging his
solution as one of his most important contributions to science, Pascal envisioned the drafting of a
small treatise entitled “Géométrie du Hasard” (Geometry of Chance). He would never write it.
Inspired by this, Christian Huygens wrote the first treatise on the calculation of chances, the “De
ratiociniis in ludo aleae” (“On calculation in games of chance”, 1657). We can conclude this preamble
by observing that Blaise Pascal’s seminal work on Probability was inspired by Geometry. The
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objective of this edited book is to come back to this initial idea that we can geometrize statistics in a
rigorous way.

We can also make reference to Blaise Pascal for this book on computing geometrical statistics,
because he was the inventor of the computer with his “Pascaline” machine. The introduction of
Pascaline marks the beginning of the development of mechanical calculus in Europe. This
development, which will traverse from the calculating machines to the electrical and electronic
calculators of the following centuries, will culminate with the invention of the microprocessor.
However, it was also Charles Babbage who conceived his analytical machine from 1834 to 1837, a
programmable calculating machine which was the ancestor of the computers of the 1940s,
combining the inventions of Blaise Pascal and Jacquard’s machine, with instructions written on
perforated cards. One of the descendants of the Pascaline, this was the first machine which
performed with the intelligence of man.

f ui,:uu il _If i
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Figure 2. La « pascaline », Computing Machine, Blaise Pascal 1645

Before introducing the chapters of this book, let us recall that the modern birth of information
geometry in the 20th century started with the differential-geometric modeling of parametric family
of distributions in the pioneer work of Professor Harold Hotelling in 1929 and in Prodessor Maurice
Fréchet Lecture at IHP (Institut Henri Poincaré, Paris) during Winter 1939.

Professor Hotelling spent half a year collaborating with Sir Ronald A. Fisher on setting the
firm foundation of mathematical statistics in Rothamsted Research (UK) [20-22]. He submitted a
groundbreaking note entitled “Spaces of Statistical Parameters” to the American Mathematical
Society (AMS) meeting in 1929. Since he did not join the meeting, the note was nevertheless read by
Prof. O. Ore. In this work, he introduced the Fisher information metric and the induced Riemannian
geometry for modeling parametric family of distributions. C. R. Rao later independently introduced
this geometric structure in his celebrated paper entitled “Information and the accuracy attainable in
the estimation of statistical parameters” (1945). This paper is truly exceptional since it introduces
three key results: (1) Cramér-Rao lower bound, (2) Riemannian geometry of statistical spaces,
and (3) Rao-Blackwellization of estimators.
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In 1943, Maurice Fréchet wrote a seminal paper (developing elements of his Winter 1939
Lecture at Institut Henri Poincaré in Paris) [23,24] introducing what was then called the Cramer-Rao
bound. This paper contains in fact much more than this important discovery. In particular, Maurice
Fréchet introduces more general notions relative to "distinguished functions", densities with
estimator reaching the bound, defined with a function, solution of Clairaut’s equation. The
solutions “envelope of the Clairaut’s equation” are related to standard Legendre transform and
basic structures of Information Geometry. This Fréchet’s analysis can also be revisited on the basis
of Jean-Louis Koszul works as seminal foundation of “Information Geometry” based on Legendre-
Clairaut equation.

We can also make references to De Moivre and Leibnitz contributions in seminal
development of Probability [25-27] and give reference to papers written on History of
probability [28-32].

We thank all the contributors of this edited book for further pushing the envelope of the
geometrization of statistics in novel directions.
This edited book is organized in six chapters as follows:

Chapter I: Geometric Thermodynamics of Jean-Marie Souriau

This first chapter introduces and develops Jean-Marie Souriau’s (1922-2012) model of Lie
group thermodynamics and relativistic thermodynamics of continua. The contributions are listed
below:

From Tools in Symplectic and Poisson Geometry to J.-M. Souriau’s Theories of Statistical
Mechanics and Thermodynamics by Charles-Michel Marle

Geometric Theory of Heat from Souriau Lie Groups Thermodynamics and Koszul Hessian
Geometry: Applications in Information Geometry for Exponential Families by Frédéric
Barbaresco

Link between Lie Group Statistical Mechanics and Thermodynamics of Continua by Géry de
Saxcé

Chapter 11: Koszul-Vinberg Model of Hessian Information Geometry

The second chapter deals with Jean-Louis Koszul’s model of Hessian Information Geometry
based on Koszul-Vinberg’s characteristic function and the homology theory of Koszul-Vinberg
algebroids and their modules (KV homology). The two contributions are:

Foliations-Webs-Hessian Geometry-Information Geometry-Entropy and Cohomology (IN
MEMORIAM OF ALEXANDER GROTHENDIECK) by Michel Nguiffo Boyom

Explicit Formula of Koszul-Vinberg Characteristic Functions for a Wide Class of Regular Convex
Cones by Hideyuki Ishi

Chapter 11I: Divergence Geometry and Information Geometry

The third chapter develops new algorithms related to the area of divergence geometry
(minimum divergence estimator, Rényi divergence) and Information Geometry: Mixture of
densities, Expectations on q-Exponential Family, Sparse Goodness-of-Fit Testing.

The five contributions are:

A Proximal Point Algorithm for Minimum Divergence Estimators with Application to Mixture
Models by Diaa Al Mohamad and Michel Broniatowski

Geometry Induced by a Generalization of Rényi Divergence by David C. de Souza, Rui F. Vigelis
and Charles C. Cavalcante



Guaranteed Bounds on Information-Theoretic Measures of Univariate Mixtures Using Piecewise
Log-Sum-Exp Inequalities by Frank Nielsen and Ke Sun

A Sequence of Escort Distributions and Generalizations of Expectations on q-Exponential Family
by Hiroshi Matsuzoe

The Information Geometry of Sparse Goodness-of-Fit Testing by Paul Marriott, Radka Sabolova,
Germain Van Bever and Frank Critchley

Chapter 1V : Density of Probability on manifold and metric space

The fourth Chapter proposes new approaches to estimate parametric and non-parametric
probabilities densities for structured covariance matrices (Toeplitz and Block-Toeplitz Hermitian
Positive Definite Matrix, Symmetric Positive Definite Matrix).

Kernel Density Estimation on the Siegel Space with an Application to Radar Processing by
Emmanuel Chevallier, Thibault Forget, Frédéric Barbaresco and Jesus Angulo

Riemannian Laplace Distribution on the Space of Symmetric Positive Definite Matrices by
Hatem Hajri, Ioana Ilea, Salem Said, Lionel Bombrun and Yannick Berthoumieu

Chapter V: Statistics on Paths and on Riemannian Manifolds

The fifth chapter describes new methods to introduce statistical tools for paths and for data on
Riemannian manifolds, with the following three contributions:

Entropy Minimizing Curves with Application to Flight Path Design and Clustering by Stéphane
Puechmorel and Florence Nicol

Anisotropically Weighted and Nonholonomically Constrained Evolutions on Manifolds by
Stefan Sommer

Non-Asymptotic Confidence Sets for Circular Means by Thomas Hotz, Florian Kelma and
Johannes Wieditz

Chapter VI: Entropy and Complexity in Linguistic

The sixth chapter concludes this edited book with new perspectives for defining topological
structures, entropy and complexity in linguistics with the following contribution:

Syntactic Parameters and a Coding Theory Perspective on Entropy and Complexity of Language
Families by Matilde Marcolli

Frédéric Barbaresco and Frank Nielsen
Guest Editors
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From Tools in Symplectic and Poisson Geometry to
J.-M. Souriau’s Theories of Statistical Mechanics
and Thermodynamics *

Charles-Michel Marle

Institut de Mathématiques de Jussieu, Université Pierre et Marie Curie, 4, Place Jussieu, 75252 Paris Cedex 05,
France; charles-michel.marle@math.cnrs.fr
t Inmemory of Jean-Marie Souriau (1922-2012).

Academic Editors: Frédéric Barbaresco and Frank Nielsen
Received: 28 July 2016; Accepted: 5 October 2016; Published: 19 October 2016

Abstract: I present in this paper some tools in symplectic and Poisson geometry in view of their
applications in geometric mechanics and mathematical physics. After a short discussion of the
Lagrangian an Hamiltonian formalisms, including the use of symmetry groups, and a presentation
of the Tulczyjew’s isomorphisms (which explain some aspects of the relations between these
formalisms), I explain the concept of manifold of motions of a mechanical system and its use,
due to J.-M. Souriau, in statistical mechanics and thermodynamics. The generalization of the notion
of thermodynamic equilibrium in which the one-dimensional group of time translations is replaced
by a multi-dimensional, maybe non-commutative Lie group, is fully discussed and examples of
applications in physics are given.

Keywords: Lagrangian formalism; Hamiltonian formalism; symplectic manifolds; Poisson structures;
symmetry groups; momentum maps; thermodynamic equilibria; generalized Gibbs states

1. Introduction

1.1. Contents of the Paper, Sources and Further Reading

This paper presents tools in symplectic and Poisson geometry in view of their application in
geometric mechanics and mathematical physics. The Lagrangian formalism and symmetries of
Lagrangian systems are discussed in Sections 2 and 3, the Hamiltonian formalism and symmetries
of Hamiltonian systems in Sections 4 and 5. Section 6 introduces the concepts of Gibbs state
and of thermodynamic equilibrium of a mechanical system, and presents several examples.
For a monoatomic classical ideal gas, eventually in a gravity field, or a monoatomic relativistic
gas the Maxwell-Boltzmann and Maxwell-Jiittner probability distributions are derived. The Dulong
and Petit law which governs the specific heat of solids is obtained. Finally Section 7 presents the
generalization of the concept of Gibbs state, due to Jean-Marie Souriau, in which the group of time
translations is replaced by a (multi-dimensional and eventually non-Abelian) Lie group.

Several books [1-11] discuss, much more fully than in the present paper, the contents of
Sections 2-5. The interested reader is referred to these books for detailed proofs of results whose
proofs are only briefly sketched here. The recent paper [12] contains detailed proofs of most results
presented here in Sections 4 and 5.

The main sources used for Sections 6 and 7 are the book and papers by Jean-Marie Souriau [13-17]
and the beautiful small book by Mackey [18].

The Euler-Poincaré equation, which is presented with Lagrangian symmetries at the end of
Section 3, is not really related to symmetries of a Lagrangian system, since the Lie algebra which acts
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on the configuration space of the system is not a Lie algebra of symmetries of the Lagrangian. Moreover
in its intrinsic form that equation uses the concept of Hamiltonian momentum map presented later,
in Section 5. Since the Euler-Poincaré equation is not used in the following sections, the reader can
skip the corresponding subsection at his or her first reading.

1.2. Notations

The notations used are more or less those generally used now in differential geometry. The tangent
and cotangent bundles to a smooth manifold M are denoted by TM and T* M, respectively, and their
canonical projections by 7yy : TM — M and 7ty : T*M — M. The vector spaces of k-multivectors and
k-forms on M are denoted by A¥(M) and QOF (M), respectively, with k € Z and, of course, A¥(M) = {0}
and OF(M) = {0} if k < 0 and if k > dim M, k-multivectors and k-forms being skew-symmetric.
The exterior algebras of multivectors and forms of all degrees are denoted by A(M) = @& AX(M)
and Q(M) = &, QF(M), respectively. The exterior differentiation operator of differential forms on a
smooth manifold M is denoted by d : Q(M) — Q(M). The interior product of a differential form
1 € Q(M) by a vector field X € A'(M) is denoted by i(X)7.

Let f : M — N be a smooth map defined on a smooth manifold M, with values in another
smooth manifold N. The pull-back of a form 7 € ()(N) by a smooth map f : M — N is denoted by
fn e Q(M).

A smooth, time-dependent vector field on the smooth manifold M is a smooth map X : R x M — TM
such that, for each t € Rand x € M, X(t,x) € TxM, the vector space tangent to M at x. When, for any
x € M, X(t,x) does not depend on ¢ € R, X is a smooth vector field in the usual sense, i.e., an element
in A’(M). Of course a time-dependent vector field can be defined on an open subset of R x M instead
than on the whole R x M. It defines a differential equation

W x(t,90)), o)
said to be associated to X. The (full) flow of X is the map ¥¥, defined on an open subset of R x R x M,
taking its values in M, such that for each t; € R and x¢ € M the parametrized curve t — YX(t,t,x0)
is the maximal integral curve of Equation (1) satisfying ¥ (to, to, xo) = xp. When ¢y and ¢t € R are
fixed, the map xq — ¥X(t,tg, xg) is a diffeomorphism, defined on an open subset of M (which may
be empty) and taking its values in another open subset of M, denoted by ‘I’é )" When X is in fact a
vector field in the usual sense (not dependent on time), ‘I’g o) only depends on t — tj. Instead of the

full flow of X we can use its reduced flow ®X, defined on an open subset of R x M and taking its values
in M, related to the full flow ¥ by

CDX(f, XO) = lI’rX(f,O, xo) , ‘FX(t, to, xo) = qDX(t —to, xo) .

For each t € R, the map xg + ®X(t,x0) = ¥X(t,0,%p) is a diffeomorphism, denoted by @,
defined on an open subset of M (which may be empty) onto another open subset of M.

When f : M — N is a smooth map defined on a smooth manifold M, with values in another
smooth manifold N, there exists a smooth map Tf : TM — TN called the prolongation of f to vectors,
which for each fixed x € M linearly maps TxyM into Tr(,)N. When f is a diffeomorphism of M onto N,
Tf is an isomorphism of TM onto TN. That property allows us to define the canonical lifts of a vector
field X in A'(M) to the tangent bundle TM and to the cotangent bundle T* M. Indeed, for each t € R,
®[ is a diffeomorphism of an open subset of M onto another open subset of M. Therefore T®[ is a
diffeomorphism of an open subset of TM onto another open subset of TM. It turns out that when ¢
takes all possible values in R the set of all diffeomorphisms T® is the reduced flow of a vector field
X on TM, which is the canonical lift of X to the tangent bundle TM.

Similarly, the transpose (T®*,)T of T®X, is a diffeomorphism of an open subset of the cotangent
bundle T*M onto another open subset of T*M, and when ¢ takes all possible values in R the set of all
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diffeomorphisms (T®X,)7 is the reduced flow of a vector field X on T*M, which is the canonical lift of
X to the cotangent bundle T* M.

The canonical lifts of a vector field to the tangent and cotangent bundles are used in
Sections 3 and 5. They can be defined too for time-dependent vector fields.

2. The Lagrangian Formalism

2.1. The Configuration Space and the Space of Kinematic States

The principles of mechanics were stated by the great English mathematician Isaac Newton
(1642-1727) in his book Philosophia Naturalis Principia Mathematica published in 1687 [19]. On this basis,
a little more than a century later, Joseph Louis Lagrange (1736-1813) in his book Mécanique analytique [20]
derived the equations (today known as the Euler—Lagrange equations) which govern the motion of a
mechanical system made of any number of material points or rigid material bodies interacting between
them by very general forces, and eventually submitted to external forces.

In modern mathematical language, these equations are written on the configuration space and
on the space of kinematic states of the considered mechanical system. The configuration space is
a smooth n-dimensional manifold N whose elements are all the possible configurations of the
system (a configuration being the position in space of all parts of the system). The space of
kinematic states is the tangent bundle TN to the configuration space, which is 2n-dimensional.
Each element of the space of kinematic states is a vector tangent to the configuration space at one of its
elements, i.e., at a configuration of the mechanical system, which describes the velocity at which this
configuration changes with time. In local coordinates a configuration of the system is determined by the
n coordinates x1,...,x" of a pointin N, and a kinematic state by the 21 coordinates X ol ot
of a vector tangent to N at some element in N.

2.2. The Euler—Lagrange Equations

When the mechanical system is conservative, the Euler-Lagrange equations involve a single real
valued function L called the Lagrangian of the system, defined on the product of the real line R (spanned
by the variable ¢ representing the time) with the manifold TN of kinematic states of the system. In local
coordinates, the Lagrangian L is expressed as a function of the 2 + 1 variables, ¢, Xm0l

and the Euler-Lagrange equations have the remarkably simple form

% (%(t,x(t),v(t))) — B—L,(t,x(t),v(t)) =0, 1<i<n,

where x(t) stands for x!(t),...,x"(t) and v(t) for v'(t),...,v"(t) with, of course,

2.3. Hamilton’s Principle of Stationary Action

The great Irish mathematician William Rowan Hamilton (1805-1865) observed [21,22] that the
Euler-Lagrange equations can be obtained by applying the standard techniques of Calculus of Variations,
due to Leonhard Euler (1707-1783) and Joseph Louis Lagrange, to the action integral (Lagrange observed
that fact before Hamilton, but in the last edition of his book he chose to derive the Euler-Lagrange
equations by application of the principle of virtual works, using a very clever evaluation of the virtual
work of inertial forces for a smooth infinitesimal variation of the motion).

I(y) = ‘/t] L(t,x(t),0(t)) dt, witho(t) = d’é(:),

to
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where v : [to, t1] — N is a smooth curve in N parametrized by the time t. These equations express
the fact that the action integral Iy (7y) is stationary with respect to any smooth infinitesimal variation
of 7 with fixed end-points (o, (t9)) and (t1,7(t1)). This fact is today called Hamilton’s principle of
stationary action. The reader interested in Calculus of Variations and its applications in mechanics and
physics is referred to the books [23-25].

2.4. The Euler-Cartan Theorem

The Lagrangian formalism is the use of Hamilton’s principle of stationary action for the derivation
of the equations of motion of a system. It is widely used in mathematical physics, often with
more general Lagrangians involving more than one independent variable and higher order partial
derivatives of dependent variables. For simplicity I will consider here only the Lagrangians of (maybe
time-dependent) conservative mechanical systems.

An intrinsic geometric expression of the Euler-Lagrange equations, wich does not use local
coordinates, was obtained by the great French mathematician Elie Cartan (1869-1951). Let us introduce
the concepts used by the statement of this theorem.

Definition 1. Let N be the configuration space of a mechanical system and let its tangent bundle TN be the
space of kinematic states of that system. We assume that the evolution with time of the state of the system is
governed by the Euler—Lagrange equations for a smooth, maybe time-dependent Lagrangian L : R x TN — R.

1. The cotangent bundle T* N is called the phase space of the system.
2. Themap L1 :Rx TN — T*N

L1 (t,0) = dyertL(t,v), t€R,v€TN,

where dvertL(t,v) is the vertical differential of L at (t,v), i.e., the differential at v of the the map

w— L(t,w), withw € Tﬁl (tv(v)), is called the Legendre map associated to L.
3. Themap Ep : R x TN — R given by

EL(t,v) = (Ly(t,0),v) —L(t,v), teR,veTN,

is called the the energy function associated to L.
4. Thel-formon R x TN
@L = E{GN — EL(t,Z))dt,

where Oy is the Liouville 1-form on T*N, is called the Euler—Poincaré 1-form.

Theorem 1 (Euler-Cartan Theorem). A smooth curve <y : [to, t1] — N parametrized by the time t € [t, 1]

is a solution of the Euler-Lagrange equations if and only if, for each t € [to, t1] the derivative with respect to t of

the map t — (t, M) belongs to the kernel of the 2-form d@y, in other words if and only if

dt
(D (DN 4o (9B
l<a (i’,T d(DL i’,T =0.
The interested reader will find the proof of that theorem in [26], (Theorem 2.2, Chapter IV, p. 262)

or, for hyper-regular Lagrangians (an additional assumption which in fact, is not necessary) in [27],
Chapter IV, Theorem 2.1, p. 167.

Remark 1. In his book [14], Jean-Marie Souriau uses a slightly different terminology: for him the
odd-dimensional space R x TN is the evolution space of the system, and the exact 2-form d@y, on that space is
the Lagrange form. He defines that 2-form in a setting more general than that of the Lagrangian formalism.
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3. Lagrangian Symmetries

3.1. Assumptions and Notations

In this section N is the configuration space of a conservative Lagrangian mechanical system with
a smooth, maybe time dependent Lagrangian L : R x TN — R. Let @ be the Poincaré-Cartan 1-form
on the evolution space R x TN.

Several kinds of symmetries can be defined for such a system. Very often, they are special cases
of infinitesimal symmetries of the Poincaré-Cartan form, which play an important part in the famous
Noether theorem.

Definition 2. An infinitesimal symmetry of the Poincaré-Cartan form @y, is a vector field Z on R x TN
such that
ﬁ(Z)(ﬁL =0,

L(Z) denoting the Lie derivative of differential forms with respect to Z.
Example 1.

1. Let us assume that the Lagrangian L does not depend on the time t € R, i.e., is a smooth function on TN.

The vector field on R x TN denoted by 5 whose projection on R is equal to 1 and whose projection on
TN is 0, is an infinitesimal symmetry of @r.

2. Let X be a smooth vector field on N and X be its canonical lift to the tangent bundle TN. We still assume
that L does not depend on the time t. Moreover we assume that X is an infinitesimal symmetry of the
Lagrangian L, i.e., that £L(X)L = 0. Considered as a vector field on R x TN whose projection on the factor
R is 0, X is an infinitesimal symmetry of @y.

3.2. The Noether Theorem in Lagrangian Formalism

Theorem 2 (E. Noether’s Theorem in Lagrangian Formalism). Let Z be an infinitesimal symmetry of the

Poincaré-Cartan form @p. For each possible motion vy : [to, t1] — N of the Lagrangian system, the function

i(Z)@y, defined on R x TN, keeps a constant value along the parametrized curve t — ( , M)

Proof. Let : [to,t1] — N be a motion of the Lagrangian system, i.e., a solution of the Euler-Lagrange
equations. The Euler-Cartan Theorem 1 proves that, for any t € [to, t1],

S(d ( dy() ~ o, dy(®)) _
l<a (i’,T d(DL i’,T =0.
Since Z is an infinitesimal symmetry of @y,
L(Z)d, =0.

Using the well known formula relating the Lie derivative, the interior product and the
exterior derivative
L(Z)=i(Z)od +doi(Z)
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we can write

=0. O

Example 2. When the Lagrangian L does not depend on time, application of Emmy Noether’s theorem to

) ) ) . .
the vector field 5% shows that the energy Ej remains constant during any possible motion of the system,

d\ ~
incei| — | @, = —Ej.
smcm(at) L L
Remark 2.

1. Theorem 2 is due to the German mathematician Emmy Noether (1882-1935), who proved it under much
more general assumptions than those used here. For a very nice presentation of Emmy Noether’s theorems
in a much more general setting and their applications in mathematical physics, interested readers are
referred to the very nice book by Yvette Kosmann-Schwarzbach [28].

2. Several generalizations of the Noether theorem exist. For example, if instead of being an infinitesimal

symmetry of @y, i.e., instead of satisfying L(Z)@y = 0 the vector field Z satisfies
L(Z)o, =df,
where f : R x TM — R is a smooth function, which implies of course L(Z)(d@y) = 0, the function
(2)@, - f

keeps a constant value along t +—» (t, d%g”) .

3.3. The Lagrangian Momentum Map

The Lie bracket of two infinitesimal symmetries of @ is too an infinitesimal symmetry of @y.
Let us therefore assume that there exists a finite-dimensional Lie algebra of vector fields on R x TN
whose elements are infinitesimal symmetries of @y

Definition 3. Let ¢ : G — A'(R x TN) be a Lie algebras homomorphism of a finite-dimensional real Lie
algebra G into the Lie algebra of smooth vector fields on R x TN such that, for each X € G, ¥(X) is an
infinitesimal symmetry of @r. The Lie algebras homomorphism  is said to be a Lie algebra action on R x TN
by infinitesimal symmetries of @p. The map K : R x TN — G*, which takes its values in the dual G* of the
Lie algebra G, defined by

(Ki(t,0), X) =i(p(X))DL(t,v), X€G, (tv)eRxTN,
is called the Lagrangian momentum of the Lie algebra action 1.

Corollary 1 (of E. Noether’s Theorem). Let i : G — A'(R x TM) be an action of a finite-dimensional real
Lie algebra G on the evolution space R x TN of a conservative Lagrangian system, by infinitesimal symmetries

of the Poincaré-Cartan form @p. For each possible motion vy : [to,t1] — N of that system, the Lagrangian

. dy(t
momentum map Ky keeps a constant value along the parametrized curve t — (t, %) .
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Proof. Since for each X € G the function (t,v) — (K (t,v),X) keeps a constant value along
dy(t
the parametrized curve t — (t, %), the map K| itself keeps a constant value along that

parametrized curve. |

Example 3. Let us assume that the Lagrangian L does not depend explicitly on the time t and is invariant by
the canonical lift to the tangent bundle of the action on N of the six-dimensional group of Euclidean diplacements
(rotations and translations) of the physical space. The corresponding infinitesimal action of the Lie algebra of
infinitesimal Euclidean displacements (considered as an action on R x TN, the action on the factor R being
trivial) is an action by infinitesimal symmetries of @r. The six components of the Lagrangian momentum map
are the three components of the total linear momentum and the three components of the total angular momentum.

Remark 3. These results are valid without any assumption of hyper-regularity of the Lagrangian.

3.4. The Euler—Poincaré Equation

In a short Note [29] published in 1901, the great french mathematician Henri Poincaré (1854-1912)
proposed a new formulation of the equations of mechanics.

Let N be the configuration manifold of a conservative Lagrangian system, with a smooth
Lagrangian L : TN — R which does not depend explicitly on time. Poincaré assumes that there
exists an homomorphism  of a finite-dimensional real Lie algebra G into the Lie algebra A'(N) of
smooth vector fields on N, such that for each x € N, the values at x of the vector fields ¢(X), when X
varies in G, completely fill the tangent space Ty N. The action 1 is then said to be locally transitive.

Of course these assumptions imply dim G > dim N.

Under these assumptions, Henri Poincaré proved that the equations of motion of the Lagrangian
system could be written on N x G or on N x G*, where G* is the dual of the Lie algebra G, instead of
on the tangent bundle TN. When dim G = dim N (which can occur only when the tangent bundle
TN is trivial) the obtained equation, called the Euler—Poincaré equation, is perfectly equivalent to the
Euler-Lagrange equations and may, in certain cases, be easier to use. But when dimG > dimN,
the system made by the Euler-Poincaré equation is underdetermined.

Let 7y : [to,t1] — N be a smooth parametrized curve in N. Poincaré proves that there exists a
smooth curve V : [ty, t;] — G in the Lie algebra G such that, for each t € [ty, t1],

PV () (1) = 1. &)
When dim G > dim N the smooth curve V in G is not uniquely determined by the smooth curve
v in N. However, instead of writing the second-order Euler-Lagrange differential equations on TN
satisfied by o when this curve is a possible motion of the Lagrangian system, Poincaré derives a first
order differential equation for the curve V and proves that it is satisfied, together with Equation (2), if and
only if y is a possible motion of the Lagrangian system.
Letg: NxG— TNand L: N x G — R be the maps

P(x,X) =¢(X)(x), L(x,X)=Log(xX).

We denote by 1L : N x G — T*N and by doL : N x G — G* the partial differentials of
L:N x G — Rwith respect to its first variable x € N and with respect to its second variable X € G.

The map ¢ : N x G — TN is a surjective vector bundles morphism of the trivial vector bundle N x G
into the tangent bundle TN. Its transpose ¢T : T*N — N x G* is therefore an injective vector bundles
morphism, which can be written

P" (&) = (nn(2),1(€)).,
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where 71y : T*N — N is the canonical projection of the cotangent bundle and | : T*"N — G*isa
smooth map whose restriction to each fibre Ty N of the cotangent bundle is linear, and is the transpose
of the map X — ¢(x, X) = ¢(X)(x).

Remark 4. The homomorphism 1 of the Lie algebra G into the Lie algebra AY(N) of smooth vector fields on N
is an action of that Lie algebra, in the sense defined below Definition 11. That action can be canonically lifted into
a Hamiltonian action of G on T* N, endowed with its canonical symplectic form dfy Definition 13. The map |
is in fact a Hamiltonian momentum map for that Hamiltonian action Proposition 5.

Let £ = dyertL : TN — T*N be the Legendre map defined in Definition 1.

Theorem 3 (Euler-Poincaré Equation). With the above defined notations, let <y : [to, t1] — N be a smooth
parametrized curve in N and V : [to, t1] — G be a smooth parametrized curve such that, for each t € [ty, t1],

dy(t)

p(V(1) (v(1) = —ar ©)
The curve vy is a possible motion of the Lagrangian system if and only if V satisfies the equation
d . _
(E - adv(t)> (] oLy og(y(t), V(t))) —JodiL(v(t),V(t)) =0. 4)

The interested reader will find a proof of that theorem in local coordinates in the original Note by
Poincaré [29]. More intrinsic proofs can be found in [12,30]. Another proof is possible, in which that
theorem is deduced from the Euler-Cartan Theorem 1.

Remark 5. Equation (3) is called the compatibility condition and Equation (4) is the Euler—Poincaré equation.
It can be written under the equivalent form

(% _ad;<,)) (doL(x(1), V(1)) = Jo daL(x(), V(1)) =0. (5)

Examples of applications of the Euler—Poincaré equation can be found in [5,6,12,30] and, for an
application in thermodynamics, [31].

4. The Hamiltonian Formalism

The Lagrangian formalism can be applied to any smooth Lagrangian. Its application yields
second order differential equations on R x N (in local coordinates, the Euler—Lagrange equations) which in
general are not solved with respect to the second order derivatives of the unknown functions with respect to
time. The classical existence and unicity theorems for the solutions of differential equations (such as
the Cauchy-Lipschitz theorem) therefore cannot be applied to these equations.

Under the additional assumption that the Lagrangian is hyper-regular, a very clever change of
variables discovered by William Rowan Hamilton (Lagrange obtained however Hamilton’s equations
before Hamilton, but only in a special case, for the slow “variations of constants” such as the orbital
parameters of planets in the solar system [32,33]). Hamilton [21,22] allows a new formulation of these
equations in the framework of symplectic geometry. The Hamiltonian formalism discussed below is the
use of these new equations. It was later generalized independently of the Lagrangian formalism.

10



Entropy 2016, 18, 370

4.1. Hyper-Regular Lagrangians

Assumptions Made in this Section

We consider in this section a smooth, maybe time-dependent Lagrangian L : R x TN — R, which
is such that the Legendre map Definition 1 £ : R x TN — T*N satisfies the following property:
for each fixed value of the time t € R, the map v — L (t,v) is a smooth diffeomorphism of the
tangent bundle TN onto the cotangent bundle T*N. An equivalent assumption is the following:
the map (idg, £1) : (t0) — (tLL(t,v)) is a smooth diffeomorphism of R x TN onto R x T*N.
The Lagrangian L is then said to be hyper-regular. The equations of motion can be written on R x T*N
instead of R x TN.

Definition 4. Under the assumption Section 4.1, the function Hy : R x T*N — R given by

Hi(t,p) = Ero (idg, £1) X(t,p), tER, peT*N,

(Er : R x TN — R being the energy function defined in Definition 1) is called the Hamiltonian associated to
the hyper-regular Lagrangian L.
The 1-form defined on R x T*N

‘BHL =6y — Hpdt,

where O is the Liouville 1-form on T*N, is called the Poincaré-Cartan 1-form in the Hamiltonian formalism.

Remark 6. The Poincaré-Cartan 1-form @ on R x TN, defined in Definition 1, is the pull-back, by the
diffeomorphism (idg, L) : R x TN — R x T*N, of the Poincaré-Cartan 1-form @y, in the Hamiltonian
formalism on R x T*N defined above.

4.2. Presymplectic Manifolds

Definition 5. A presymplectic form on a smooth manifold M is a 2-form w on M which is closed, i.e., such that
dw = 0. A manifold M equipped with a presymplectic form w is called a presymplectic manifold and denoted
by (M, w). The kernel ker w of a presymplectic form w defined on a smooth manifold M is the set of vectors
v € TM such that i(v)w = 0.

Remark 7. A symplectic form w on a manifold M is a presymplectic form which, moreover, is non-degenerate,
i.e., such that for each x € M and each non-zero vector v € Ty M, there exists another vector w € TxM such
that w(x)(v, w) # 0. Or in other words, a presymplectic form w whose kernel is the set of null vectors.

The kernel of a presymplectic form w on a smooth manifold M is a vector sub-bundle of TM if and only if
for each x € M, the vector subspace Ty M of vectors v € T, M which satisfy i(v)w = 0 is of a fixed dimension,
the same for all points x € M. A presymplectic form which satisfies that condition is said to be of constant rank.

Proposition 1. Let w be a presymplectic form of constant rank Remark 7 on a smooth manifold M. The kernel
ker w of w is a completely integrable vector sub-bundle of T M, which defines a foliation F, of M into connected
immersed submanifolds which, at each point of M, have the fibre of ker w at that point as tangent vector space.

We now assume in addition that this foliation is simple, i.e., such that the set of leaves of F,, denoted by
M/ kerw, has a smooth manifold structure for which the canonical projection p : M — M/ ker w
(which associates to each point x € M the leaf which contains x) is a smooth submersion. There exists
on M/ ker w a unique symplectic form wy such that

w=pwr.

11
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Proof. Since dw = 0, the fact that ker w is completely integrable is an immediate consequence of the
Frobenius’ theorem ([27], Chapter III, Theorem 5.1, p. 132). The existence and unicity of a symplectic
form w;, on M/ ker w such that w = p*w; results from the fact that M/ ker w is built by quotienting M
by the kernel of w. O

Presymplectic Manifolds in Mechanics

Let us go back to the assumptions and notations of Section 4.1. We have seen in Remark 6 that the
Poincaré-Cartan 1-form in Hamiltonian formalism @ 1, on R x T*N and the Poincaré-Cartan 1-form
in Lagrangian formalism @ on R x TN are related by

@ = (idg, L1)*@p, -

Their exterior differentials d@;, and d@p, both are presymplectic 2-forms on the odd-dimensional
manifolds R x TN and R x T*N, respectively. At any point of these manifolds, the kernels of
these closed 2-forms are one-dimensional. They therefore Proposition 1 determine foliations into
smooth curves of these manifolds. The Euler-Cartan Theorem 1 shows that each of these curves is a
possible motion of the system, described either in the Lagrangian formalism, or in the Hamiltonian
formalism, respectively.

The set of all possible motions of the system, called by Jean-Marie Souriau the manifold of motions
of the system, is described by the quotient (R x TN)/ ker d@| in the Lagrangian formalism, and by
the quotient (R x T*N)/ ker d@p, in the Hamiltonian formalism. Both are (maybe non-Hausdorff)
symplectic manifolds, the projections on these quotient manifolds of the presymplectic forms d@; and
d@p, both being symplectic forms. Of course the diffeomorphism (idg, £1) : R x TN — R x T*N
projects onto a symplectomorphism between the Lagrangian and Hamiltonian descriptions of the
manifold of motions of the system.

4.3. The Hamilton Equation

Proposition 2. Let N be the configuration manifold of a Lagrangian system whose Lagrangian
L:RXx TN — R, maybe time-dependent, is smooth and hyper-regular, and Hy : R x T*N — R be the
associated Hamiltonian Definition 4. Let ¢ : [to,t1] — N be a smooth curve parametrized by the time
t € [to, t1], and let ¢ : [ty, t1]) — T*N be the parametrized curve in T*N

P(t) =L <t/ dzliit)> , telt,t],

where L : R x TN — T*N is the Legendre map Definition 1.
The parametrized curve t +— y(t) is a motion of the system if and only if the parametrized curve t — P(t)
satisfies the equatin, called the Hamilton equation,

- (dy(t) _
1 (T dGN = dHLt y
JH| . , . . . . . .
where dHy; = dH| — T dt is the differential of the function Hyy : T*N — R in which the time t is

considered as a parameter with respect to which there is no differentiation.
When the parametrized curve  satisfies the Hamilton equation stated above, it satisfies too the equation,
called the energy equation

& (B p) = 2 (1 ).

Proof. These results directly follow from the Euler-Cartan Theorem 1. O

12
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Remark 8. The 2-form dfly is a symplectic form on the cotangent bundle T* N, called its canonical symplectic
form. We have shown that when the Lagrangian L is hyper-reqular, the equations of motion can be written in
three equivalent manners:

1. as the Euler-Lagrange equations on R x TM,
2. as the equations given by the kernels of the presymplectic forms d@; or d@p, which determine the
foliations into curves of the evolution spaces R x TM in the Lagrangian formalism, or R x T* M in the

Hamiltonian formalism,
3. as the Hamilton equation associated to the Hamiltonian Hy on the symplectic manifold (T*N,dfy),
often called the phase space of the system.

4.3.1. The Tulczyjew Isomorphisms

Around 1974, Tulczyjew [34,35] discovered (By was probably known long before 1974, but I
believe that &)y, much more hidden, was noticed by Tulczyjew for the first time) two remarkable vector
bundles isomorphisms ay : TT*N — T*TN and Bn : TT*N — T*T*N.

The first one ay is an isomorphism of the bundle (TT*N,Tmy,TN) onto the bundle
(T*TN, trn, TN), while the second By is an isomorphism of the bundle (TT*N, tr+n, T*N) onto
the bundle (T*T*N, rtr«n, T*N). The diagram below is commutative.

T*T*N I TT*N —s T*TN

RPN
S A

Since they are the total spaces of cotangent bundles, the manifolds T*TN and T*T*N are endowed
with the Liouville 1-forms 67y and 671+, and with the canonical symplectic forms dfry and dfr+y;,
respectively. Using the isomorphisms a and B, we can therefore define on TT*N two 1-forms ay,0n
and f},07+N, and two symplectic 2-forms ay;(d67n) and B} (dfr+n). The very remarkable property of
the isomorphisms ay and By is that the two symplectic forms so obtained on TT*N are equal:

an(dfry) = By (dor+N) -

The 1-forms aj07y and By07+n are not equal, their difference is the differential of a
smooth function.

4.3.2. Lagrangian Submanifolds

In view of applications to implicit Hamiltonian systems, let us recall here that a Lagrangian
submanifold of a symplectic manifold (M, w) is a submanifold N whose dimension is half the
dimension of M, on which the form induced by the symplectic form w is 0.

Let L : TN — Rand H : T"N — R be two smooth real valued functions, defined on TN
and on T*N, respectively. The graphs dL(TN) and dH(T*N) of their differentials are Lagrangian
submanifolds of the symplectic manifolds (T*TN,dfry) and (T*T*N,dfr-y). Their pull-backs
ay' (dL(TN)) and By'(dH(T*N)) by the symplectomorphisms ay and By are therefore two
Lagrangian submanifolds of the manifold TT*N endowed with the symplectic form a};(dfry),
which is equal to the symplectic form B} (dfr+n)-

The following theorem enlightens some aspects of the relationships between the Hamiltonian and
the Lagrangian formalisms.

13
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Theorem 4 (W. M. Tulczyjew). With the notations specified above Section 4.3.2, let Xy : T*N — TT*N be
the Hamiltonian vector field on the symplectic manifold (T*N, d0y ) associated to the Hamiltonian H : T*N — R,
defined by i(Xy)d0n = —dH. Then

Xu(T*N) = By (dH(T*N)).

Moreover, the equality
ay! (dL(TN)) = BN (dH(T*N))

holds if and only if the Lagrangian L is hyper-regular and such that
dH =d(Epo L} 1),
where L1 : TN — T*N is the Legendre map and Er, : TN — R the energy associated to the Lagrangian L.

The interested reader will find the proof of that theorem in the works of Tulczyjew ([34,35]).

When L is not hyper-regular, zxg,l (dL(TN)) still is a Lagrangian submanifold of the symplectic
manifold (TT*N,a% (dfry)), but it is no more the graph of a smooth vector field Xy defined on T*N.
Tulczyjew proposes to consider this Lagrangian submanifold as an implicit Hamilton equation on T*N.

These results can be extended to Lagrangians and Hamiltonians which may depend on time.

4.4. The Hamiltonian Formalism on Symplectic and Poisson Manifolds

4.4.1. The Hamilton Formalism on Symplectic Manifolds

In pure mathematics as well as in applications of mathematics to mechanics and physics,
symplectic manifolds other than cotangent bundles are encountered. A theorem due to the french
mathematician Gaston Darboux (1842-1917) asserts that any symplectic manifold (M, w) is of even
dimension 21 and is locally isomorphic to the cotangent bundle to a n-dimensional manifold: in a
neighbourhood of each of its point there exist local coordinates (xl, <, X", p1, ..., pn), called Darboux
coordinates with which the symplectic form w is expressed exactly as the canonical symplectic form of
a cotangent bundle:

n
w=Y dp;Adx'.
i=1

Let (M, w) be a symplectic manifold and H : R x M — R a smooth function, said to be a
time-dependent Hamiltonian. It determines a time-dependent Hamiltonian vector field Xy on M, such that

i(XH)OJ = *dH[,

Hi : M — R being the function H in which the variable t is considered as a parameter with respect to
which no differentiation is made.
The Hamilton equation determined by H is the differential equation

O x4 t,910).

The Hamiltonian formalism can therefore be applied to any smooth, maybe time dependent
Hamiltonian on M, even when there is no associated Lagrangian.

The Hamiltonian formalism is not limited to symplectic manifolds: it can be applied, for example,
to Poisson manifolds [36], contact manifolds and Jacobi manifolds [37]. For simplicity I will consider only
Poisson manifolds. Readers interested in Jacobi manifolds and their generalizations are referred to the
papers by Lichnerowicz quoted above and to the very important paper by Kirillov [38].

14
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Definition 6. A Poisson manifold is a smooth manifold P whose algebra of smooth functions C*®(P,R) is
endowed with a bilinear composition law, called the Poisson bracket, which associates to any pair (f,g) of smooth
functions on P another smooth function denoted by {f,g}, that composition satisfying the three properties

1. it is skew-symmetric,

& ft=—1fgh
2. it satisfies the Jacobi identity
{F At} +{eAnfiy+ {nifgh} =0

3. it satisfies the Leibniz identity

{f, gh} ={f, gth+g{f. h}.

Example 4.

1. On the vector space of smooth functions defined on a symplectic manifold (M, w), there exists a composition
law, called the Poisson bracket, which satisfies the properties stated in Definition 6. Let us recall briefly its
definition. The symplectic form w allows us to associate, to any smooth function f € C*°(M,R), a smooth
vector field Xy € AY(M,R), called the Hamiltonian vector field associated to f, defined by

1(Xf)w = —df

The Poisson bracket {f,g} of two smooth functions f and g € C®(M,R) is defined by the three
equivalent equalities

{f,8} =i(Xp)dg = —i(Xg)df = w(X, X) -

Any symplectic manifold is therefore a Poisson manifold.

The Poisson bracket of smooth functions defined on a symplectic manifold (when that symplectic manifold
is a cotangent bundle) was discovered by Siméon Denis Poisson (1781-1840) [39].

2. Let G be a finite-dimensional real Lie algebra, and let G* be its dual vector space. For each smooth function
f € C®°(G*, R) and each { € G*, the differential df ({) is a linear form on G*, in other words an element of
the dual vector space of G*. Identifying with G the dual vector space of G*, we can therefore consider df ({)
as an element in G. With this identification, we can define the Poisson bracket of two smooth functions f
and g € C®(G*,R) by

{£,8}(2) = [df(D),ds(D)], Ceg",

the bracket in the right hand side being the bracket in the Lie algebra G. The Poisson bracket of functions
in C*(G*,R) so defined satifies the properties stated in Definition 6. The dual vector space of any
finite-dimensional real Lie algebra is therefore endowed with a Poisson structure, called its canonical
Lie-Poisson structure or its Kirillov-Kostant-Souriau Poisson structure. Discovered by Sophus Lie,
this structure was indeed rediscovered independently by Alexander Kirillov, Bertram Kostant and
Jean-Marie Souriau.

3. A symplectic cocycle of a finite-dimensional, real Lie algebra G is a skew-symmetric bilinear map © :
G x G — G* which satisfies, for all X, Y and Z € G,

O([X,Y],2) +O([Y, 7], X) +©([Z,X],Y) =0.

The canonical Lie-Poisson bracket of two smooth functions f and g € C®(G*,R) can be modified by means
of the symplectic cocycle ®, by setting

{f.8}0(0) = [df(2),dg(0)] —O(df(2),dg(0)), C<g".
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This bracket still satifies the properties stated in Definition 6, therefore defines on G* a Poisson structure
called its canonical Lie-Poisson structure modified by ©.

4.4.2. Properties of Poisson Manifolds

The interested reader will find the proofs of the properties recalled here in [8-11].

1. On a Poisson manifold P, the Poisson bracket {f, g} of two smooth functions fand g can be
expressed by means of a smooth field of bivectors A:

{f.8} = Aldf,dg), fandgeC*(P,R),

called the Poisson bivector field of P. The considered Poisson manifold is often denoted by (P, A).
The Poisson bivector field A identically satisfies

[A,A] =0,

the bracket [, ] in the left hand side being the Schouten-Nijenhuis bracket. That bivector field
determines a vector bundle morphism A* : T*P — TP, defined by

A, 2) = (M),

where 77 and { € T*P are two covectors attached to the same point in P.

Readers interested in the Schouten-Nijenhuis bracket will find thorough presentations of its
properties in [40,41].

2. Let (P, A) be a Poisson manifold. A (maybe time-dependent) vector field on P can be associated
to each (maybe time-dependent) smooth function H : R x P — R. It is called the Hamiltonian
vector field associated to the Hamiltonian H, and denoted by Xp. Its expression is

Xp(t,x) = A*(x) (dHi(x)),

oH(t,x)

where dH;(x) = dH(t,x) — dt is the differential of the function deduced from H by
considering t as a parameter with respect to which no differentiation is made.
The Hamilton equation determined by the (maybe time-dependent) Hamiltonian H is

d(fT(tt) = Xu((t () = AdH:) (1)) -

3. Any Poisson manifold is foliated, by a generalized foliation whose leaves may not be all of the
same dimension, into immersed connected symplectic manifolds called the symplectic leaves of
the Poisson manifold. The value, at any point of a Poisson manifold, of the Poisson bracket
of two smooth functions only depends on the restrictions of these functions to the symplectic
leaf through the considered point, and can be calculated as the Poisson bracket of functions
defined on that leaf, with the Poisson structure associated to the symplectic structure of that leaf.
This property was discovered by Alan Weinstein, in his very thorough study of the local structure
of Poisson manifolds [42].

5. Hamiltonian Symmetries
5.1. Presymplectic, Symplectic and Poisson Maps and Vector Fields

Let M be a manifold endowed with some structure, which can be either

e a presymplectic structure, determined by a presymplectic form, i.e., a 2-form w which is closed
(dw =0),
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e asymplectic structure, determined by a symplectic form w, i.e., a 2-form w which is both closed
(dw = 0) and nondegenerate (kerw = {0}),
e a Poisson structure, determined by a smooth Poisson bivector field A satisfying [A, A] = 0.

Definition 7. A presymplectic (resp. symplectic, resp. Poisson) diffeomorphism of a presymplectic
(resp., symplectic, resp. Poisson) manifold (M, w) (resp. (M, A)) is a smooth diffeomorphism f : M — M such
that f*w = w (resp. f*A = A).

Definition 8. A smooth vector field X on a presymplectic (resp. symplectic, resp. Poisson) manifold (M, w)
(resp. (M, A\)) is said to be a presysmplectic (resp. symplectic, resp. Poisson) vector field if L(X)w = 0 (resp. if
L(X)A = 0), where L(X) denotes the Lie derivative of forms or mutivector fields with respect to X.

Definition 9. Let (M, w) be a presymplectic or symplectic manifold. A smooth vector field X on M is said to
be Hamiltonian if there exists a smooth function H : M — R, called a Hamiltonian for X, such that

i(X)w=—dH.
Not any smooth function on a presymplectic manifold can be a Hamiltonian.

Definition 10. Let (M, A) be a Poisson manifold. A smooth vector field X on M is said to be Hamiltonian
if there exists a smooth function H € C®(M,R), called a Hamiltonian for X, such that X = A}(dH).
An equivalent definition is that

i(X)dg ={H,g} foranyge C®(M,R),
where {H, g} = A(dH, dg) denotes the Poisson bracket of the functions H and g.
On a symplectic or a Poisson manifold, any smooth function can be a Hamiltonian.

Proposition 3. A Hamiltonian vector field on a presymplectic (resp. symplectic, resp. Poisson) manifold
automatically is a presymplectic (resp. symplectic, resp. Poisson) vector field.

The proof of this result, which is easy, can be found in any book on symplectic and Poisson
geoemetry, for example [8-10].

5.2. Lie Algebras and Lie Groups Actions

Definition 11. An action on the left (resp. an action on the right) of a Lie group G on a smooth manifold M is
a smooth map ® : G x M — M (resp. a smooth map ¥ : M x G — M) such that

o foreach fixed g € G, the map g : M — M defined by Pg(x) = (g, x) (resp. the map ¥g : M — M
defined by Y¢(x) = ¥(x,8)) is a smooth diffeomorphism of M,

o O, =idy (resp. ¥ = idp), e being the neutral element of G,

o foreach pair (g1,82) € G X G, @g, 0 Py, = Dy, o, (resp. Yo, 0 Vg, = Yooq,).

An action of a Lie algebra G on a smooth manifold M is a Lie algebras morphism of G into the Lie
algebra A (M) of smooth vector fields on M, i.e., a linear map i : G — Al(M) which associates to each X € G
a smooth vector field (X) on M such that for each pair (X,Y) € G x G, p([X,Y]) = [p(X), p(Y)].

Proposition 4. An action ¥, either on the left or on the right, of a Lie group G on a smooth manifold M,
automatically determines an action 1 of its Lie algebra G on that manifold, which associates to each X € G the
vector field {(X) on M, often denoted by Xy and called the fundamental vector field on M associated to X. It is
defined by

l/](X)(x) = XM(X) = %(Texp(sX)(x)) |s:0’ xeM,
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with the following convention: 1 is a Lie algebras homomorphism when we take for Lie algebra G of the Lie
group G the Lie algebra or right invariant vector fields on G if ¥ is an action on the left, and the Lie algebra of
left invariant vector fields on G if ¥ is an action on the right.

Proof. If ¥ is an action of G on M on the left (respectively, on the right), the vector field on G which is
right invariant (respectively, left invariant) and whose value at ¢ is X, and the associated fundamental
vector field X) on M, are compatible by the map g — ¥ (x). Therefore the map ¢ : G — AY(M) isa
Lie algebras homomorphism, if we take for definition of the bracket on G the bracket of right invariant
(respectively, left invariant) vector fields on G. |

Definition 12. When M is a presymplectic (or a symplectic, or a Poisson) manifold, an action ¥ of a Lie group
G (respectively, an action 1 of a Lie algebra G) on the manifold M is called a presymplectic (or a symplectic,
or a Poisson) action if for each g € G, Y is a presymplectic, or a symplectic, or a Poisson diffeomorphism of M
(respectively, if for each X € G, p(X) is a presymplectic, or a symplectic, or a Poisson vector field on M.

Definition 13. An action y of a Lie algeba G on a presymplectic or symplectic manifold (M, w), or on a Poisson
manifold (M, ), is said to be Hamiltonian if for each X € G, the vector field {(X) on M is Hamiltonian.

An action ¥ (either on the left or on the right) of a Lie group G on a presymplectic or symplectic manifold
(M, w), or on a Poisson manifold (M, A), is said to be Hamiltonian if that action is presymplectic, or symplectic,
or Poisson (according to the structure of M), and if in addition the associated action of the Lie algebra G of G
is Hamiltonian.

Remark 9. A Hamiltonian action of a Lie group, or of a Lie algebra, on a presymplectic, symplectic or Poisson
manifold, is automatically a presymplectic, symplectic or Poisson action. This result immediately follows
from Proposition 3.

5.3. Momentum Maps of Hamiltonian Actions

Proposition 5. Let 1 be a Hamiltonian action of a finite-dimensional Lie algebra G on a presymplectic,
symplectic or Poisson manifold (M, w) or (M, A). There exists a smooth map | : M — G*, taking its values in
the dual space G* of the Lie algebra G, such that for each X € G the Hamiltonian vector field (X) on M admits
as Hamiltonian the function Jx : M — R, defined by

Jx(x) = (J(x),X), xeM.

The map ] is called a momentum map for the Lie algebra action 1. When 1 is the action of the Lie algebra
G of a Lie group G associated to a Hamiltonian action ¥ of a Lie group G, | is called a momentum map for the
Hamiltonian Lie group action Y.

The proof of that result, which is easy, can be found for example in [8-10].

Remark 10. The momentum map | is not unique:

o when (M,w) is a connected symplectic manifold, | is determined up to addition of an arbitrary constant
element in G*;

o when (M, A) is a connected Poisson manifold, the momentum map | is determined up to addition of an
arbitrary G*-valued smooth map which, coupled with any X € G, yields a Casimir of the Poisson algebra
of (M, A), i.e., a smooth function on M whose Poisson bracket with any other smooth function on that
manifold is the function identically equal to 0.

5.4. Noether’s Theorem in Hamiltonian Formalism

Theorem 5 (Noether’s Theorem in Hamiltonian Formalism). Let Xy and X¢ be two Hamiltonian vector
fields on a presymplectic or symplectic manifold (M, w), or on a Poisson manifold (M, A), which admit as
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Hamiltonians, respectively, the smooth functions f and g on the manifold M. The function f remains constant
on each integral curve of X if and only if g remains constant on each integral curve of X.

Proof. The function f is constant on each integral curve of X, if and only if i(X,)df = 0, since each
integral curve of X is connected. We can use the Poisson bracket, even when M is a presymplectic
manifold, since the Poisson bracket of two Hamiltonians on a presymplectic manifold still can be
defined. So we can write

i(Xg)df = {g f} = —{f,&} = —i(Xp)dg. U

Corollary 2 (of Noether’s Theorem in Hamiltonian Formalism). Let ¢ : G — A'(M) be a Hamiltonian
action of a finite-dimensional Lie algebra G on a presymplectic or symplectic manifold (M, w), or on a Poisson
manifold (M, A), and let | : M — G* be a momentum map of this action. Let Xy be a Hamiltonian vector
field on M admitting as Hamiltonian a smooth function H. If for each X € G we have i((X))(dH) = 0,
the momentum map | remains constant on each integral curve of Xpy.

Proof. This result is obtained by applying Theorem 5 to the pairs of Hamiltonian vector fields made
by Xy and each vector field associated to an element of a basis of G. O

5.5. Symplectic Cocycles

Theorem 6 (J. M. Souriau [14]). Let ® be a Hamiltonian action (either on the left or on the right) of a Lie
group G on a connected symplectic manifold (M, w) and let | : M — G* be a momentum map of this action.
There exists an affine action A (either on the left or on the right) of the Lie group G on the dual G* of its Lie
algebra G such that the momentum map | is equivariant with respect to the actions ® of G on M and A of G on
G*, i.e., such that

Jo®y(x) = AgoJ(x) forallge G, x € M.

The action A can be written, with g € G and § € G¥,

A(g,¢) = Ad;,1 (&)+06(g)  if Pisan action on the left,
A(C g) = Adg(8) - 8(g~1) if ® is an action on the right.

Proof. Let us assume that ® is an action on the left. The fundamental vector field X, associated to
each X € G is Hamiltonian, with the function Jx : M — R, given by

Jx(x) = (J(x),X), xeM,

as Hamiltonian. For each g € G the directimage (®y-1)+(Xm) of X by the symplectic diffeomorphism
®,-1 is Hamiltonian, with Jx o ®¢ as Hamiltonian. An easy calculation shows that this vector field is
the fundamental vector field associated to Ad,-1 (X) € G. The function

x = (J(x),Adg1 (X)) = (Ad;,1 of(x),X)

is therefore a Hamiltonian for that vector field. These two functions defined on the connected manifold
M, which both are admissible Hamiltonians for the same Hamiltonian vector field, differ only by a
constant (which may depend on g € G). We can set, for any g € G,

8(g)=1Jo <l>g(x) - Ad;—l of (x)
and check that the map A : G x G* — G* defined in the statement is indeed an action for which |

is equivariant.
A similar proof, with some changes of signs, holds when @ is an action on the right. O
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Proposition 6. Under the assumptions and with the notations of Theorem 6, the map 6 : G — G* is a cocycle of
the Lie group G with values in G*, for the coadjoint representation. It means that it satisfies, for all g and h € G,

B(gh) = 0(g) + Ad . (6(h)

More precisely 0 is a symplectic cocycle. It means that its differential T.0 : T.G = G — G* at the neutral
element e € G can be considered as a skew-symmetric bilinear form on G:

O(X,Y) = (T.0(X),Y) = —(T.0(Y),X).

The skew-symmetric bilinear form © is a symplectic cocycle of the Lie algebra G. It means that it is
skew-symmetric and satisfies, forall X, Y and Z € G,

o([x,Y],2) +0([Y,Z],X) +0([Z,X],Y) = 0.

Proof. These properties easily follow from the fact that when @ is an action on the left, for gand i € G,
Dy 0y = Py, (and a similar equality when @ is an action on the right). The interested reader will
find more details in [9,12,14]. O

Proposition 7. Still under the assumptions and with the notations of Theorem 6, the composition law which
associates to each pair (f,g) of smooth real-valued functions on G* the function {f, g}e given by

{f 8to(x) = (x,[df(x), dg(x)]) = O(df(x),dg(x)), x€G",

(G being identified with its bidual G**), determines a Poisson structure on G*, and the momentum map
J : M — G* isa Poisson map, M being endowed with the Poisson structure associated to its symplectic structure.

Proof. The fact that the bracket (f,g) — {f,g}e on C*®(G* R) is a Poisson bracket was already
indicated in Example 4. It can be verified by easy calculations. The fact that ] is a Poisson map can be
proven by first looking at linear functions on G*, i.e., elements in G. The reader will find a detailed
proof in [12]. O

Remark 11. When the momentum map | is replaced by another momentum map |1 = | + p, where y € G* is
a constant, the symplectic Lie group cocycle 6 and the symplectic Lie algebra cocycle © are replaced by 01 and
@, respectively, given by

01(8) =0(g) +pu—Adga(n), g€G,
O1(X,Y)=0(X,Y)+ (1, [X,Y]), XandY €G.
These formulae show that 61 — 6 and ®1 — @ are symplectic coboundaries of the Lie group G and the Lie

algebra G. In other words, the cohomology classes of the cocycles 0 and © only depend on the Hamiltonian action
P of G on the symplectic manifold (M, w).

5.6. The Use of Symmetries in Hamiltonian Mechanics

5.6.1. Symmetries of the Phase Space

Hamiltonian Symmetries are often used for the search of solutions of the equations of motion of
mechanical systems. The symmetries considered are those of the phase space of the mechanical system.
This space is very often a symplectic manifold, either the cotangent bundle to the configuration space
with its canonical symplectic structure, or a more general symplectic manifold. Sometimes, after some
simplifications, the phase space is a Poisson manifold.
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The Marsden-Weinstein reduction procedure [43,44] or one of its generalizations [10] is the method
most often used to facilitate the determination of solutions of the equations of motion. In a first step,
a possible value of the momentum map is chosen and the subset of the phase space on which the
momentum map takes this value is determined. In a second step, that subset (when it is a smooth
manifold) is quotiented by its isotropic foliation. The quotient manifold is a symplectic manifold of a
dimension smaller than that of the original phase space, and one has an easier to solve Hamiltonian
system on that reduced phase space.

When Hamiltonian symmetries are used for the reduction of the dimension of the phase space
of a mechanical system, the symplectic cocycle of the Lie group of symmetries action, or of the Lie
algebra of symmetries action, is almost always the zero cocycle.

For example, if the group of symmetries is the canonical lift to the cotangent bundle of a group of
symmetries of the configuration space, not only the canonical symplectic form, but the Liouville 1-form of
the cotangent bundle itself remains invariant under the action of the symmetry group, and this fact
implies that the symplectic cohomology class of the action is zero.

5.6.2. Symmetries of the Space of Motions

A completely different way of using symmetries was initiated by Jean-Marie Souriau,
who proposed to consider the symmetries of the manifold of motions of the mechanical system.
He observed that the Lagrangian and Hamiltonian formalisms, in their usual formulations, involve the
choice of a particular reference frame, in which the motion is described. This choice destroys a part of the
natural symmetries of the system.

For example, in classical (non-relativistic) mechanics, the natural symmetry group of an isolated
mechanical system must contain the symmetry group of the Galilean space-time, called the Galilean
group. This group is of dimension 10. It contains not only the group of Euclidean displacements of space
which is of dimension 6 and the group of time translations which is of dimension 1, but the group of linear
changes of Galilean reference frames which is of dimension 3.

If we use the Lagrangian formalism or the Hamiltonian formalism, the Lagrangian or the Hamiltonian
of the system depends on the reference frame: it is not invariant with respect to linear changes of Galilean
reference frames.

It may seem strange to consider the set of all possible motions of a system, which is unknown as
long as we have not determined all these possible motions. One may ask if it is really useful when we
want to determine not all possible motions, but only one motion with prescribed initial data, since that
motion is just one point of the (unknown) manifold of motion!

Souriau’s answers to this objection are the following.

1. We know that the manifold of motions has a symplectic structure, and very often many things are
known about its symmetry properties.

2. In classical (non-relativistic) mechanics, there exists a natural mathematical object which does not
depend on the choice of a particular reference frame (even if the decriptions given to that object by
different observers depend on the reference frame used by these observers): it is the evolution
space of the system.

The knowledge of the equations which govern the system'’s evolution allows the full mathematical
description of the evolution space, even when these equations are not yet solved.

Moreover, the symmetry properties of the evolution space are the same as those of the manifold
of motions.

For example, the evolution space of a classical mechanical system with configuration manifold N is

1.  in the Lagrangian formalism, the space R x TN endowed with the presymplectic form d@;,
whose kernel is of dimension 1 when the Lagrangian L is hyper-regular,

2. inthe Hamiltonian formalism, the space R x T*N with the presymplectic form d@py, whose kernel
too is of dimension 1.

21



Entropy 2016, 18, 370

The Poincaré-Cartan 1-form @; in the Lagrangian formalism, or @p in the Hamiltonian formalism,
depends on the choice of a particular reference frame, made for using the Lagrangian or the
Hamiltonian formalism. But their exterior differentials, the presymplectic forms d@;, or d@py, do not
depend on that choice, modulo a simple change of variables in the evolution space.

Souriau defined this presymplectic form in a framework more general than those of Lagrangian
or Hamiltonian formalisms, and called it the Lagrange form. In this more general setting, it may not
be an exact 2-form. Souriau proposed as a new Principle, the assumption that it always projects on
the space of motions of the systems as a symplectic form, even in relativistic mechanics in which the
definition of an evolution space is not clear. He called this new principle the Maxwell Principle.

Bargmann proved that the symplectic cohomology of the Galilean group is of dimension 1, and
Souriau proved that the cohomology class of its action on the manifold of motions of an isolated
classical (non-relativistic) mechanical system can be identified with the total mass of the system [14],
Chapter III, p. 153.

Readers interested in the Galilean group and momentum maps of its actions are referred to the
recent book by de Saxcé and Vallée [45].

6. Statistical Mechanics and Thermodynamics

6.1. Basic Concepts in Statistical Mechanics

During the XVIII-th and XIX-th centuries, the idea that material bodies (fluids as well as solids)
are assemblies of a very large number of small, moving particles, began to be considered by some
scientists, notably Daniel Bernoulli (1700-1782), Rudolf Clausius (1822-1888), James Clerk Maxwell
(1831-1879) and Ludwig Eduardo Boltzmann (1844-1906), as a reasonable possibility. Attemps were
made to explain the nature of some measurable macroscopic quantities (for example the temperature
of a material body, the pressure exerted by a gas on the walls of the vessel in which it is contained),
and the laws which govern the variations of these macroscopic quantities, by application of the laws of
classical mechanics to the motions of these very small particles. Described in the framework of the
Hamiltonian formalism, the material body is considered as a Hamiltonian system whose phase space
is a very high dimensional symplectic manifold (M, w), since an element of that space gives a perfect
information about the positions and the velocities of all the particles of the system. The experimental
determination of the exact state of the system being impossible, one only can use the probability of
presence, at each instant, of the state of the system in various parts of the phase space. Scientists
introduced the concept of a statistical state, defined below.

Definition 14. Let (M, w) be a symplectic manifold. A statistical state is a probability measure y on the
manifold M.

6.1.1. The Liouville Measure on a Symplectic Manifold

On each symplectic manifold (M, w), with dim M = 2n, there exists a positive measure A,
called the Liouville measure. Let us briefly recall its definition. Let (U, ¢) be a Darboux chart of
(M, w) Section 4.4.1. The open subset U of M is, by means of the diffeomorphism ¢, identified with
an open subset ¢(U) of R?* on which the coordinates (Darboux coordinates) will be denoted by
(p1,--- pn, X, x™). With this identification, the Liouville measure (restricted to U) is simply the
Lebesgue measure on the open subset ¢(U) of R¥". In other words, for each Borel subset A of M
contained in U, we have

Ao(A) = / dpy ... dpx dxl. .. dx".
#(4)
One can easily check that this definition does not depend on the choice of the Darboux coordinates

(p1,---, pn,x%, ..., x") on @(A). By using an atlas of Darboux charts on (M, w), one can easily define
Aw(A) for any Borel subset A of M.
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Definition 15. A statistical state j1 on the symplectic manifold (M, w) is said to be continuous (respectively,
is said to be smooth) if it has a continuous (respectively, a smooth) density with respect to the Liouville measure
Aw, i.e., if there exists a continuous function (respectively, a smooth function) p : M — R such that, for each
Borel subset A of M

wa) = [ pda.
Remark 12. The density p of a continuous statistical state on (M, w) takes its values in R and of

course satisfies
/M pdAg =1.

For simplicity we only consider in what follows continuous, very often even smooth
statistical states.

6.1.2. Variation in Time of a Statistical State

Let H be a smooth time independent Hamiltonian on a symplectic manifold (M, w), Xy the
associated Hamiltonian vector field and ®*# its reduced flow. We consider the mechanical system
whose time evolution is described by the flow of Xp.

If the state of the system at time t(, assumed to be perfectly known, is a point zg € M, its state at
time 1 is the point z; = <I>fi§t0 (z0)-

Let us now assume that the state of the system at time f( is not perfectly known, but that a
continuous probability measure on the phase space M, whose density with respect to the Liouville
measure A, is pp, describes the probability distribution of presence of the state of the system at time
to. In other words, py is the density of the statistical state of the system at time ty. For any other
time t;, the map @ii 1, i @ symplectomorphism, therefore leaves invariant the Liouville measure A.
The probability density p; of the statistical state of the system at time #; therefore satisfies, for any
xo9 € M for which x; = Cfo’i f (xp) is defined,

p1(x1) = p1 (@37 (x0)) = po(xo)

-1

. Xy _ 2 Xy .
Since (@t] 7[0) = q:'to—t] , we can write

_ Xu
p1=poo Py

Definition 16. Let p be the density of a continuous statistical state y on the symplectic manifold (M, w).

The number 1
= 1 — ] dA,
s(p) /Mp og ( p> w

is called the entropy of the statistical state y or, with a slight abuse of language, the entropy of the density p.

Remark 13.

1. By convention we state that 0 log0 = 0. With that convention the function x — xlog x is continuous on
R*. If the integral on the right hand side of the equality which defines s(p) does not converge, we state
that s(p) = —oo. With these conventions, s(p) exists for any continuous probability density p.

2. The above Definition 16 of the entropy of a statistical state, founded on ideas developed by Boltzmann in
his Kinetic Theory of Gases [46], specially in the derivation of his famous (and controversed) Theorem
Eta, is too related with the ideas of Claude Shannon [47] on information theory. The use of information
theory in thermodynamics was more recently proposed by Jaynes [48,49] and Mackey [18]. For a very nice
discussion of the use of probability concepts in physics and application of information theory in quantum
mechanics, the reader is referred to the paper by Balian [50].
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The entropy s(p) of a probability density p has very remarkable variational properties discussed
in the following definitions and proposition.

Definition 17. Let p be the density of a smooth statistical state on a symplectic manifold (M, w).

1. For each function f defined on M, taking its values in R or in some finite-dimensional vector space,
such that the integral on the right hand side of the equality

&N = [ fodr,

converges, the value E,(f) of that integral is called the mean value of f with respect to p.

2. Let f be a smooth function on M, taking its values in R or in some finite-dimensional vector space,
satisfying the properties stated above. A smooth infinitesimal variation of p with fixed mean value of f is a
smooth map, defined on the product | — e, e[ x M, with values in R*, where e > 0,

(t,2) = p(t,2), T€]l—¢¢,zeM,
such that

) =p(2),

o fort=0andanyz e M, p(0,z
(z) = p(7,z) is a smooth probability density on M such that

o foreacht €] —¢e[, 2z pr

&) = [ pefdro = E&().

3. The entropy function s is said to be stationary at the probability density p with respect to smooth
infinitesimal variations of p with fixed mean value of f, if for any smooth infinitesimal variation
(1,2) — p(7,2) of p with fixed mean value of f

ds(pr) -0
drt =0 '

Proposition 8. Let H : M — R be a smooth Hamiltonian on a symplectic manifold (M, w) and p be the
density of a smooth statistical state on M such that the integral defining the mean value E,(H) of H with respect
to p converges. The entropy function s is stationary at p with respect to smooth infinitesimal variations of p with
fixed mean value of H, if and only if there exists a real b € R such that, for all z € M,

o(z) = %exp(fbH(z)), with P(b) = /Mexp(fbH)d/\w.

Proof. Let T — p; be a smooth infinitesimal variation of p with fixed mean value of H. Since / ordAw
M

and / p-HdA, do not depend on 7, it satisfies, for all T €] — ¢, ¢],
M
"~ 0p(7,2) _ 9p(7,2) _
/M LEZ () = o,/M LD H(z)drg(z) =0.

Moreover an easy calculation leads to

ds(p+) 9p(7,2)
=— | —== 1+1 dA .
dr =0 /M ot o 1F og(p(z))dAu(z)
A well known result in calculus of variations shows that the entropy function s is stationary at p
with respect to smooth infinitesimal variations of p with fixed mean value of H, if and only if there
exist two real constants a and b, called Lagrange multipliers, such that, for all z € M,

T=

1+log(p) +a+bH =0,
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which leads to
p=exp(—1—a—0bH).

By writing that / pdA, =1, we see that a is determined by b:
Jm

exp(1+a) = P(b) = /M exp(—bH)dA, . O

Definition 18. Let H : M — R be a smooth Hamiltonian on a symplectic manifold (M, w). For each b € R
such that the integral on the right side of the equality

P(b) = / exp(—bH)dA
M
converges, the smooth probability measure on M with density (with respect to the Liouville measure)

() = gy e (~bH)

is called the Gibbs statistical state associated to b. The function P : b — P(b) is called the partition function.

The following proposition shows that the entropy function, not only is stationary at any Gibbs
statistical state, but in a certain sense attains at that state a strict maximum.

Proposition 9. Let H : M — R be a smooth Hamiltonian on a symplectic manifold (M, w) and b € R be
such that the integral defining the value P(b) of the partition function P at b converges. Let

o= gy P(—bH)

be the probability density of the Gibbs statistical state associated to b. We assume that the Hamiltonian H
is bounded by below, i.e., that there exists a constant m such that m < H(z) for any z € M. Then the
integral defining

£o, (H) = /M ppHdA

converges. For any other smooth probability density py such that

Eo(H) = &, (H),

we have
s(o1) <sop),
and the equality s(p1) = s(pp) holds if and only if p1 = py.

Proof. Since m < H, the function pj, exp(—bH) satisfies 0 < p, exp(—bH) < exp(—mb)py, therefore
is integrable on M. Let p; be any smooth probability density on M satisfying &, (H) = &,,(H).
The function defined on R*

xlog<l> ifx>0
x— h(x) = x
0 ifx=0

being convex, its graph is below the tangent at any of its points (xg, 1(xp)). We therefore have, for all
x> 0and xg >0,

h(x) < h(xp) — (1 +logxo)(x — x9) = x0 — x(1 4 log xo) .
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With x = p;(z) and xo = py(z), z being any element in M, that inequality becomes
1
Her(2) = @) 10g (515 ) <eule) — (1 log () ).

By integration over M, using the fact that pj, is the probability density of the Gibbs state associated
to b, we obtain

s(pr) S1=1— [ prlogpsdie = s(py).

We have proven the inequality s(p1) < s(pp). If p1 = pp, we have of course the equality s(p1) = s(p)-
Conversely if s(p1) = s(pp), the functions defined on M

2 (2) = pr()og () and = 9() = ps(2) — (1-+ log (<))o ()

are continuous on M except, maybe, for ¢, at points z at which p;(z) = 0 and p;(z) # 0, but the set of
such points is of measure 0 since ¢ is integrable. They satisfy the inequality ¢; < ¢. Both are integrable
on M and have the same integral. The function ¢ — ¢; is everywhere > 0, is integrable on M and its
integral is 0. That function is therefore everywhere equal to 0 on M. We can write, for any z € M,

1
z)log [ —— | = pp(z) — (1 + 1o z z). 6
o108 (5 ) = ) — 1+ logu(2))n ) ©
For each z € M such that p;(z) # 0, we can divide that equality by p;(z). We obtain

po(z) pp(2) _
oz © <m<z>> !

Since the function x — x — log x reaches its minimum, equal to 1, for a unique value of x > 0,
that value being 1, we see that for each z € M at which p;(z) > 0, we have p1(z) = pp(z). At points
z € M at which p;(z) = 0, Equation (6) shows that p,(z) = 0. Therefore p; = p. O

Remark 14. The maximality property of the entropy function p — s(p) at a Gibbs state density p, proven
in Proposition 9 of course implies the stationarity of that function at py, with respect to smooth infinitesimal
variations of p with fixed mean value of H, proven in Proposition 8. That Proposition therefore could be omitted.
We chose to keep it because its proof is much easier than that of Proposition 9, and explains why it is interesting
to look at probability densities proportional to exp(—bH) for some b € R.

The following proposition shows that a Gibbs statistical state remains invariant under the flow of
the Hamiltonian vector field Xp. One can therefore say that a Gibbs state is a statistical equilibrium
state. Of course there exist statistical equilibrium states other than Gibbs states.

Proposition 10. Let H be a smooth Hamiltonian bounded by below on a symplectic manifold (M, w), b € R
be such that the integral defining the value P(b) of the partition function P at b converges. The Gibbs state

associated to b remains invariant under the flow of of the Hamiltonian vector field Xp.

Proof. The density p;, of the Gibbs state associated to b, with respect to the Liouville measure A, is

1
= ——exp(—bH).
o= g5y P (-bH)
Since H is constant along each integral curve of Xy, p, too is constant along each integral curve

of Xy. Moreover, the Liouville measure A, remains invariant under the flow of Xy. Therefore the
Gibbs probability measure associated to b too remains invariant under that flow. O

26



Entropy 2016, 18, 370

6.2. Thermodynamic Equilibria and Thermodynamic Functions

6.2.1. Assumptions Made in this Section.

Any Hamiltonian H defined on a symplectic manifold (M, w) considered in this section
will be assumed to be smooth, bounded by below and such that for any real b > 0, each one
of the three functions, defined on M, z + exp(—bH(z)), z + |H(z)|exp(—bH(z)) and z

(H (z))2 exp(—bH(z)) is everywhere smaller than some function defined on M integrable with respect
to the Liouville measure A,. The integrals which define

P(b):/ exp(—bH)dA, and Spb(H):/ Hexp(—bH)dAy,
M M
therefore converge.

Proposition 11. Let H be a Hamiltonian defined on a symplectic manifold (M, w) satisfying the assumptions
indicated in Section 6.2.1. For any real b > 0 let

1
P(b) = /M exp(—bH)dAy, and p, = @exp(—bH)
be the value at b of the partition function P and the probability density of the Gibbs statistical state associated
to b, and
1
E(b) = £ (H) = 57 /M Hexp(—bH)dA,

be the mean value of H with respect to the probability density py. The first and second derivatives with respect to
b of the partition function P exist, are continuous functions of b given by

dP(b) d2P(b)
db dn?

The derivative with respect to b of the function E exists and is a continuous function of b given by

— —P(b)E(b),

- /M H2 exp(—bH)dA,, = P(b)E,, (H2).

GO b | (020 = 5, (1 8, (1)?).

Let S(b) be the entropy s(py,) of the Gibbs statistical state associated to b. The function S can be expressed
in terms of P and E as
S(b) =1log(P(b)) + bE(b).

Its derivative with respect to b exists and is a continuous function of b given by

ds(b) _, dE(b)
b ~ db -

Proof. Using the assumptions Section 6.2.1, we see that the functions b +— P(b) and b — &, (H) = E(b),
defined by integrals on M, have a derivative with respect to b which is continuous and which can be

calculated by derivation under the sign / . The indicated results easily follow, if we observe that
M

for any function f on M such that &, (f) and &, (f?) exist, we have the formula, well known in
Probability theory,

En ()~ (EnlN) = & ((F ~ E(H)7). -

6.2.2. Physical Meaning of the Introduced Functions

Let us consider a physical system, for example a gas contained in a vessel bounded by rigid,
thermally insulated walls, at rest in a Galilean reference frame. We assume that its evolution can
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be mathematically described by means of a Hamiltonian system on a symplectic manifold (M, w)
whose Hamiltonian H satisfies the assumptions Section 6.2.1. For physicists, a Gibbs statistical state,

i.e., a probability measure of density p, = ﬁ exp(—bH) on M, is a thermodynamic equilibrium of

the physical system. The set of possible thermodynamic equilibria of the system is therefore indexed
by a real parameter b > 0. The following argument will show what physical meaning can have
that parameter.

Let us consider two similar physical systems, mathematically described by two Hamiltonian
systems, of Hamiltonians H; on the symplectic manifold (M, w) and Hy on the symplectic manifold
(M, wy). We first assume that they are independent and both in thermodynamic equilibrium,
with different values b and b, of the parameter b. We denote by Eq(b1) and Ep(by) the mean values
of Hy on the manifold M; with respect to the Gibbs state of density p;;, and of Hy on the manifold
M, with respect to the Gibbs state of density p j,,. We assume now that the two systems are coupled
in a way allowing an exchange of energy. For example, the two vessels containing the two gases
can be separated by a wall allowing a heat transfer between them. Coupled together, they make a
new physical system, mathematically described by a Hamiltonian system on the symplectic manifold
(My x My, pjwy + pywz), where py : My X My — M and pp : My X My — M), are the canonical
projections. The Hamiltonian of this new system can be made as close to Hy o p; + H; o p; as one wishes,
by making very small the coupling between the two systems. The mean value of the Hamiltonian of
the new system is therefore very close to Ej(b1) + Ex(bz). When the total system will reach a state of
thermodynamic equilibrium, the probability densities of the Gibbs states of its two parts, p; ;y on M;
and p;y on M, will be indexed by the same real number b’ > 0, which must be such that

Eq(b') + Ex (V') = Eq(b1) + Ea(b2) .

By Proposition 11, we have, for all b > 0,
dE; (b)

db

dEx(b)
db

<0, <0.

Therefore b’ must lie between by and b. If, for example, by < b, we see that E1(b’) < E1(by) and
E>(b') > Ep(by). In order to reach a state of thermodynamic equilibrium, energy must be transferred
from the part of the system where b has the smallest value, towards the part of the system where
b has the highest value, until, at thermodynamic equilibrium, b has the same value everywhere.
Everyday experience shows that thermal energy flows from parts of a system where the temperature
is higher, towards parts where it is lower. For this reason physicists consider the real variable b as
a way to appreciate the temperature of a physical system in a state of thermodynamic equilibrium.

More precisely, they state that
1

kT
where T is the absolute temperature and k a constant depending on the choice of units of energy and
temperature, called Boltzmann’s constant in honour of the great Austrian scientist Ludwig Eduard
Boltzmann (1844-1906).

For a physical system mathematically described by a Hamiltonian system on a symplectic
manifold (M, w), with H as Hamiltonian, in a state of thermodynamic equilibrium, E(b) and S(b) are
the internal energy and the entropy of the system.

b=

6.2.3. Towards Thermodynamic Equilibrium

Everyday experience shows that a physical system, when submitted to external conditions which
remain unchanged for a sufficiently long time, very often reaches a state of thermodynamic equilibrium.
At first look, it seems that Lagrangian or Hamiltonian systems with time-independent Lagrangians or
Hamiltonians cannot exhibit a similar behaviour. Let us indeed consider a mechanical system whose
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configuration space is a smooth manifold N, described in the Lagrangian formalism by a smooth
time-independent hyper-regular Lagarangian L : TN — R or, in the Hamiltonian formalism, by the
associated Hamiltonian Hy : T*N — R. Let t — ;3 be a motion of that system, X = x(—tos and
x_1> = x(‘to§ be the configurations of the system for that motion at times f( and #;. There exists another
motion ¢ — x/(t) of the system for which x’(—tgg = X{ and x/(—tls = X§: since the equations of motion
are invariant by time reversal, the motion ¢ — m is obtained simply by taking as initial condition at

@ | __ax)

—
time to x'(tg) = x(#;) and ‘ = ’
0¥ (o) (t dt =t dt =y

of thermodynamic behaviour of Lagarangian or Hamiltonian systems rests on the famous recurrence
theorem due to Poincaré [51]. This theorem asserts indeed that when the useful part of the phase space
of the system is of a finite total measure, almost all points in an arbitrarily small open subset of the
phase space are recurrent, i.e., the motion starting of such a point at time t; repeatedly crosses that
open subset again and again, infinitely many times when t — +oo.

Let us now consider, instead of perfectly defined states, i.e., points in phase space, statistical states,
and ask the question: When at time = ¢y a Hamiltonian system on a symplectic manifold (M, w) is in
a statistical state given by some probability measure of density py with respect to the Liouville measure
Aw, does its statistical state converge, when t — +oco, towards the probability measure of a Gibbs state?
This question should be made more precise by specifying what physical meaning has a statistical
state and in what mathematical sense a statistical state can converge towards the probability measure
of a Gibbs state. A positive partial answer was given by Ludwig Boltzmann when, developing his
kinetic theory of gases, he proved his famous (but controversed) Eta theorem stating that the entropy
of the statistical state of a gas of small particles is a monotonously increasing function of time. This
question, linked with time irreversibility in physics, is still the subject of important researches, both
by physicists and by mathematicians. The reader is referred to the paper [50] by Balian for a more
thorough discussion of that question.

. Another more serious argument against a kind

6.3. Examples of Thermodynamic Equilibria

6.3.1. Classical Monoatomic Ideal Gas

In classical mechanics, a dilute gas contained in a vessel at rest in a Galilean reference frame is
mathematically described by a Hamiltonian system made by a large number of very small massive
particles, which interact by very brief collisions between themselves or with the walls of the vessel,
whose motions between two collisions are free. Let us first assume that these particles are material
points and that no external field is acting on them, other than that describing the interactions by
collisions with the walls of the vessel.

The Hamiltonian of one particle in a part of the phase space in which its motion is free is simply

n?nz 5 (PP +pE), with §=m7,

where m is the mass of the particle, 7 its velocity vector and ? its linear momentum vector (in the
considered Galilean reference frame), p1, p» and p3 the components of 7 in a fixed orhtonormal basis
of the physical space.

Let N be the total number of particles, which may not have all the same mass. We use a integer
i€ {1, 2, ..., N}tolabel the particles and denote by m;, 7,?, E?, E} the mass and the vectors position,
velocity and linear momentum of the i-th particle.

The Hamiltonian of the gas is therefore

N
1
H= Z Cy || Pi ||2 + terms involving the collisions between particles and with the walls.
= 2m
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Interactions of the particles with the walls of the vessel are essential for allowing the motions
of particles to remain confined. Interactions between particles are essential to allow the exchanges
between them of energy and momentum, which play an important part in the evolution with time
of the statistical state of the system. However it appears that while these terms are very important
to determine the system’s evolution with time, they can be neglected, when the gas is dilute enough,
if we only want to determine the final statistical state of the system, once a thermodynamic equilibrium
is established. The Hamiltonian used will therefore be

*Z ||le|2~

The partition function is

N

P(b) = [ exp(~bH)dA, = [ exp ( bz 3 I |2> [Txdp),

i=1

where D is the domain of the 6N-dimensional space spanned by the position vectors %, and linear
momentum vectors ﬁ of the particles in which all the %/ lie within the vessel containing the gas.
An easy calculation leads to

<2nm >3/ 2}

N (2NN m/2)

P

=¥ (3) 7 Tl =11
i=1 =1

where V is the volume of the vessel which contains the gas. The probability density of the Gibbs state

associated to b, with respect to the Liouville measure, therefore is

1/ b 2 (bl
V \ 27tm; P 2m; ’

We observe that p; is the product of the probability densities p;j, for the i-th particle

1 b N b
Piv =y 27Tm; p 2m;

The 2N stochastic vectors x; and ﬁ, i=1, ..., N are therefore independent. The position %! of
the i-th particle is uniformly distributed in the volume of the vessel, while the probability measure of
its linear momentum E} is the classical Maxwell-Boltzmann probability distribution of linear momentum
for an ideal gas of particles of mass m;, first obtained by Maxwell in 1860. Moreover we see that the
three components p;1, pi2 and p;3 of the linear momentum ﬁ in an orhonormal basis of the physical
space are independent stochastic variables.

By using the formulae given in Proposition 11 the internal energy E(b) and the entropy S(b) of
the gas can be easily deduced from the partition function P(b). Their expressions are

N

N N N
E(b) = 32—17, S(b) = % Y logm; + (%(1 + log(27)) +logV> N — 3TIOgb.
i-1

3
We see that each of the N particles present in the gas has the same contribution — to the internal
energy E(b), which does not depend on the mass of the particle. Even more: each degree of freedom
of each particle, i.e., each of the the three components of the the linear momentum of the particle
1
on the three axes of an orthonormal basis, has the same contribution % to the internal energy E(b).

This result is known in physics under the name Theorem of equipartition of the energy at a thermodynamic
equilibrium. It can be easily generalized for polyatomic gases, in which a particle may carry, in addition
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to the kinetic energy due to the velocity of its centre of mass, a kinetic energy due to the particle’s
rotation around its centre of mass. The reader can consult the books by Souriau [14] and Mackey [18]
where the kinetic theory of polyatomic gases is discussed.

The pressure in the gas, denoted by I1(b) because the notation P(b) is already used for the
partition function, is due to the change of linear momentum of the particles which occurs at a collision
of the particle with the walls of the vessel containing the gas (or with a probe used to measure that
pressure). A classical argument in the kinetic theory of gases (see for example [52,53]) leads to

2E() _ N
3V Vb

This formula is the well known equation of state of an ideal monoatomic gas relating the number of
particles by unit of volume, the pressure and the temperature.

I1(b) =

With b = T the above expressions are exactly those used in classical thermodynamics for an

ideal monoatomic gas.

6.3.2. Classical Ideal Monoatomic Gas in a Gravity Field

Let us now assume that the gas, contained in a cylindrical vessel of section ¥ and length &, with a
vertical axis, is submitted to the vertical gravity field of intensity g directed downwards. We choose
Cartesian coordinates x, y, z, the z axis being vertical directed upwards, the bottom of the vessel being
in the horizontal surface z = 0. The Hamiltonian of a free particle of mass m, position and linear
momentum vectors ¥’ (components x, y, z) and ? (components py, py and p:) is

1
5 (PR Py +P2) gz,

As in the previous section we neglect the parts of the Hamiltonian of the gas corresponding to
collisions between the particles, or between a particle and the walls of the vessel. The Hamiltonian of
the gas is therefore

N
1222
H= 1; <Tr’1i(pix + piy +piz) +migzi )
Calculations similar to those of the previous section lead to

<2nm )3/ 1—exp(— ,-gbh)}

v -1 Js |

i=

m;gb

1
2
Py = P(lb exp { Z (HP'H +m,g2>} :

The expression of p, shows that the 2N stochastic vectors %} and E) still are independent, and that
foreachi € {1,..., N}, the probability law of each stochastic vector ﬁ is the same as in the absence
of gravity, for the same value of b. Each stochastic vector %] is no more uniformly distributed in the
vessel containing the gas: its probability density is higher at lower altitudes z, and this nonuniformity
is more important for the heavier particles than for the lighter ones.

As in the previous section, the formulae given in Proposition 11 allow the calculation of E(b) and
S(b). We observe that E(b) now includes the potential energy of the gas in the gravity field, therefore
should no more be called the internal energy of the gas.

6.3.3. Relativistic Monoatomic Ideal Gas

In a Galilean reference frame, we consider a relativistic point particle of rest mass m, moving
at a velocity 7. We denote by v the modulus of 7 and by ¢ the modulus of the velocity of light.
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The motion of the particle can be mathematically described by means of the Euler-Lagrange equations,
with the Lagrangian
2
v
L=—mc\/1— 5 -
c
The components of the linear momentum ? of the particle, in an orthonormal frame at rest in the
considered Galilean reference frame, are

oL mo' mv
pi= o= N therefore 7 = ——

0?2
-5 -5
Denoting by p the modulus of ?, the Hamiltonian of the particle is

2

H:?-77L:vazm/p2+m2c2.
1-2
2

Let us consider a relativistic gas, made of N point particles indexed by i € {1,..., N}, m; being
the rest mass of the i-th particle. With the same assumptions as those made in Section 6.3.1, we can

take for Hamiltonian of the gas
N
H=c) \/p?+m2c2.
i=1

With the same notations as those of Section 6.3.1, the partition function P of the gas takes the

value, for each b > 0,
. N N
P(b) = /D exp (—bc Y/ (pi)? +m2c2> [T(dxdp).
i=1 i=1

This integral can be expressed in terms of the Bessel function K», whose expression is, for each
x>0,

+o0o
Ky(x) =x / exp(—xch x) sh? x ch xdy.
Jo

We have

N N
p(6) = (U5) TIm2kamve?)

i=1
1 N
- _ 2 202
0 0 exp bcizil pi* +mi*c? | .

This probability density of the Gibbs state shows that the 2N stochastic vectors % and ?
are independent, that each X is uniformly distributed in the vessel containing the gas and that the
probability density of each ﬁ is exactly the probability distribution of the linear momentum of particles
in a relativistic gas called the Maxwell-Jiittner distribution, obtained by Ferencz Jiittner (1878-1958) in
1911, discussed in the book by the Irish mathematician and physicist Synge [54].

Of course, the formulae given in Proposition 11 allow the calculation of the internal energy E (b),
the entropy S(b) and the pressure I1(b) of the relativistic gas.

6.3.4. Relativistic IDeal Gas of Massless Particles

We have seen in the previous Chapter that in an inertial reference frame, the Hamiltonian
of a relativistic point particle of rest mass m is cy/p?> 4+ m?c?, where p is the modulus of the
linear momentum vector 7 of the particle in the considered reference frame. This expression
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still has a meaning when the rest mass m of the particle is 0. In an orthonormal reference frame,
the equations of motion of a particle whose motion is mathematically described by a Hamiltonian

H=cp=c\/p®+ p2* +p3®

system with Hamiltonian

are
dx' _9H _ pi
o T <<y,
% _ O0H —o,
dt ol

which shows that the particle moves on a straight line at the velocity of light c. It seems therefore
reasonable to describe a gas of N photons in a vessel of volume V at rest in an inertial reference frame
by a Hamiltonian system, with the Hamiltonian

N N
H=c ZH?H Z\/Pi12+r’i22+r’i32-

With the same notations as those used in the previous section, the partition function P of the gas
takes the value, for each b > 0,

N
P(b)z/ exp( bCZPz)Hd xidp) = <§~Z’T7b‘3}>

The probability density of the corresponding Gibbs state, with respect to the Liouville measure

Ao =TT (A dPy), is
N

3
i =T (0 ) el 71):

This formula appears in the books by Synge [54] and Souriau [14]. Physicists consider it as not
adequate for the description of a gas of photons contained in a vessel at thermal equilibrium because
the number of photons in the vessel, at any given temperature, cannot be imposed: it results from
the processes of absorption and emission of photons by the walls of the vessel, heated at the imposed
temperature, which spontaneously occur. In other words, this number is a stochastic function whose
probability law is imposed by Nature. Souriau proposes, in his book [14], a way to account for the
possible variation of the number of photons. Instead of using the phase space of the system of N
massless relativistic particles contained in a vessel, he uses the manifold of motions My of that system
(which is symplectomorphic to its phase space). He considers that the manifold of motions M of a
system of photons in the vessel is the disjoint union

M= U My,
NeN
of all the manifolds of motions My of a system of N massless relativistic particles in the vessel,
for all possible values of N € N. Fo N = 0 the manifold My is reduced to a singleton with,
as Liouville measure, the measure which takes the value 1 on the only non empty part of that manifold
(the whole manifold My). Moreover, since any photon cannot be distinguished from any other photon,
two motions of the system with the same number N of massless particles which only differ by the
labelling of these particles must be considered as identical. Souriau considers too that since the

number N of photons freely adjusts itself, the value of the parameter b = L must, at thermodynamic
equilibrium, be the same in all parts My of the system, N € N. He uses too the fact that a photon can
have two different states of (circular) polarization. With these assumptions the value at any b of the
partition function of the system is
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1 /16nv\V 167V
P(b) = Z N <7c3b3 ) = exp ( 33 ) .
N=0
The number N of photons in the vessel at thermodynamic equilibrium is a stochastic function
which takes the value n with the probability

» 1 (16nV\" lomrv
Probability ([N = n]) = p (W) exp <_ 33 > :

The expression of the partition function P allows the calculation of the internal energy, the entropy
and all other thermodynamic functions of the system. However, the formula so obtained for the
distribution of photons of various energies at a given temperature does not agree with the law, in
very good agreement with experiments, obtained by Max Planck (1858-1947) in 1900. An assembly
of photons in thermodynamic equilibrium evidently cannot be described as a classical Hamiltonian
system. This fact played an important part for the development of quantum mechanics.

6.3.5. Specific Heat of Solids

The motion of a one-dimensional harmonic oscillator can be described by a Hamiltonian system

with, as Hamiltonian,
H(p,q) = L + %

The idea that the heat energy of a solid comes from the small vibrations, at a microscopic scale, of
its constitutive atoms, lead physicists to attempt to mathematically describe a solid as an assembly of a
large number N of three-dimensional harmonic oscillators. By dealing separately with each proper
oscillation mode, the solid can even be described as an assembly of 3N one-dimensional harmonic
oscillators. Exanges of energy between these oscillators is allowed by the existence of small couplings
between them. However, for the determination of the thermodynamic equilibria of the solid we will,
as in the previous section for ideal gases, consider as negligible the energy of interactions between the
oscillators. We therefore take for Hamiltonian of the solid

H= E <2m1 = ) ’

The value of the paritition function P, for any b > 0, is
N g 3N /9 N
P(b) :./R(’Nexp fbi;(m + 5 > l]j[(dp,dql) _H<;i>b ,

v = 27r /V:

is the frequency of the i-th harmonic oscillator.
The internal energy of the solid is

where

dlog P(b 3N
() = - 1870 3.

We observe that it only depends on the the temperature and on the number of atoms in the solid,

not on the frequencies v; of the harmonic oscillators. With b = —— this result is in agreement with the

empirical law for the specific heat of solids, in good agreement with experiments at high temperature,
discovered in 1819 by the French scientists Pierre Louis Dulong (1785-1838) and Alexis Thérese Petit
(1791-1820).
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7. Generalization for Hamiltonian Actions

7.1. Generalized Gibbs States

In his book [15] and in several papers [13,16,17], Souriau extends the concept of a Gibbs state for
a Hamiltonian action of a Lie group G on a symplectic manifold (M, w). Usual Gibbs states defined
in Section 6 for a smooth Hamiltonian H on a symplectic manifold (M, w) appear as special cases,
in which the Lie group is a one-parameter group. If the symplectic manifold (M, w) is the phase
space of the Hamiltonian system, that one-parameter group, whose parameter is the time ¢, is the
group of evolution, as a function of time, of the state of the system, starting from its state at some
arbitrarily chosen initial time fy. If (M, w) is the symplectic manifold of all the motions of the system,
that one-parameter group, whose parameter is a real T € R, is the transformation group which maps
one motion of the system with some initial state at time fy onto the motion of the system with the same
initial state at another time (f( + 7). We discuss below this generalization.
Notations and Conventions

In this section, ® : G x M — M is a Hamiltonian action (for example on the left) of a Lie group G
on a symplectic manifold (M, w). We denote by G the Lie algebra of G, by G* its dual space and by
J: M — G* amomentum map of the action ®.

Definition 19. Let b € G be such that the integrals on the right hand sides of the equalities

P(b) = /};Aexp(— (1,b))dA, and
E/0) = E0(1) = 555 [, Texe(— L0k

converge. The smooth probability measure on M with density (with respect to the Liouville measure A, on M)

oy = ﬁexp(—@b))

is called the generalized Gibbs statistical state associated to b. The functions b — P(b) and b — Ej(b) so
defined on the subset of G made by elements b for which the integrals defining P(b) and Ej(b) converge are called
the partition function associated to the momentum map | and the mean value of | at generalized Gibbs states.

The following Proposition generalizes 9.

Proposition 12. Let b € G be such that the integrals defining P(b) and Ej(b) in Definition 19 converge, and
0y be the density of the generalized Gibbs state associated to b. The entropy s(py,), which will be denoted by S(b),
exists and is given by

S(b) = log(P(b)) + (E; (), b) = log(P(b)) = (D(log P()), b) )
Moreover, for any other smooth probability density p1 such that

601(]) = gph(]) = El(b)r

we have

s(p1) <'s(pv),
and the equality s(p1) = s(pp) holds if and only if p1 = py.
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Proof. Equation (7) follows from log (%) = log(P(b)) + (J,b), and D(log P(b)) = —Ej(b). The
b

remaining of the proof is the same as that of Proposition 9. O

Remark 15.
1. The second part of Equation (7), S(b) = log(P(b)) — <D(log P(b)),b>, expresses the fact that the

functions log(P (b)) and —S(b) are Legendre transforms of each other: they are linked by the same relation
as the relation which links a smooth Lagrangian L and the associated energy Ey.

2. The Liouville measure A, remains invariant under the Hamiltonian action ®, since the symplectic form w
itself remains invariant under that action. However, we have not a full analogue of Proposition 10 because
the momentum map | does not remain invariant under the action ®. We only have the partial anologue
stated below.

3. Legendre transforms were used by Massieu in thermodynamics in his very early works [55,56], more
systematically presented in [57], in which he introduced his characteristic functions (today called
thermodynamic potentials) allowing the determination of all the thermodynamic functions of a physical
system by partial derivations of a suitably chosen characteristic function. For a modern presentation of that
subject the reader is referred to [58,59], Chapter 5, pp. 131-152.

Proposition 13. Let b € G be such that the integrals defining P(b) and Ej(b) in Definition 19 converge.
The generalized Gibbs state associated to b remains invariant under the restriction of the Hamiltonian action &
to the one-parameter subgroup of G generated by b, {exp(tb) | T € R}.

Proof. The orbits of the action on M of the subgroup {exp(tb) | T € R} of G are the integral curves
of the Hamiltonian vector field whose Hamiltonian is (], b), which of course is constant on each of
these curves. Therefore the proof of Proposition 10 is valid for that subgroup. O

7.2. Generalized Thermodynamic Functions

Assumptions Made in this Section

Notations and conventions being the same as in Section 7.1, let () be the largest open subset of the
Lie algebra G of G containing all b € G satisfying the following properties:

e the functions defined on M, with values, respectively, in R and in the dual G* of G,

zHexp(f<](z),b>) and zr—>](z)exp(f<](z),b>)

are integrable on M with respect to the Liouville measure A;
e moreover their integrals are differentiable with respect to b, their differentials are continuous and
can be calculated by differentiation under the sign [} .

It is assumed in this section that the considered Hamiltonian action & of the Lie group G on the
symplectic manifold (M, w) and its momentum map ] are such that the open subset Q of G is not
empty. This condition is not always satisfied when (M, w) is a cotangent bundle, but of course it is
satisfied when it is a compact manifold.

Proposition 14. Let @ : G x M — M be a Hamiltonian action of a Lie group G on a symplectic manifold
(M, w) satisfying the assumptions indicated in Section 7.2. The partition function P associated to the momentum
map | and the mean value Ej of | for generalized Gibbs states Definition 19 are defined and continuously
differentiable on the open subset Q) of G. For each b € Q, the differentials at b of the functions P and log P
(which are linear maps defined on G, with values in R, in other words elements of G*) are given by

DP(b) = ~P(b)Ej(b), D(logP)(b) = ~E;(b).
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For each b € O, the differential at b of the map Ej (which is a linear map defined on G, with values in its
dual G*) is given by
(DEJ(6)(Y),Z) = (Ey(b), Y)(Ey(0),Z) — €0, (1Y), 2)), withYand Z € G,

where we have written, as in Definition 17,

& (10,2) = 757 [ 0002 exp (=010

At each b € O, the differential of the entropy function S Proposition 12, which is a linear map defined on
G, with values in R, in other words an element of G*, is given by

(DS(b),Y) =(DE;(b)(Y),b), YeG.

Proof. By assumptions Section 7.2, the differentials of P and E; can be calculated by differentiation
under the sign [,,. Easy (but tedious) calculations lead to the indicated results. O

Corollary 3. With the same assumptions and notations as those in Proposition 14, forany b € Qand Y € G,
1 ' 2
= — <0.
(DE(b)(¥),Y) = ~ 55 /M<] E;(b),Y)2dA, <0
Proof. This result follows from the well known result in Probability theory already used in the proof of

Proposition 11. |

The momentum map | of the Hamiltonian action @ is not uniquely determined: for any constant
u € G 1 = ]+ putoois a momentum map for ®. The following proposition indicates how the
generalized thermodynamic functions P, Ej and S change when ] is replaced by J;.

Proposition 15. With the same assumptions and notations as those in Proposition 14, let y € G* be a constant.
When the momentum map | is replaced by |1 = | + u, the open subset Q) of G remains unchanged, while the
generalized thermodynamic functions P, Ey and S, are replaced, respectively, by Py, Ej, and Sy, given by

Pi(b) = exp(—(u,b))P(b), Ej(b) =Ej(b)+pu, Si(b)=S(b).
The Gibbs satistical state and its density pj, with respect to the Liouville measure A, remain unchanged.

Proof. We have
exp(—(J +p, b)) = exp(—(,b))exp(—(],b)) -

The indicated results follow by easy calculations. O

The following proposition indicates how the generalized thermodynamic functions P, Ej and S
vary along orbits of the adjoint action of the Lie group G on its Lie algebra G.

Proposition 16. The assumptions and notations are the same as those in Proposition 14. The open subset Q)
of G is an union of orbits of the adjoint action of G on G. In other words, for each b € () and each g € G,
Adg b € Q. Moreover, let 6 : G — G* be the symplectic cocycle of G for the coadjoin action of G on G* such
that, for any g € G,

Jo®, = Ad;;,1 o] +6(g).
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Then for each b € Q) and each g € G

P(Adgb) = exp((0(371),b) ) P(b) = exp(—(Ad; 6(g),b) ) P(b),
Ej(Adgb) = Adg Ej(b) +6(g),
S(Adgb) = S(b).

Proof. We have
P(Adgb) = ./M exp(—(J, Adg b)) dA, = /Mexp(f<Ad; 1,b))dA
_ [ -1
_/Mexp<f<]o¢>g71*9(g /b)) dA,

= exp((0(371),b) ) P(b) = exp (—(Ad; 0(g), b) ) P(b),

since (g~ 1) = — Adg 6(g). By using Propositions 14 and 12, the other results easily follow. O

Remark 16. The equality
Ej(Adgb) = Ady Ej(b) +6(g)

means that the map Ej : Q) — G* is equivariant with respect to the adjoint action of G on the open subset Q) of
its Lie algebra G and its affine action on the left on G*

(88)—=Ady 1 ¢ +6(8), g§€G, Ceg”.

Proposition 17. The assumptions and notations are the same as those in Proposition 14. For each b € Q) and
each X € G, we have

(Ey(b), [X,b]) = (O(X),b),
DE;(b)([X,b]) = —ady E;(b) + O(X),

where © = T,0 : G — G* is the 1-cocycle of the Lie algebra G associated to the 1-cocycle 6 of the Lie group G.

Proof. Let us set ¢ = exp(7X) in the first equality in Proposition 16, derive that equality with respect
to T, and evaluate the result at T = 0. We obtain

DP(b)([X,b]) = —P(b){(©(X),b).

Since, by the first equality of Proposition 14, DP(b) = —P(b)Ej(b), the first stated equality follows.
Let us now set ¢ = exp(7X) in the second equality in Proposition 16, derive that equality with
respect to T, and evaluate the result at T = 0. We obtain the second equality stated. O

Corollary 4. With the assumptions and notations of Proposition 17, let us define, for each b € Q, a linear map
Oy : G — G* by setting
Oy(X) = O(X) —ady Ej(b).

The map ©y, is a symplectic 1-cocycle of the Lie algebra G for the coadjoint representation, which satisfies
©,(b) =0.

Moreover if we replace the momentum map | by [ = ] + p, with y € G* constant, the 1-cocycle ®,
remains unchanged.
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Proof. For X, Y and Z in G, we have since ® is a 1-cocycle, ) meaning a sum over circular
cire(X,Y,Z)
permutations of X, Y and Z, using the Jacobi identity in G, we have

Yo (Oy(X),[v,Z])= Y. (—adxE(b)[Y,Z])

cire(X,Y,Z) cire(X,Y,Z)

= Y (-EO),[XI[.2Z)])

cire(X,Y,Z)
=0.

The linear map ©®y, is therefore a 1 cocycle, even a symplectic 1-cocycle since for all X and Y € G,

(0y(X),Y) = —(0(Y), X).

Using the first equality stated in Proposition 17, we have for any X € G
(©4(b), X) = (O(b) — adj Ey(b), X) = —~(@(X), b) + (Ey(b), [X,b]) = 0.

If we replace | by J; = ] + u, the map X — O(X) is replaced by X — @1(X) = O(X) +adx p
and Ej(b) by Ej, (b) = Ej(b) + p, therefore ®), remains unchanged. |

The following lemma will allow us to define, for each b € (), a remarkable symmetric bilinear
form on the vector subspace [b, G] = {[b, X]; X € G} of the Lie algebra G.

Lemma 1. Let & be a 1-cocycle of a finite-dimensional Lie algebra G for the coadjoint representation. For each
b € kerE, let F, = [G, D] be the set of elements X € G which can be written X = [Xy,b] for some X3 € G.
Then Fy is a vector subspace of G, and the value of the right hand side of the equality

rb(X/Y) = <E(X1)IY>! with Xl € gr X = [Xlrb] € Fbr Y e Fbl

depends only on X and Y, not on the choice of Xy € G such that X = [Xy,b]. That equality defines a bilinear
form T, on Fy, which is symmetric, i.e., satisfies

Tpy(X,Y)=Ty(Y,X) forallXandY € F,.

Proof. Let X; and X| € G be such that [X;,b] = [X],b] = X. Let Y] € G be such that [Y;,b] = Y.
We have

(206 X)) = (=0 =X b )
<E V), [b, X1 — Xi]) — (2(b), [X1 — X}, Y3])

since E(b) = 0 and [b, X; — X}] = 0. We have shown that (Z(X7),Y) = (E(X}),Y). Therefore I, is a
bilinear form on F,. Similarly

(E(X1),Y) = (E(X1), [Y1,b]) = —(EM1), [b, Xa]) = (E(D), [X1, 11]) = (E(1), X)),
which proves that I', is symmetric. O
Theorem 7. The assumptions and notations are the same as those in Proposition 14. For each b € (), there exists
on the vector subspace F, = |G, b] of elements X € G which can be written X = [Xy,b] for some X1 € G,

a symmetric negative bilinear form T, given by

(X, Y) ={0u(X1),Y), withXy€G, X=[X1,b]€F, YEF,
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where ©y, : G — G* is the symplectic 1-cocycle defined in Corollary 4.

Proof. We have seen in Corollary 4 that b € ker ©,. The fact that the equality given in the statement
above defines indeed a symmetric bilinear form on F;, directly follows from Lemma 1. We only have
to prove that this symmetric bilinear form is negative. Let X € F, and X; € G such that X = [X, b].
Using Proposition 17 and Corollary 3, we have

Ty(X, X) = (0y(X1), [X1,b]) = (O(X1) — adk, E;(b), [X1,b]) = (DEj(b)[X1, 0], [X4,b])
<0.

The symmetric bilinear form I', on F, is therefore negative. O

Remark 17. The symmetric negative bilinear forms encountered in Theorem 7 and Corollary 3 seem to be linked
with the Fisher metric in information geometry discussed in [31,60,61].

7.3. Examples of Generalized Gibbs States

7.3.1. Action of the Group of Rotations on a Sphere

The symplectic manifold (M, w) considered here is the two-dimensional sphere of radius R
centered at the origin O of a three-dimensional oriented Euclidean vector space E, equipped with its
area element as symplectic form. The group G of rotations around the origin (isomorphic to SO(%)
acts on the sphere M by a Hamiltonian action. The Lie algebra G of G can be identified with E,
the fundamental vector field on M associated to an element 7 ing = F being the vector field
on M whose value at a point m € M is given by the vector product b x O—r>rz The dual G* of G
will be too identified with ?, the coupling by duality being given by the Euclidean scalar product.
The momentum map | : M — G* = ?pis given by

J(m) = —ROm, me M.

Therefore, for any 7 eg= ?,

— —
(J(m), ¥y =—-ROm-T .
— —
Let b be any element in § = E. To calculate _t)he partition function P( b
orthonormal basis (e, e_;, e) of F such that b = |6 |22, with || & || € RY, and we use angular
coordinates (¢, ) on the sphere M. The coordinates of a point m € M are

) we choose an

x = Rcosfcos¢p, y=Rcosfsing, z=Rsinf.
We have

— 2m (/2 - 47R —
P(b)= /0 (/ﬁn/szexp(RH bl sm9d9> dg = m sh(R[ b'])).

The probability density (with respect to the natural area measure on the sphere M) of the

generalized Gibbs state associated to b is

1
pp(m) = ﬁ exp(Om -
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— RbD
We observe that p; reaches its maximal value at the point m € M such that Om = —— and its

[

minimal value at the diametrally opposed point.

7.3.2. The Galilean Group, Its Lie Algebra and Its Actions

In view of the presentation, made below, of some physically meaningful generalized Gibbs states
for Hamiltonian actions of subgroups of the Galilean group, we recall in this section some notions
about the space-time of classical (non-relativistic) mechanics, the Galilean group, its Lie algebra and its
Hamiltonian actions. The interested reader will find a much more detailed treatment on these subjects
in the book by Souriau [14] or in the recent book by de Saxcé and Vallée [45]. The paper [62] presents a
nice application of Galilean invariance in thermodynamics.

The space-time of classical mechanics is a four-dimensional real affine space which, once an
inertial reference frame, units of length and time, orthonormal bases of space and time are chosen, can
be identified with R* = R3 x R (coordinates x, v, z, t). The first three coordinates x, y and z can be
considered as the three components of a vector = R3, therefore an element of space-time can be
denoted by (7, t). However, as the action of the Galilean group will show, the splitting of space-time
into space and time is not uniquely determined, it depends on the choice of an inertial reference frame.
In classical mechanics, there exists an absolute time, but no absolute space. There exists instead a space
(which is an Euclidean affine three-dimensional space) for each value of the time. The spaces for two
distinct values of the time should be considered as disjoint.

The space-time being identified with R® x R as explained above, the Galilean group G can be
identified with the set of matrices of the form

AT d R
0 1 e]|, withAdeSO@B), v andd €R?, ccR, ®)
0 0 1

the vector space R3 being oriented and endowed with its usual Euclidean structure, the matrix
A € SO(3) acting on it.

The action of the Galilean group G on space-time, identified as indicated above with R3 x R,
is the affine action

— —

7 A D A\ /(7 A7 460+ d
t =10 1 e t | = t+e

1 0 0 1 1 1

The Lie algebra G of the Galilean group G can be identified with the space of matrices of the form

. - =

j(d)y B ¢ o
0 0 ¢|, withd, fand 6§ €R?, ecR. ©9)
0 0 0

We have denoted by ](3) the 3 x 3 skew-symmetric matrix

0 —wz; Wy
](3) = | w, 0 —wy
—wy Wy 0

The matrix ](3) is an element in the Lie algebra s0(3), and its action on a vector 7 eR3is given
by the vector product
(7 =dx7.
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Let us consider a mechanical system made by a point particle of mass m whose position and
velocity at time ¢, in the reference frame allowing the identification of space-time with R® x R, are the
vectors 7 and @ € R3. The action of an element of the Galilean group on 7, T and t can be
written as

7T A D A\ (7 T AP +t0 +d AT+
t 1 ]=1]o0 1 e to1 | = f+e 1
1 0 0 0 1 1 0 1 0

Souriau has shown in his book [14] that this action is Hamiltonian, with the map J, defined on the
evolution space of the particle, with value in the dual G* of the Lie algebra G of the Galilean group,
as momentum map

[(Fot, T m) = m (7 «T, T3, T, %mz) .
. - =
(@) B ¢ R
Letb = 0 0 ¢ | beanelementin§. Its coupling with J( 77, ¢, 7, m) € G* is given by
0 0

the formula
(77, m), by = m(@ (7 x F) — (7 —17)- B+v- 06— |_>H2)

7.3.3. One-Parameter Subgroups of the Galilean Group

In his book [14], Souriau has shown that when the considered Lie group action is the action of the
full Galilean group on the space of motions of an isolated mechanical system, the open subset () of
the Lie algebra G of the Galilean group on which the conditions specified in Section 7.2 are satisfied
is empty. In other words, generalized Gibbs states of the full Galilean group do not exist. However,
generalized Gibbs states for one-parameter subgroups of the Galilean group do exist which have an
interesting physical meaning.

Let us consider an element b of G such that in its matrix expression (expression (9) above) we
have ¢ # 0. The one-parameter subgroup G; of the Galilean group generated by b is the set of matrices
exp(tb), with T € R. We have

with

7= (f Z(M))“)?H(i;, z) 3

with the usual convention that (j (E?))O is the unit matrix.
The physical meaning of this one-parameter subgroup of the Galilean group can be understood as
follows. Let us call fixed the affine Euclidean reference frame of space (O, o, e_;, e—z>) used to represent,

. o . t
at time t = 0, a point in space by a vector 7 or by its three components x, y and z. Let us set T = P’
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For each time t € R, the action of A(t) = A <£) maps the fixed reference frame (O, e_,?, e_;, e_;)
onto another affine Euclidean reference frame (O(t), e_x>(t), e_y)(t), e_z>(t)), which we call the moving
reference frame. The velocity and the acceleration of the relative motion of the moving reference
frame with respect to the fixed reference frame is given, at time t = 0, by the fundamental vector field
associated to the element b of the Lie algebra G of the Galilean group: we see that each point in space
has a motion composed of a rotation around the axis through O parallel to W, atan angular vﬂocity
el

€

, and simultaneously a uniformly accelerated motion of translation at an initial velocity - and
—

p

acceleration o At time ¢, the velocity and acceleration of the moving reference frame with respect to
—
its instantaneous position at that time can be described in a similar manner, but instead of O, B), B

- t
and & we must use the corresponding transformed elements by the action of A(7) = A <E> .

7.3.4. A Gas Contained in a Moving Vessel

We consider a mechanical system made by a gas of N point particles, indexed by i € {1,2,...,N},
contained in a vessel with rigid, undeformable walls, whose motion in space is given by the action

of the one-parameter subgroup G; of the Galilean group made by the A <£), with t € R, above

described. We denote by m;, 7/ (t) and o} (#) the mass, position vector and velocity vector, respectively,
of the i-th particle at time ¢. Since the motion of the vessel containing the gas is precisely given by
the action of Gy, the boundary conditions imposed to the system are invariant by that action, which
leaves invariant the evolution space of the mechanical system, is Hamiltonian and projects onto a
Hamiltonian action of G; on the symplectic manifold of motions of the system. We can therefore
consider the generalized Gibbs states of the system, as discussed in Section 7.1. We must evaluate the
momentum map ] of that action and its coupling with the element b € G. As in Section 6.3.1 we will
neglect, for that evaluation, the contributions of the collisions of the particles between themselves and
with the walls of the vessel. The momentum map can therefore be evaluated as if all particles were
free, and its coupling (], b) with b is the sum Zfil (Ji, b) of the momentum map J; of the i-th particle,
considered as free, with b. We have

—

%
Gi(F ot m) by =mi(@ - (7 < o) = (7 —19)) - B+ & = S[19|%).

1
2
Following Souriau [14], Chapter IV, pp. 299-303, we observe that (J;, b) is invariant by the action

of G1. We can therefore define 7;, tg and 7;4 by setting
= NG
o 1 | =exp <72b> t
1 0 1

and write
<L‘(7’_i>,t, ﬁ,mi),lﬁ = <]i(ri_>0,fo,ﬂ,mi),b>-

The vectors 77 and ;¢ have a clear physical meaning: they are the vectors 7/ and 7] as seen
by an observer moving with the moving affine Euclidean reference frame (O(t), e (t), e_;(t), 4 (1))-
Moreover, as can be easily verified, f) = 0 of course. We therefore have

ol
N =

— — =z .=
(Ji(77,t,0F,my), b) = mi(w> (76 X 970) — 770 B +Ti0 - ||170H25)

- — 1
= mi(5:0- (& x 7+ 8) = 7ib - B = 5l19ib%)
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where we have used the well known property of the mixed product
B(7'1_>0><Z%) *UIO (wxﬁo)

Let us set

ﬁ*:%@xrm?).

Using o6 — ﬁ* and ﬁ* instead of 7;5, we can write

%
1
<Jf<?i,t,?i,mi),b>=mf( 3o — TP 73 ’3+2|ﬁ*2>.

€

We observe that the vector ﬁ* only depends on ¢, 3, ?, which are constants once the element
b € G is chosen, and of 7;, not on ;§. It has a clear physical meaning: it is the value of the velocity of
the moving affine reference frame with respect to the fixed affine reference frame, at point 710 seen by
an observer linked to the moving reference frame. Therefore the vector m = ZT‘B — U * is the relative
velocity of the i-th particle with respect to the moving affine reference frame, seen by an observer linked
to the moving reference frame.

The three components of 77 and the three components of 176 = mjw;{ make a system of Darboux
coordinates on the six-dimensional symplectic manilold (M;, w;) of motions of the i-th particle. With a
slight abuse of notations, we can consider the momentum map J; as defined on the space of motions of
the i-th particle, instead of being defined on the evolution space of this particle, and write

1
27’}’1,‘

(it i) b) = — ( Il + miﬁm) P =man=m@, - U7, o)

and

o “m\L

1 v (a 1=
o — —
7D = £ = 1@ x AP -4 (£ x7) - 5l DI

Equation (10) is well suited for the determination of generalized Gibbs states of the system. Let
us set

P(e) = [ exp(=(b)dhe, Ey(b) = 5 [ Trexp(= (1 b)dn

The integrals in the right hand sides of these equahtles converge if and only if ¢ < 0. It means that
the matrix b belongs to the subset () of the one-dimensional Lie algebra of the considered one-parameter
subgroup G of the Galilean group on which generalized Gibbs states can be defined if and only if ¢ < 0.
Assuming that condition satisfied, we can use Definitions 19. The generalized Gibbs state determined
by b has the smooth density, with respect to the Liouville measure [T}, A, on the symplectic manifold
of motions Hfil(Ml-, w;),

= . 1
p(b) = Hpi(b) o withpi(b) = 5o exp (= (b)) -

The partition function, whose expression is

can be used, with the help of the formulae given in Section 7.2, to determine all the generalized
thermodynamic functions of the gas in a generalized thermodynamic equilibrium state.
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Remark 18.

1.

The physical meaning of the parameter & which appears in the expression of the matrix b is clearly apparent

in expression (10) of (J;, b):
1

ﬁ ’

T being the absolute temperature and k the Boltzmann's constant.

The same expression (10) shows that the relative motion of the gas with respect to the moving vessel in
which it is contained, seen by an observer linked to that moving vessel, is described by a Hamiltonian

e=—

system in which the kinetic and potential energies of the i-th particle are, respectwely, H pio H2 and

,ﬂ(r,o), This result can be obtained in another way: by deriving the Hamiltonian whzch governs the
relative motion of a mechanical system with respect to a moving frame, as used by Jacobi [63] to determine
the famous Jacobi integral of the restricted circular three-body problem (in which two big planets move on
concentric circular orbits around their common center of mass, and a third planet of negligible mass moves
in the gravitational field created by the two big planets).

The generalized Gibbs state of the system imposes to the various parts of the system, i.e., to the various

particles, to be at the same temperature T = —-— and to be statistically at rest in the same moving

ke

reference frame.

7.3.5. Three Examples

1.

—
Let us set @ = 0and B = 0. The motion of the moving vessel containiné the gas (with respect

to the so called fixed reference frame) is a translation at a constant velocity - The function f; (176)
is then a constant. In the moving reference frame, which is an inertial frame, we recover the
thermodynamic equilibrium state of a monoatomic gas discussed in Section 6.3.1.

Let us set now @ = Oand & = 0. The motion of the moving vessel containing the gas
(with respect to thg so called fixed reference frame) is now an uniformly accelerated translation,

with acceleration % The function fz(ﬁg) now is

filfib) =70 -

o “U;\L

In the moving reference frame, which is no more inertial, we recover the thermodynamic

equilibrium state of a monoatomic gas in a gravity field g ﬁ discussed in Section 6.3.2.

Let us now set @ = w ez , ﬁ = 0and (5 = 0. The motion of the moving vessel containing the
gas (with respect to the so called fixed reference frame) is now a rotation around the coordinate z

axis at a constant angular velocity - The function f,(rTS) is now

2
— W™= =2
fi(rio) = Y ez x rigll~.
€
The length A = || o x a’)u is the distance between the i-th particle and the axis of rotation of
. . . -1 .
the moving frame (the coordinate z axis). Moreover, we have seen that ¢ = ——. Therefore in

the generalized Gibbs state, the probability density p;(b) of presence of the i-th particle in its
symplectic manifold of motion M;, w;, with respect to the Liouville measure A, is

) - 1 T - ) _ 1 — 2 m; g 2 2
pil6) = 15 (=01 ) = Constant-exp (~ o IR+ g ()02
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This formula describes the behaviour of a gas made of point particles of various masses in a
centrifuge rotating at a constant angular velocity —: the heavier particles concentrate farther from
€

the rotation axis than the lighter ones.

7.3.6. Other Applications of Generalized Gibbs States

Applications of generalized Gibbs states in thermodynamics of continua, with the use of affine
tensors, are presented in the papers by de Saxcé [64,65].

Several applications of generalized Gibbs states of subgroups of the Poincaré group were
considered by Souriau. For example, he presents in his book [14], Chapter IV, p. 308, a generalized
Gibbs which describes the behaviour of a gas in a relativistic centrifuge, and in his papers [15,16], very
nice applications of such generalized Gibbs states in Cosmology.
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Abstract: We introduce the symplectic structure of information geometry based on Souriau’s Lie
group thermodynamics model, with a covariant definition of Gibbs equilibrium via invariances
through co-adjoint action of a group on its moment space, defining physical observables like energy,
heat, and moment as pure geometrical objects. Using geometric Planck temperature of Souriau
model and symplectic cocycle notion, the Fisher metric is identified as a Souriau geometric heat
capacity. The Souriau model is based on affine representation of Lie group and Lie algebra that we
compare with Koszul works on G/K homogeneous space and bijective correspondence between the
set of G-invariant flat connections on G/K and the set of affine representations of the Lie algebra of
G. In the framework of Lie group thermodynamics, an Euler-Poincaré equation is elaborated with
respect to thermodynamic variables, and a new variational principal for thermodynamics is built
through an invariant Poincaré-Cartan-Souriau integral. The Souriau-Fisher metric is linked to KKS
(Kostant—Kirillov—-Souriau) 2-form that associates a canonical homogeneous symplectic manifold
to the co-adjoint orbits. We apply this model in the framework of information geometry for the
action of an affine group for exponential families, and provide some illustrations of use cases for
multivariate gaussian densities. Information geometry is presented in the context of the seminal work
of Fréchet and his Clairaut-Legendre equation. The Souriau model of statistical physics is validated
as compatible with the Balian gauge model of thermodynamics. We recall the precursor work of
Casalis on affine group invariance for natural exponential families.

Keywords: Lie group thermodynamics; moment map; Gibbs density; Gibbs equilibrium; maximum
entropy; information geometry; symplectic geometry; Cartan-Poincaré integral invariant; geometric
mechanics; Euler-Poincaré equation; Fisher metric; gauge theory; affine group

Lorsque le fait qu’on rencontre est en opposition avec une théorie régnante, il faut accepter
le fait et abandonner la théorie, alors méme que celle-ci, soutenue par de grands noms,
est généralement adoptée

—Claude Bernard in “Introduction a I’Etude de la Médecine Expérimentale” [1]

Au départ, la théorie de la stabilité structurelle m’avait paru d’une telle ampleur
et d’'une telle généralité, qu’avec elle je pouvais espérer en quelque sorte remplacer
la thermodynamique par la géométrie, géométriser en un certain sens la thermodynamique,
éliminer des considérations thermodynamiques tous les aspects a caractére mesurable
et stochastiques pour ne conserver que la caractérisation géométrique correspondante
des attracteurs.

—René Thom in “Logos et théorie des Catastrophes” [2]

Entropy 2016, 18, 386 49 www.mdpi.com/journal/entropy
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1. Introduction

This MDPI Entropy Special Issue on “Differential Geometrical Theory of Statistics” collects a
limited number of selected invited and contributed talks presented during the GSI"15 conference on
“Geometric Science of Information” in October 2015. This paper is an extended version of the paper [3]
“Symplectic Structure of Information Geometry: Fisher Metric and Euler-Poincaré Equation of Souriau Lie
Group Thermodynamics” published in GSI'15 Proceedings. At GSI'15 conference, a special session was
organized on “lie groups and geometric mechanics/thermodynamics”, dedicated to Jean-Marie Souriau’s
works in statistical physics, organized by Gery de Saxcé and Frédéric Barbaresco, and an invited talk
on “Actions of Lie groups and Lie algebras on symplectic and Poisson manifolds. Application to Lagrangian
and Hamiltonian systems” by Charles-Michel Marle, addressing “Souriau’s thermodynamics of Lie groups”.
In honor of Jean-Marie Souriau, who died in 2012 and Claude Vallée [4-6], who passed away in 2015,
this Special Issue will publish three papers on Souriau’s thermodynamics: Marle’s paper on “From Tools
in Symplectic and Poisson Geometry to Souriau’s Theories of Statistical Mechanics and Thermodynamics” 7],
de Saxcé’s paper on “Link between Lie Group Statistical Mechanics and Thermodynamics of Continua” [8] and
this publication by Barbaresco. This paper also proposes new developments, compared to paper [9]
where relations between Souriau and Koszul models have been initiated.

This paper, similar to the goal of the papers of Marle and de Saxcé in this Special Issue, is intended
to honor the memory of the French Physicist Jean-Marie Souriau and to popularize his works, currently
little known, on statistical physics and thermodynamics. Souriau is well known for his seminal and
major contributions in geometric mechanics, the discipline he created in the 1960s, from previous
Lagrange’s works that he conceptualized in the framework of symplectic geometry, but very few people
know or have exploited Souriau’s works contained in Chapter IV of his book “Structure des systemes
dynamiques” published in 1970 [10] and only translated into English in 1995 in the book “Structure of
Dynamical Systems: A Symplectic View of Physics” [11], in which he applied the formalism of geometric
mechanics to statistical physics. The personal author’s contribution is to place the work of Souriau
in the broader context of the emerging “Geometric Science of Information” [12] (addressed in GSI'15
conference), for which the author will show that the Souriau model of statistical physics is particularly
well adapted to generalize “information geometry”, that the author illustrates for exponential densities
family and multivariate gaussian densities. The author will observe that the Riemannian metric
introduced by Souriau is a generalization of Fisher metric, used in “information geometry”, as being
identified to the hessian of the logarithm of the generalized partition function (Massieu characteristic
function), for the case of densities on homogeneous manifolds where a non-abelian group acts
transively. For a group of time translation, we recover the classical thermodynamics and for the
Euclidean space, we recover the classical Fisher metric used in Statistics. The author elaborates a
new Euler-Poincaré equation for Souriau’s thermodynamics, action on “geometric heat” variable
Q (element of dual Lie algebra), and parameterized by “geometric temperature” (element of Lie
algebra). The author will integrate Souriau thermodynamics in a variational model by defining an
extended Cartan-Poincaré integral invariant defined by Souriau “geometric characteristic function”
(the logarithm of the generalized Souriau partition function parameterized by geometric temperature).
These results are illustrated for multivariate Gaussian densities, where the associated group is
identified to compute a Souriau moment map and reduce the Euler-Poincaré equation of geodesics.
In addition, the symplectic cocycle and Souriau-Fisher metric are deduced from a Lie group
thermodynamics model.

The main contributions of the author in this paper are the following:

e The Souriau model of Lie group thermodynamics is presented with standard notations of Lie
group theory, in place of Souriau equations using less classical conventions (that have limited
understanding of his work by his contemporaries).

e We prove that Souriau Riemannian metric introduced with symplectic cocycle is a generalization
of Fisher metric (called Souriau-Fisher metric in the following) that preserves the property
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information geometry. We then establish the equality of two terms, the first one given by Souriau’s
definition from Lie group cocycle © and parameterized by “geometric heat” Q (element of dual
Lie algebra) and “geometric temperature” B (element of Lie algebra) and the second one, the

hessian of the characteristic function ®(8) = —logyn (B) with respect to the variable B:

as in classical

to be defined as a hessian of partition function logarithm gp =

2
86 (6,21, 18.22) = (©(20), . 2a]) + (Q 121,16, Z2]) = 5540 o)

A dual Souriau-Fisher metric, the inverse of this last one, could be also elaborated with the hessian
*s(Q)
02

12
density (Gibbs density), the following three terms coincide: alg% that describes the convexity of

of “geometric entropy” s(Q) with respect to the variable Q: For the maximum entropy

2
the log-likelihood function, I(8) = —E {al%ff@} the Fisher metric that describes the covariance

of the log-likelihood gradient, whereas I(f) = E [(C -Q)(¢— Q)T} = Var(¢) that describes the
covariance of the observables.

e  This Souriau-Fisher metric is also identified to be proportional to the first derivative of the heat
gp=— aa—%, and then comparable by analogy to geometric “specific heat” or “calorific capacity”.

e  We observe that the Souriau metric is invariant with respect to the action of the group
1 (Adg(B)) = I(B), due to the fact that the characteristic function ®(p) after the action of the
group is linearly dependent to B. As the Fisher metric is proportional to the hessian of the
characteristic function, we have the following invariance:

2 _ -1 2
1 (adg(p) = -2 fgf LB _ -5 =18 @

e Wehave proposed, based on Souriau’s Lie group model and on analogy with mechanical variables,
a variational principle of thermodynamics deduced from Poincaré-Cartan integral invariant.
The variational principle holds on g the Lie algebra, for variations 6 = 17 + B, 17], where 7(t) is
an arbitrary path that vanishes at the endpoints, 77(a) = 1(b) = 0:

i
5J¢@Unwﬁ:0 ®)
fo

where the Poincaré-Cartan integral invariant [ ®(B)-dt = [ ®(B)-dt is defined with ®(p),
G G
the Massieu characteristic function, with the 1-form w = ®(B) - dt = ((Q, ) —s) -dt = (Q, (B - dt)) —s - dt

e  We have deduced Euler-Poincaré equations for the Souriau model:

s(Q) = (6Q) —P(p)

anddi AdiQ) =0
p=20 cg, Q=" ey t( g)

% :adEQ and {

g* : dual Lie algebra
with
adyY : Coadjoint operator

where Q is the Souriau geometric heat (element of dual Lie algebra) and f is the Souriau geometric
temperature (element of the Lie algebra). The second equation is linked to the result of Souriau
based on the moment map that a symplectic manifold is always a coadjoint orbit, affine of its
group of Hamiltonian transformations (a symplectic manifold homogeneous under the action of a
Lie group, is isomorphic, up to a covering, to a coadjoint orbit; symplectic leaves are the orbits of
the affine action that makes the moment map equivariant).
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e  We have established that the affine representation of Lie group and Lie algebra by Jean-Marie
Souriau is equivalent to Jean-Louis Koszul’s affine representation developed in the framework of
hessian geometry of convex sharp cones. Both Souriau and Koszul have elaborated equations
requested for Lie group and Lie algebra to ensure the existence of an affine representation. We have
compared both approaches of Souriau and Koszul in a table.

e  We have applied the Souriau model for exponential families and especially for multivariate
Gaussian densities.

e  We have applied the Souriau-Koszul model Gibbs density to compute the maximum entropy
density for symmetric positive definite matrices, using the inner product (1,&) = Tr (47¢), Vy,¢ €
Sym(n) given by Cartan-Killing form. The Gibbs density (generalization of Gaussian law for theses
matrices and defined as maximum entropy density):

pe(d) = =@ DR+ D) =y (1) - [det (af71)] T

n+1 ®)
2

with a =

e  For the case of multivariate Gaussian densities, we have considered GA(n) a sub-group of affine
group, that we defined by a (1 + 1) x (n + 1) embedding in matrix Lie group G,f, and that acts
for multivariate Gaussian laws by:

(m,R) € R" x Sym™ (n)
RY2
0 1

Y
1

X
1

RV2X +m
1

RY2
0 1

} € Gupr (6)

X~ RN(0,I) = Y~ X(m,R)

e  For multivariate Gaussian densities, as we have identified the acting sub-group of affine group
M, we have also developed the computation of the associated Lie algebras #;, and 7z, adjoint and
coadjoint operators, and especially the Souriau “moment map” Il:

<YLL, MilﬂRM> = <HR, VIR>
RV2RYE R1/2 RV2RY? - RV2R
N and yg =

0 0 0 0 7)

R2 /2

with M =

0 1

. 1/2 . .
R12R" 4 R Yiim™ R
N
0 0

Using Souriau Theorem (geometrization of Noether theorem), we use the property that this
moment map Iy is constant (its components are equal to Noether invariants):

I R7IR+ R Yiim™ = B = cste
dd R o= ®)
t RV = b = cste

to reduce the Euler-Lagrange equation of geodesics between two multivariate Gaussian densities:
R mmm’ — RRTIR =0
o ©)
i —RR it =0

to this reduced equation of geodesics:
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m = Rb
. (10)
R=R(B—bmT")

that we solve by “geodesic shooting” technic based on Eriksen equation of exponential map.
e  For the families of multivariate Gaussian densities, that we have identified as homogeneous
. . . ) RY2 m .
manifold with the associated sub-group of the affine group 0o 1 |"We have considered
the elements of exponential families, that play the role of geometric heat Q in Souriau Lie group

thermodynamics, and f the geometric (Planck) temperature:

. E[z] m —R~'m
QZC:{ }: }/ﬁ: 1 (11)

E [ZZT} R+ mmT ER*1

We have considered that these elements are homeomorph to the (n + 1) x (n + 1) matrix elements:

1
X —R™1 —R7lm
€q, p=|2 €g (12)

R+ mmT m}
0 0

0 0

to compute the Souriau symplectic cocycle of the Lie group:
6(M) = & (Adu(p)) — Adyg (13)

where the adjoint operator is equal to:

11 -1 1
Adyp = 2 T it = RV2RRV2 and 5 — <2m/ + R’1/2m> (14)
0
with
- Q+nnT n
E(adu(py = | T (15)
and the co-adjoint operator:
R R+ mmT —mm'T R2m
Adiyé = (16)
0 0

e  Finally, we have computed the Souriau-Fisher metric g5 ([8, Z1], [, Z2]) = @ﬁ (21,18, Z2]) for
multivariate Gaussian densities, given by:

85 ([8,21],[B, Z2]) = ©p (21, [, Z2]) = © (24, [B, Z2]) + (4, [Z1, (B, 22]))

R (17)
= (0(21),[B, Z2]) + (&, [Z1, (B, Z2]])
10*1 -071n
with element of Lie algebra givenby Z = | 2
0 0

The plan of the paper is as follows. After this introduction in Section 1, we develop in Section 2
the position of Souriau symplectic model of statistical physics in the historical developments of
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thermodynamic concepts. In Section 3, we develop and revisit the Lie group thermodynamics
model of Jean-Marie Souriau in modern notations. In Section 4, we make the link between
Souriau Riemannian metric and Fisher metric defined as a geometric heat capacity of Lie group
thermodynamics. In Section 5, we elaborate Euler-Lagrange equations of Lie group thermodynamics
and a variational model based on Poincaré-Cartan integral invariant. In Section 6, we explore Souriau
affine representation of Lie group and Lie algebra (including the notions of: affine representations
and cocycles, Souriau moment map and cocycles, equivariance of Souriau moment map, action of Lie
group on a symplectic manifold and dual spaces of finite-dimensional Lie algebras) and we analyze the
link and parallelisms with Koszul affine representation, developed in another context (comparison is
synthetized in a table). In Section 7, we illustrate Koszul and Souriau Lie group models of information
geometry for multivariate Gaussian densities. In Section 8, after identifying the affine group acting
for these densities, we compute the Souriau moment map to obtain the Euler-Poincaré equation,
solved by geodesic shooting method. In Section 9, Souriau Riemannian metric defined by cocycle
for multivariate Gaussian densities is computed. We give a conclusion in Section 10 with research
prospects in the framework of affine Poisson geometry [13], Bismut stochastic mechanics [14] and
second order extension of the Gibbs state [15,16]. We have three appendices: Appendix A develops the
Clairaut(-Legendre) equation of Maurice Fréchet associated to “distinguished functions” as a seminal
equation of information geometry; Appendix B is about a Balian Gauge model of thermodynamics and
its compliance with the Souriau model; Appendix C is devoted to the link of Casalis-Letac’s works on
affine group invariance for natural exponential families with Souriau’s works.

2. Position of Souriau Symplectic Model of Statistical Physics in Historical Developments of
Thermodynamic Concepts

In this Section, we will explain the emergence of thermodynamic concepts that give rise to the
generalization of the Souriau model of statistical physics. To understand Souriau’s theoretical model
of heat, we have to consider first his work in geometric mechanics where he introduced the concept of
“moment map” and “symplectic cohomology”. We will then introduce the concept of “characteristic
function” developed by Francois Massieu, and generalized by Souriau on homogeneous symplectic
manifolds. In his statistical physics model, Souriau has also generalized the notion of “heat capacity”
that was initially extended by Pierre Duhem as a key structure to jointly consider mechanics and
thermodynamics under the umbrella of the same theory. Pierre Duhem has also integrated, in the
corpus, the Massieu’s characteristic function as a thermodynamic potential. Souriau’s idea to develop
a covariant model of Gibbs density on homogeneous manifold was also influenced by the seminal
work of Constantin Carathéodory that axiomatized thermodynamics in 1909 based on Carnot’s works.
Souriau has adapted his geometric mechanical model for the theory of heat, where Henri Poincaré did
not succeed in his paper on attempts of mechanical explanation for the principles of thermodynamics.

Lagrange’s works on “mécanique analytique (analytic mechanics)” has been interpreted by
Jean-Marie Souriau in the framework of differential geometry and has initiated a new discipline called
after Souriau, “mécanique géométrique (geometric mechanics)” [17-19]. Souriau has observed that the
collection of motions of a dynamical system is a manifold with an antisymmetric flat tensor that is a
symplectic form where the structure contains all the pertinent information of the state of the system
(positions, velocities, forces, etc.). Souriau said: “Ce que Lagrange a vu, que n’a pas vu Laplace, c’était
la structure symplectique (What Lagrange saw, that Laplace didn't see, was the symplectic structure” [20].
Using the symmetries of a symplectic manifold, Souriau introduced a mapping which he called
the “moment map” [21-23], which takes its values in a space attached to the group of symmetries
(in the dual space of its Lie algebra). He [10] called dynamical groups every dimensional group of
symplectomorphisms (an isomorphism between symplectic manifolds, a transformation of phase
space that is volume-preserving), and introduced Galileo group for classical mechanics and Poincaré
group for relativistic mechanics (both are sub-groups of affine group [24,25]). For instance, a Galileo
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group could be represented in a matrix form by (with A rotation, b the boost, c space translation and
e time translation):

x! A b ¢ x A €S0(3) w o w € s0(3)
t =10 1c¢e t | with { bce R® ,LieAlgebra | 0 0 ¢ | with { 5,7 R® (18)
1 0 01 1 eeR 0 0 0 g€ RT

GALILEO GROUP

Souriau associated to this moment map, the notion of symplectic cohomology, linked to the
fact that such a moment is defined up to an additive constant that brings into play an algebraic
mechanism (called cohomology). Souriau proved that the moment map is a constant of the motion,
and provided geometric generalization of Emmy Noether invariant theorem (invariants of E. Noether
theorem are the components of the moment map). For instance, Souriau gave an ontological definition
of mass in classical mechanics as the measure of the symplectic cohomology of the action of the
Galileo group (the mass is no longer an arbitrary variable but a characteristic of the space). This is
no longer true for Poincaré group in relativistic mechanics, where the symplectic cohomology is null,
explaining the lack of conservation of mass in relativity. All the details of classical mechanics thus
appear as geometric necessities, as ontological elements. Souriau has also observed that the symplectic
structure has the property to be able to be reconstructed from its symmetries alone, through a 2-form
(called Kirillov—Kostant-Souriau form) defined on coadjoint orbits. Souriau said that the different
versions of mechanical science can be classified by the geometry that each implies for space and time;
geometry is determined by the covariance of group theory. Thus, Newtonian mechanics is covariant
by the group of Galileo, the relativity by the group of Poincaré; General relativity by the “smooth”
group (the group of diffeomorphisms of space-time). However, Souriau added “However, there are some
statements of mechanics whose covariance belongs to a fourth group rarely considered: the affine group, a group
shown in the following diagram for inclusion. How is it possible that a unitary point of view (which would be
necessarily a true thermodynamics), has not yet come to crown the picture? Mystery...” [26]. See Figure 1.

Galillée \

Poincaré

affine. —— lisse

Figure 1. Souriau Scheme about mysterious “affine group” of a true thermodynamics between
Galileo group of classical mechanics, Poincaré group of relativistic mechanics and Smooth group
of general relativity.

As early as 1966, Souriau applied his theory to statistical mechanics, developed it in the
Chapter IV of his book “Structure of Dynamical Systems” [11], and elaborated what he called
a “Lie group thermodynamics” [10,11,27-37]. Using Lagrange’s viewpoint, in Souriau statistical
mechanics, a statistical state is a probability measure on the manifold of motions (and no longer
in phase space [38]). Souriau observed that Gibbs equilibrium [39] is not covariant with respect to
dynamic groups of Physics. To solve this braking of symmetry, Souriau introduced a new “geometric
theory of heat” where the equilibrium states are indexed by a parameter  with values in the Lie algebra
of the group, generalizing the Gibbs equilibrium states, where § plays the role of a geometric (Planck)
temperature. The invariance with respect to the group, and the fact that the entropy s is a convex
function of this geometric temperature p, imposes very strict, universal conditions (e.g., there exists
necessarily a critical temperature beyond which no equilibrium can exist). Souriau observed that
the group of time translations of the classical thermodynamics [40,41] is not a normal subgroup of
the Galilei group, proving that if a dynamical system is conservative in an inertial reference frame,
it need not be conservative in another. Based on this fact, Souriau generalized the formulation of the
Gibbs principle to become compatible with Galileo relativity in classical mechanics and with Poincaré
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relativity in relativistic mechanics. The maximum entropy principle [42-51] is preserved, and the
Gibbs density is given by the density of maximum entropy (among the equilibrium states for which
the average value of the energy takes a prescribed value, the Gibbs measures are those which have the
largest entropy), but with a new principle “If a dynamical system is invariant under a Lie subgroup G’ of
the Galileo group, then the natural equilibria of the system forms the Gibbs ensemble of the dynamical group
G’” [10]. The classical notion of Gibbs canonical ensemble is extended for a homogneous symplectic
manifold on which a Lie group (dynamic group) has a symplectic action. When the group is not
abelian (non-commutative group), the symmetry is broken, and new “cohomological” relations should
be verified in Lie algebra of the group [52-55]. A natural equilibrium state will thus be characterized by
an element of the Lie algebra of the Lie group, determining the equilibrium temperature . The entropy
s(Q), parametrized by Q the geometric heat (mean of energy U, element of the dual Lie algebra) is
defined by the Legendre transform [56-59] of the Massieu potential ®(p) parametrized by B (P(B) is
the minus logarithm of the partition function ¢ (B)):

Q= % g
5(Q) = (B,Q) — ®() with o )
=g €n
) o~ (BUE@)
PGinns(§) = ePP)—BUE) = [ e BU@) dew’
M
s U@ PP =
Q= aﬁﬁ - [e B, g e with&(p) = —logf e PHD

M

Souriau completed his “geometric heat theory” by introducing a 2-form in the Lie algebra, that is
a Riemannian metric tensor in the values of adjoint orbit of f, [, Z] with Z an element of the Lie
algebra. This metric is given for (8, Q):

8 ([B,21], (B, Z2]) = (©(Z1),[B, Za]) +(Q,[Z1, [B, Z2]]) 1)

where © is a cocycle of the Lie algebra, defined by @ = T,0 with 6 a cocycle of the Lie group defined
by 8(M) = Q (Adm(B)) — Ad},Q. We have observed that this metric g is also given by the hessian
0°®  dlogyn
0P o
theory [60], and so this is a generalization of the Fisher metric for homogeneous manifold. We call this

of the Massieu potential g5 = as Fisher metric in classical information geometry

new metric the Souriau-Fisher metric. As g5 = — 3—%, Souriau compared it by analogy with classical
thermodynamics to a “geometric specific heat” (geometric calorific capacity).

The potential theory of thermodynamics and the introduction of “characteristic function”
(previous function ®(B) = —logy (B) in Souriau theory) was initiated by Frangois Jacques Dominique
Massieu [61-64]. Massieu was the son of Pierre Francois Marie Massieu and Thérese Claire Castel.
He married in 1862 with Mlle Morand and had 2 children. He graduated from Ecole Polytechnique
in 1851 and Ecole des Mines de Paris in 1956, he has integrated “Corps des Mines”. He defended
his Ph.D. in 1861 on “Sur les intégrales algébriques des problemes de mécanique” and on “Sur le mode de
propagation des ondes planes et la surface de I'onde élémentaire dans les cristaux biréfringents a deux axes” [65]
with the jury composed of Lamé, Delaunay et Puiseux. In 1870, Francois Massieu presented his
paper to the French Academy of Sciences on “characteristic functions of the various fluids and the theory
of vapors” [61]. The design of the characteristic function is the finest scientific title of Mr. Massieu.
A prominent judge, Joseph Bertrand, do not hesitate to declare, in a statement read to the French
Academy of Sciences 25 July 1870, that “the introduction of this function in formulas that summarize all the
possible consequences of the two fundamental theorems seems, for the theory, a similar service almost equivalent

2
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to that Clausius has made by linking the Carnot’s theorem to entropy” [66]. The final manuscript was
published by Massieu in 1873, “Exposé des principes fondamentaux de la théorie mécanique de la chaleur
(Note destinée a servir d’introduction au Mémoire de I'auteur sur les fonctions caractéristiques des divers fluides
et la théorie des vapeurs)” [63].

Massieu introduced the following potential ®(), called “characteristic function”, as illustrated

in Figure 2, that is the potential used by Souriau to generalize the theory: s (Q) = (B, Q) — ®(B) =
P=r1

=92 3 However, in his third paper, Massieu was influenced by M. Bertrand, as illustrated in
Figure 3, to replace the variable = X (that he used in his two first papers) by T. We have then to
wait 50 years more for the paper of Planck, who introduced again the good variable g = %, and then
generalized by Souriau, giving to Planck temperature f an ontological and geometric status as element
of the Lie algebra of the dynamic group.

MEMOIRES

MEMOIRES PRESENTES.
PRESENTES PAR DIVERS SAVANTS

A VACADEMIE DES SCIENCES | "IUurit's o'y il ey v comben

caractéristiques

DE L’INSTITUT NATIONAL DE FRANCE.

TOME XXII. — N° 2.

THERMODYNAMIQUE.
MEMOIRE
sun
LES FONCTIONS CARACTERISTIQUES DES DIVERS FLUIDES
ET SUR LA THEORIE DES VAPEURS,

PAR F. MASSIEU,

INGENIEUR DES MINES, PROPESSEDR A LA FACULTE DES SCIENGES DE KENNES.

Figure 2. Extract from the second paper of Frangois Massieu to the French Academy of Sciences [61,62].

* Dans le mémoire dont un extrait est inséré aus Comptes rendus de !'dcadémee

des sciences du 18 octobre 1869, ainsi que dans ln Note additionnelle insérée le

1

a2 novembre suivant, j'avais adopté pour fonction caractéristique %1 ou S5 — %;

c'est d’aprés les bons conseils de M. Bertrand que j'y ai substilué la fonction H.
dont V'emploi réalise quelques simplifications dans les formules.

Figure 3. Remark of Massieu in 1876 paper [64], where he explained why he took into account the
“good advice” of Bertrand to replace variable 1/T, used in his initial paper of 1869, by the variable T.

This Lie group thermodynamics of Souriau is able to explain astronomical phenomenon (rotation
of celestial bodies: the Earth and the stars rotating about themselves). The geometric temperature
can be also interpreted as a space-time vector (generalization of the temperature vector of Planck),
where the temperature vector and entropy flux are in duality unifying heat conduction and viscosity
(equations of Fourier and Navier). In case of centrifuge system (e.g., used for enrichment of uranium),
the Gibbs Equilibrium state [60,67] are given by Souriau equations as the variation in concentration of
the components of an inhomogeneous gas. Classical statistical mechanics corresponds to the dynamical
group of time translations, for which we recover from Souriau equations the concepts and principles
of classical thermodynamics (temperature, energy, heat, work, entropy, thermodynamic potentials)
and of the kinetic theory of gases (pressure, specific heats, Maxwell’s velocity distribution, etc.).

Souriau also studied continuous medium thermodynamics, where the “temperature vector” is no
longer constrained to be in Lie algebra, but only contrained by phenomenologic equations (e.g., Navier
equations, etc.). For thermodynamic equilibrium, the “temperature vector” is then a Killing vector
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of Space-Time. For each point X, there is a “temperature vector” f(X), such it is an infinitesimal
conformal transform of the metric of the universe g;;. Conservation equations can then be deduced
for components of impulsion-energy tensor T" and entropy flux S/ with ;7% = 0 and 9,5/ = 0.
Temperature and metric are related by the following equations:

0ij + 0;Bi = Agij d;.: covariant derivative

with
9ifj +0ipi — ngﬂk = Agij { B;j : component of Temperature vector (22)
A =0 = Killing Equation

Leon Brillouin made the link between Boltzmann entropy and Negentropie of information
theory [68-71], but before Jean-Marie Souriau, only Constantin Carathéodory and Pierre
Duhem [72-75] initiated first theoretical works to generalize thermodynamics.

After three years as lecturer at Lille university, Duhem published a paper in the official revue
of the Ecole Normale Supérieure, in 1891, “On general equations of thermodynamics” [72] (Sur les
équations générales de la Thermodynamique) in Annales Scientifiques de 1'Ecole Normale Supérieure.
Duhem generalized the concept of “virtual work” under the action of “external actions” by taking into
account both mechanical and thermal actions. In 1894, the design of a generalized mechanics based
on thermodynamics was further developed: ordinary mechanics had already become “a particular
case of a more general science”. Duhem writes “We made dynamics a special case of thermodynamics, a
science that embraces common principles in all changes of state bodies, changes of places as well as changes in
physical qualities” (Nous avons fait de la dynamique un cas particulier de la thermodynamique, une Science qui
embrasse dans des principes communs tous les changements d’état des corps, aussi bien les changements de lieu
que les changements de qualités physiques). In the equations of his generalized mechanics-thermodynamics,
some new terms had to be introduced, in order to account for the intrinsic viscosity and friction of the
system. As observed by Stefano Bordoni, Duhem aimed at widening the scope of physics: the new physics
could not confine itself to “local motion” but had to describe what Duhem qualified “motions of modification”.
If Boltzmann had tried to proceed from “local motion” to attain the explanation of more complex
transformations, Duhem was trying to proceed from general laws concerning general transformation
in order to reach “local motion” as a simplified specific case. Four scientists were credited by Duhem
with having carried out “the most important researches on that subject”: Massieu had managed
to derive thermodynamics from a “characteristic function and its partial derivatives”; Gibbs had
shown that Massieu’s functions “could play the role of potentials in the determination of the states of
equilibrium” in a given system; von Helmholtz had put forward “similar ideas”; von Oettingen had
given “an exposition of thermodynamics of remarkable generality” based on general duality concept
in “Die thermodynamischen Beziehungen antithetisch entwickelt” published at St. Petersburg in 1885.
Duhem took into account a system whose elements had the same temperature and where the state of
the system could be completely specified by giving its temperature and n other independent quantities.
He then introduced some “external forces”, and held the system in equilibrium. A virtual work
corresponded to such forces, and a set of n + 1 equations corresponded to the condition of equilibrium
of the physical system. From the thermodynamic point of view, every infinitesimal transformation
involving the generalized displacements had to obey to the first law, which could be expressed in
terms of the (1 + 1) generalized Lagrangian parameters. The amount of heat could be written as a sum
of (n + 1) terms. The new alliance between mechanics and thermodynamics led to a sort of symmetry
between thermal and mechanical quantities. The n + 1 functions played the role of generalized thermal
capacities, and the last term was nothing other than the ordinary thermal capacity. The knowledge of the
“equilibrium equations of a system” allowed Duhem to compute the partial derivatives of the thermal
capacity with regard to all the parameters which described the state of the system, apart from its
derivative with regard to temperature. The thermal capacities were therefore known “except for an
unspecified function of temperature”.

The axiomatic approach of thermodynamics was published in 1909 in Mathematische Annalen [76]
under the title “Examination of the Foundations of Thermodynamics” (Untersuchungen iiberdie Grundlagen
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der Thermodynamik) by Constantin Carathéodory based on Carnot’s works [77]. Carathéodory
introduced entropy through a mathematical approach based on the geometric behavior of a certain
class of partial differential equations called Pfaffians. Carathéodory’s investigations start by revisiting
the first law and reformulating the second law of thermodynamics in the form of two axioms.
The first axiom applies to a multiphase system change under adiabatic conditions (axiom of classical
thermodynamics due to Clausius [78,79]). The second axiom assumes that in the neighborhood
of any equilibrium state of a system (of any number of thermodynamic coordinates), there exist
states that are inaccessible by reversible adiabatic processes. In the book of Misha Gromov
“Metric Structures for Riemannian and Non-Riemannian Spaces”, written and edited by Pierre Pansu
and Jacques Lafontaine, a new metric is introduced called “Carnot-Carathéodory metric”. In one of
his papers, Misha Gromov [80,81] gives historical remarks “This result (which seems obvious by the
modern standards) appears (in a more general form) in the 1909-paper by Carathéorody on formalization
of the classical thermodynamics where horizontal curves roughly correspond to adiabatic processes. In fact,
the above proof may be performed in the language of Carnot (cycles) and for this reason the metris distH were
christened ‘Carnot-Carathéodory’ in Gromov-Lafontaine-Pansu book” [82]. When I ask this question to Pierre
Pansu, he gave me the answer that “The section 4 of [76], entitled Hilfsatz aus der Theorie des Pfaffschen
Gleichungen (Lemma from the theory of Pfaffian equations) opens with a statement relating to the differential
1-forms. Carathéodory says, If a Pfaffian equation dx0 + X1 dx1 + X2 dx2 + ...+ Xn dxn = 0 is given, in which
the Xi are finite, continuous, differentiable functions of the xi, and one knows that in any neighborhood of an
arbitrary point P of the space of xi there is a point that one cannot reach along a curve that satisfies this equation
then the expression must necessarily possess a multiplier that makes it into a complete differential”. This is
confirmed in the introduction of his paper [76], where Carathéodory said “Finally, in order to be able to
treat systems with arbitrarily many degrees of freedom from the outset, instead of the Carnot cycle that is almost
always used, but is intuitive and easy to control only for systems with two degrees of freedom, one must employ a
theorem from the theory of Pfaffian differential equations, for which a simple proof is given in the fourth section”.

We have also to make reference to Henri Poincaré [83] that published the paper “On attempts of
mechanical explanation for the principles of thermodynamics (Sur les tentatives d’explication mécanique des
principes de la thermodynamique)” at the Comptes rendus de I’Académie des sciences in 1889 [84],
in which he tried to consolidate links between mechanics and thermomechanics principles.
These elements were also developed in Poincaré’s lecture of 1892 [85] on “thermodynamique” in Chapter
XVII “Reduction of thermodynamics principles to the general principles of mechanics (Réduction des principes
de la Thermodynamique aux principes généraux de la mécanique)”. Poincaré writes in his book [85] “It is
otherwise with the second law of thermodynamics. Clausius was the first to attempt to bring it to the principles
of mechanics, but not succeed satisfactorily. Helmholtz in his memoir on the principle of least actions developed a
theory much more perfect than that of Clausius. However, it cannot account for irreversible phenomena. (Il en est
autrement du second principe de la thermodynamique. Clausius, a le premier, tenté de le ramener aux principes
de la Mécanique, mais sans y réussir d'une maniere satisfaisante. Helmoltz dans son mémoire sur le principe de
la moindre action, a développé une théorie beaucoup plus parfaite que celle de Clausius; cependant elle ne peut
rendre compte des phénomenes irréversibles.)”. About Helmoltz work, Poincaré observes [85] “It follows
from these examples that the Helmholtz hypothesis is true in the case of body turning around an axis; So it
seems applicable to vortex motions of molecules (Il résulte de ces exemples que I'hypothese d’Helmoltz est exacte
dans le cas de corps tournant autour d'un axe; elle parait donc applicable aux mouvements tourbillonnaires des
molecules.)”, but he adds in the following that the Helmoltz model is also true in the case of vibrating
motions as molecular motions. However, he finally observes that the Helmoltz model cannot explain
the increasing of entropy and concludes [85] “All attempts of this nature must be abandoned; the only ones
that have any chance of success are those based on the intervention of statistical laws, for example, the kinetic
theory of gases. This view, which I cannot develop here, can be summed up in a somewhat vulgar way as follows:
Suppose we want to place a grain of oats in the middle of a heap of wheat; it will be easy; then suppose we wanted
to find it and remove it; we cannot achieve it. All irreversible phenomena, according to some physicists, would
be built on this model (Toutes les tentatives de cette nature doivent donc étre abandonnées; les seules qui aient
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quelque chance de succes sont celles qui sont fondées sur l'intervention des lois statistiques comme, par exemple,
la théorie cinétique des gaz. Ce point de vue, que je ne puis développer ici, peut se résumer d’'une facon un
peu vulgaire comme il suit: Supposons que nous voulions placer un grain d’avoine au milieu d'un tas de blé;
cela sera facile; supposons que nous voulions ensuite 1’y retrouver et l'en retirer; nous ne pourrons y parvenir.
Tous les phénomenes irréversibles, d’apres certains physiciens, seraient construits sur ce modele)”. In Poincaré’s
lecture, Massieu has greatly influenced Poincaré to introduce Massieu characteristic function in probability [86].
As we have observed, Poincaré has introduced characteristic function in probability lecture after his lecture on
thermodynamics where he discovered in its second edition [85], the Massieu’s characteristic function. We can read
that “Since from the functions of Mr. Massieu one can deduce other functions of variables, all equations
of thermodynamics can be written so as to only contain these functions and their derivatives; it will
thus result in some cases, a great simplification (Puisque des fonctions de M. Massieu on peut déduire
les autres fonctions des variables, toutes les équations de la Thermodynamique pourront s’écrire de
maniére a ne plus renfermer que ces fonctions et leurs dérivées; il en résultera donc, dans certains cas,
une grande simplification).” [85]. He [85] added “MM. Gibbs von Helmholtz, Duhem have used this
function H = U — TS assuming that T and V are constant. Mr. von Helmotz has called it ‘free energy’
and also proposes to give him the name of “kinetic potential”; Duhem called it ‘the thermodynamic
potential at constant volume’; this is the most justified naming (MM. Gibbs, von Helmoltz, Duhem ont
fait usage de cette function H =TS — U en y supposant T et V constants. M. von Helmotz I'a appellée
énergie libre et a propose également de lui donner le nom de potential kinetique; M. Duhem la nomme
potentiel thermodynamique a volume constant; c’est la dénomination la plus justifiée)”. In 1906,
Henri Poincaré also published a note [87] “Reflection on The kinetic theory of gases” (Réflexions sur la
théorie cinétique des gaz), where he said that: “The kinetic theory of gases leaves awkward points for
those who are accustomed to mathematical rigor ... One of the points which embarrassed me most
was the following one: it is a question of demonstrating that the entropy keeps decreasing, but the
reasoning of Gibbs seems to suppose that having made vary the outside conditions we wait that the
regime is established before making them vary again. Is this supposition essential, or in other words,
we could arrive at opposite results to the principle of Carnot by making vary the outside conditions
too fast so that the permanent regime has time to become established?”.

Jean-Marie Souriau has elaborated a disruptive and innovative “théorie géométrique de la
chaleur (geometric theory of heat)” [88] after the works of his predecessors as illustrated in Figure 4:
“théorie analytique de la chaleur (analytic theory of heat)” by Jean Baptiste Joseph Fourier [88],
“théorie mécanique de la chaleur (mechanic theory of heat)” by Frangois Clausius [89] and Frangois Massieu
and “théorie mathématique de la chaleur (mathematic theory of heat)” by Siméon-Denis Poisson [90,91],
as illustrated in this figure:

THEORIE

THEORIE MECANIQUE MATHENATIOUE

DE LA CHALEUR;

LA CHALEUR

K. CLAUSITS

PARIS PARIS,
URSABE BILSTITRAN . ISDOSTMILLE BT AR

Figure 4. “Théorie analytique de la chaleur (analytic theory of heat)” by Jean Baptiste Joseph
Fourier [88], “théorie mécanique de la chaleur (mechanic theory of heat)” by Francois Clausius [89]
and “théorie mathématique de la chaleur (mathematic theory of heat)” by Siméon-Denis Poisson [90].
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3. Revisited Souriau Symplectic Model of Statistical Physics

In this Section, we will revisit the Souriau model of thermodynamics but with modern notations,
replacing personal Souriau conventions used in his book of 1970 by more classical ones.

In 1970, Souriau introduced the concept of co-adjoint action of a group on its momentum space
(or “moment map”: mapping induced by symplectic manifold symmetries), based on the orbit method
works, that allows to define physical observables like energy, heat and momentum or moment as
pure geometrical objects (the moment map takes its values in a space determined by the group of
symmetries: the dual space of its Lie algebra). The moment(um) map is a constant of the motion and is
associated to symplectic cohomology (assignment of algebraic invariants to a topological space that
arises from the algebraic dualization of the homology construction). Souriau introduced the moment
map in 1965 in a lecture notes at Marseille University and published it in 1966. Souriau gave the formal
definition and its name based on its physical interpretation in 1967. Souriau then studied its properties
of equivariance, and formulated the coadjoint orbit theorem in his book in 1970. However, in his book,
Souriau also observed in Chapter IV that Gibbs equilibrium states are not covariant by dynamical
groups (Galileo or Poincaré groups) and then he developed a covariant model that he called “Lie group
thermodynamics”, where equilibriums are indexed by a “geometric (Planck) temperature”, given by a
vector § that lies in the Lie algebra of the dynamical group. For Souriau, all the details of classical
mechanics appear as geometric necessities (e.g., mass is the measure of the symplectic cohomology of
the action of a Galileo group). Based on this new covariant model of thermodynamic Gibbs equilibrium,
Souriau has formulated statistical mechanics and thermodynamics in the framework of symplectic
geometry by use of symplectic moments and distribution-tensor concepts, giving a geometric status
for temperature, heat and entropy.

There is a controversy about the name “momentum map” or “moment map”. Smale [92]
referred to this map as the “angular momentum”, while Souriau used the French word “moment”.
Cushman and Duistermaat [93] have suggested that the proper English translation of Souriau’s French
word was “momentum” which fit better with standard usage in mechanics. On the other hand,
Guillemin and Sternberg [94] have validated the name given by Souriau and have used “moment” in
English. In this paper, we will see that name “moment” given by Souriau was the most appropriate
word. In his Chapter IV of his book [10], studying statistical mechanics, Souriau [10] has ingeniously
observed that moments of inertia in mechanics are equivalent to moments in probability in his new
geometric model of statistical physics. We will see that in Souriau Lie group thermodynamic model,
these statistical moments will be given by the energy and the heat defined geometrically by Souriau,
and will be associated with “moment map” in dual Lie algebra.

This work has been extended by Claude Vallée [5,6] and Gery de Saxcé [4,8,95,96]. More recently,
Kapranov has also given a thermodynamical interpretation of the moment map for toric varieties [97]
and Pavlov, thermodynamics from the differential geometry standpoint [98].

The conservation of the moment of a Hamiltonian action was called by Souriau the “symplectic
or geometric Noether theorem”. Considering phases space as symplectic manifold, cotangent fiber of
configuration space with canonical symplectic form, if Hamiltonian has Lie algebra, then the moment
map is constant along the system integral curves. Noether theorem is obtained by considering
independently each component of the moment map.

In a first step to establish new foundations of thermodynamics, Souriau [10] has defined a
Gibbs canonical ensemble on a symplectic manifold M for a Lie group action on M. In classical
statistical mechanics, a state is given by the solution of Liouville equation on the phase space,
the partition function. As symplectic manifolds have a completely continuous measure, invariant by
diffeomorphisms, the Liouville measure A, all statistical states will be the product of the Liouville
measure by the scalar function given by the generalized partition function ¢®(#)~(FU(&)) defined by
the energy U (defined in the dual of the Lie algebra of this dynamical group) and the geometric
temperature B, where ® is a normalizing constant such the mass of probability is equal to 1,
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P(p) = flogj\[[ e~ (PUE) A [99]. Jean-Marie Souriau then generalizes the Gibbs equilibrium state

to all symplectic manifolds that have a dynamical group. To ensure that all integrals that will be
defined could converge, the canonical Gibbs ensemble is the largest open proper subset (in Lie algebra) where
these integrals are convergent. This canonical Gibbs ensemble is convex. The derivative of ®, Q = %%
(thermodynamic heat) is equal to the mean value of the energy U. The minus derivative of this
generalized heat Q, K = f%—Q is symmetric and positive (this is a geometric heat capacity). Entropy s
is then defined by Legendre transform of @, s = (B, Q) — ®. If this approach is applied for the group
of time translation, this is the classical thermodynamics theory. However, Souriau [10] has observed that
if we apply this theory for non-commutative group (Galileo or Poincaré groups), the symmetry has been broken.
Classical Gibbs equilibrium states are no longer invariant by this group. This symmetry breaking provides
new equations, discovered by Souriau [10].

We can read in his paper this prophetical sentence “This Lie group thermodynamics could be
also of first interest for mathematics (Peut-étre cette Thermodynamique des groups de Lie a-t-elle un intérét
mathématique)” [30]. He explains that for the dynamic Galileo group with only one axe of rotation,
this thermodynamic theory is the theory of centrifuge where the temperature vector dimension is
equal to 2 (sub-group of invariance of size 2), used to make “uranium 235” and “ribonucleic acid” [30].
The physical meaning of these two dimensions for vector-valued temperature is “thermic conduction”
and “viscosity”. Souriau said that the model unifies “heat conduction” and “viscosity” (Fourier and
Navier equations) in the same theory of irreversible process. Souriau has applied this theory in detail
for relativistic ideal gas with the Poincaré group for the dynamical group.

Before introducing the Souriau Model of Lie group thermodynamics, we will first remind readers
of the classical notation of Lie group theory in their application to Lie group thermodynamics:

e The coadjoint representation of G is the contragredient of the adjoint representation. It associates
to each g € G the linear isomorphism Aﬂl§ € GL(g*), which satisfies, for each ¢ € g* and X € g¢:

<Aal;j,1 (g),x> - <§, Adg (X)> (23)

e The adjoint representation of the Lie algebra g is the linear representation of g into itself which
associates, to each X € g, the linear map adx € gl(g). ad Tangent application of Ad at neutral
element e of G:

ad = T,Ad : T,G — End(T,G)
X, Y € .G — adx(Y) = [X,Y]

(24)
e The coadjoint representation of the Lie algebra g is the contragredient of the adjoint representation.
It associates, to each X € g, the linear map ad}, € gl(g*) which satisfies, for each ¢ € g* and X € g:
We can illustrate for group of matrices for G = GL,(K) with K = R or C.
T.G = My(K), X € My(K),g € G Adg(X) = gXg " (26)

X,Y € My(K) adx(Y) = (T.Ad)x(Y) = XY = YX = [X, Y] 27)

Then, the curve from e = I; = ¢(0) tangent to X = ¢(1) is given by c(#) = exp(tX) and transform
by Ad: y(t) = Adexp(tX)

d d .
adx(Y) = (TA)x(Y) = Z2(HY| = Texp(tX)Yexp(tX) —XY-YX (28
=0 t=0
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For each temperature B, element of the Lie algebra g, Souriau has introduced a tensor ® p, equal to
the sum of the cocycle © and the heat coboundary (with [.,.] Lie bracket):

Op (Z1,22) = ©(Z1,Z2) + (Q,adz, (Z,) ) with adz,(Z>) = [Z1,Z,] (29)

This tensor © 8 has the following properties:

e  O(X,Y) = (O(X),Y) where the map @ is the one-cocycle of the Lie algebra g with values in g*,
with @(X) = T8 (X(e)) where 0 the one-cocycle of the Lie group G. © (X, Y) is constant on M
and the map © (X,Y) : g X g — R is a skew-symmetric bilinear form, and is called the symplectic
cocycle of Lie algebra g associated to the moment map ], with the following properties:

O(X,Y) = Jixy] — {Ux, Jy} with {.,,.} Poisson Bracket and ] the Moment Map (30)

O([X,Y],2)+0([Y,Z],X) +0O([Z,X],Y) =0 (31)
where [x linear application from g to differential function on M: iiC] (M,R) and the
X
associated differentiable application |, called moment(um) map:
J:M —g* suchthat Jx(x) = (J(x),X), X €g 2
32

x = J(x)

If instead of | we take the following moment map: J'(x) = J(x) + Q, x € M
where Q € g* is constant, the symplectic cocycle 0 is replaced by 0'(g) = 6(g) + Q — Ad;Q

where 0 — 60 = Q — Ad3Q is one-coboundary of G with values in g*. We also have properties
0(8182) = Ady 0(g2) +60(g1) and 6(e) = 0.
e The geometric temperature, element of the algebra g, is in the thekernel of the tensor @5:

B € Ker C:)l;, such that (:)ﬁ (B,B)=0,VBexg (33)

e The following symmetric tensor gg, defined on all values of adg(.) = [B, ] is positive definite:

8p (18, 21], (B, Z2)) = ©p (Z1, [, Za]) (34)
85 ([B.21],22) = ©p (Z1,22) , ¥Z1 € 8,YZ> € Im (adg (.)) (35)
3B (Zl, Zz) >0,VZ2,Zy € Im (ﬂdﬁ ()) (36)

where the linear map adx € gl(g) is the adjoint representation of the Lie algebra g defined
by X,Y € g(= T.G) — adx(Y) = [X, Y], and the co-adjoint representation of the Lie algebra
g the linear map ad} € gl(g*) which satisfies, for each { € g* and X,Y € g:(ad%(8),Y) =
(&, —adx (Y))These equations are universal, because they are not dependent on the symplectic
manifold but only on the dynamical group G, the symplectic cocycle ®, the temperature p and
the heat Q. Souriau called this model “Lie groups thermodynamics”.

We will give the main theorem of Souriau for this “Lie group thermodynamics”:

Theorem 1 (Souriau Theorem of Lie Group Thermodynamics). Let () be the largest open proper subset
of g, Lie algebra of G, such that | e~ (BUE) AN and e e~ BUE) A are convergent integrals, this set Q) is
M M

convex and is invariant under every transformation Adg(.), where g — Adg(.) is the adjoint representation of
G, such that Adg = Teig with ig : h — ghg™'. Let a: G x g* — a* a unique affine action a such that linear
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part is a coadjoint representation of G, that is the contragradient of the adjoint representation. It associates to
each g € G the linear isomorphism Ady € GL(g*), satisfying, for each:

Fegand X eg: <Ad§,(§),x> = <g, Adyy (X)>.
Then, the fundamental equations of Lie group thermodynamics are given by the action of the group:

e Action of Lie group on Lie algebra:

B — Adg(B) (37)
o Transformation of characteristic function after action of Lie group:
oo (0(s7).p) (38)

e Invariance of entropy with respect to action of Lie group:
s—s (39)

e Action of Lie group on geometric heat, element of dual Lie algebra:

Q—a(8Q) =Adg(Q) +6(g) (40)

Souriau equations of Lie group thermodynamics are summarized in the following Figures 5 and 6:

G

TEMPERATURE ' HEAT
In Lie Algebra In Dual Lie Algebra
g e

Gibbs canonical

A e A4d3(0)+6(g)
[QNRNYAN £,
s

s(0)=(p.0)-@(B)

ENTROPY IS INVARIANT
B (Could be is defintion)
LOG OF CHARACTERISIC FUNCTION ENTROPY

Figure 5. Global Souriau scheme of Lie group thermodynamics.
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© 0 =0(4d,(B)= 4d(0) +6(g)

Figure 6. Broken symmetry on geometric heat Q due to adjoint action of the group on temperature j as
an element of the Lie algebra.

For Hamiltonian, actions of a Lie group on a connected symplectic manifold, the equivariance of
the moment map with respect to an affine action of the group on the dual of its Lie algebra has been
studied by Marle and Libermann [100] and Lichnerowics [101,102]:

Theorem 2 (Marle Theorem on Cocycles). Let G be a connected and simply connected Lie group,
R : G — GL(E) be a linear representation of G in a finite-dimensional vector space E, and r : g — gI(E) be
the associated linear representation of its Lie algebra g. For any one-cocycle © : g — E of the Lie algebra g
for the linear representation r, there exists a unique one-cocycle 6 : G — E of the Lie group G for the linear
representation R such that ©(X) = T,0 (X(e)), which has © as associated Lie algebra one-cocycle. The Lie
group one-cocycle 0 is a Lie group one-coboundary if and only if the Lie algebra one-cocycle ® is a Lie algebra
one-coboundary.

Let G be a Lie group whose Lie algebra is g. The skew-symmetric bilinear form ® on g = T,G can
be extended into a closed differential two-form on G, since the identity on © means that its exterior
differential d© vanishes. In other words, © is a 2-cocycle for the restriction of the de Rham cohomology
of G to left invariant differential forms. In the framework of Lie group action on a symplectic manifold,
equivariance of moment could be studied to prove that there is a unique action a(.,.) of the Lie group G
on the dual g* of its Lie algebra for which the moment map | is equivariant, that means for each x € M:

J (Pg(x)) = alg, J(x)) = Ady (J(x)) +6(g) (41)

where ® : G x M — M is an action of Lie group G on differentiable manifold M, the fundamental
field associated to an element X of Lie algebra g of group G is the vectors field X); on M:

XM(X) = %q)exp(ffx) (x) o (42)
with @g, (D, (x)) = Py, g, (x) and Pe(x) = x. @ is Hamiltonian on a symplectic manifold M, if @ is
symplectic and if for all X € g, the fundamental field Xy, is globally Hamiltonian. The cohomology
class of the symplectic cocycle 6 only depends on the Hamiltonian action ®, and not on J.

In Appendix B, we observe that Souriau Lie group thermodynamics is compatible with Balian
gauge theory of thermodynamics [103], that is obtained by symplectization in dimension 27 + 2 of
contact manifold in dimension 21 + 1. All elements of the Souriau geometric temperature vector are
multiplied by the same gauge parameter.

We conclude this section by this Bourbakiste citation of Jean-Marie Souriau [34]:
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It is obvious that one can only define average values on objects belonging to a vector (or affine)
space; Therefore—so this assertion may seem Bourbakist—that we will observe and measure average
values only as quantity belonging to a set having physically an affine structure. It is clear that
this structure is necessarily unique—if not the average values would not be well defined. (Il est
évident que I'on ne peut définir de valeurs moyennes que sur des objets appartenant i un espace
vectoriel (ou affine); donc—si bourbakiste que puisse sembler cette affirmation—que I'on n’observera
et ne mesurera de valeurs moyennes que sur des grandeurs appartenant a un ensemble possédant
physiquement une structure affine. Il est clair que cette structure est nécessairement unique—sinon
les valeurs moyennes ne seraient pas bien définies.).

4. The Souriau-Fisher Metric as Geometric Heat Capacity of Lie Group Thermodynamics

We observe that Souriau Riemannian metric, introduced with symplectic cocycle, is a
generalization of the Fisher metric, that we call the Souriau-Fisher metric, that preserves the property
2@ 9%logyn
B o
information geometry. We will establish the equality of two terms, between Souriau definition
based on Lie group cocycle ® and parameterized by “geometric heat” Q (element of dual Lie
algebra) and “geometric temperature” § (element of Lie algebra) and hessian of characteristic function
P(B) = —logpa(B) with respect to the variable B:

to be defined as a hessian of the partition function logarithm g5 = — as in classical

2 O
86 (8.2, 18, 22) = (0 (21), [, 22)) +(Q (21,16, Z2]) = “HH° 3)

If we differentiate this relation of Souriau theorem Q (Ady(B)) = Ady(Q) + 0 (g), this
relation occurs:

3—% (= [21,B,) =0 (Z,[B, ]) +(Q Adz ([B,])) = ©5 (Z1,[B,]) (44)
- Z—% ([21,B], Z2.) = © (Z1,[B, Z2)) + (Q, Ad 7, ([B, Z2))) = ©p (21, B, Z2]) (45)
- faa% = 45 (1,21, 1B 22)) (46)

As the entropy is defined by the Legendre transform of the characteristic function,
this Souriau-Fisher metric is also equal to the inverse of the hessian of “geometric entropy” s(Q)

. . ?’s(Q)
with respect to the variable Q: 32
. . ) . ., 9%logyq
For the maximum entropy density (Gibbs density), the following three terms coincide: T
2
that describes the convexity of the log-likelihood function, I() = — {ak;gig@)} the Fisher metric that

describes the covariance of the log-likelihood gradient, whereas I(8) = E {(C -Q)(&— Q)T] = Var(¢)
that describes the covariance of the observables. 3

We can also observe that the Fisher metric I(B) = —£ is exactly the Souriau metric defined
through symplectic cocycle:

I(B) = Op (Z1, B, Z2)) = 85 (B, Z1], [B, Z2)) 47)
R e

op op
“heat capacity”. Souriau called it K the “geometric capacity”.

The Fisher metric I(B) = has been considered by Souriau as a generalization of
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Figure 7. Fourier heat equation in seminal manuscript of Joseph Fourier [88].

1 . 9Q  aQ [a(1/kT)\ Y ,0Q
Forﬁ_ﬁ’K__ﬁ__ﬁ(T) —kTﬁ

calorific capacity, then Fisher metric can be introduced in Fourier heat equation (see Figure 7):

linking the geometric capacity to

oT  « L 0Q Bt 5 L -1
S = e pATwith 52 =C-D =" =« [(ﬁ /k) IF,S,W(/;)] AB (48)
We can also observe that Q is related to the mean, and K to the variance of U:
30 ?
K=1() = ~ 55 = var() = [UE) - py(@)de - (&u@ : pﬁ@)dw) (49)
M

We observe that the entropy s is unchanged, and ® is changed but with linear dependence to j,
with the consequence that Fisher Souriau metric is invariant:

_2(@e-(0(s7),B))
op?
We have observed that the concept of “heat capacity” is important in the Souriau model because

it gives a geometric meaning to its definition. The notion of “heat capacity” has been generalized by
Pierre Duhem in his general equations of thermodynamics.

_¥o

s [Q (Adg(B))] =s(Q(B)) and I (Adg(p)) = T I(g)  (50)

Souriau [34] proposed to define a thermometer (6eoun60) device principle that could measure this
geometric temperature using “relative ideal gas thermometer” based on a theory of dynamical group
thermometry and has also recovered the (geometric) Laplace barometric law

5. Euler-Poincaré Equations and Variational Principle of Souriau Lie Group Thermodynamics

When a Lie algebra acts locally transitively on the configuration space of a Lagrangian mechanical
system, Henri Poincaré proved that the Euler-Lagrange equations are equivalent to a new system of
differential equations defined on the product of the configuration space with the Lie algebra. Marle has
written about the Euler-Poincaré equations [104], under an intrinsic form, without any reference to a
particular system of local coordinates, proving that they can be conveniently expressed in terms of
the Legendre and moment maps of the lift to the cotangent bundle of the Lie algebra action on the
configuration space. The Lagrangian is a smooth real valued function L defined on the tangent bundle
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TM. To each parameterized continuous, piecewise smooth curve 7 : [to, t1] — M, defined on a closed
interval [to, t1], with values in M, one associates the value at 7y of the action integral:
h
(D)
I(y) = —
(=L ( L)t (51)
to
The partial differential of the function L: M x g — R with respect to its second variable dyL,
which plays an important part in the Euler-Poincaré equation, can be expressed in terms of the
moment and Legendre maps: doL = pg- 0 ¢' o Lo ¢ with | = pg+ 0 ¢'(= doL = J oL o ¢) the moment
map, pgs : M x g* — g* the canonical projection on the second factor, L : TM — T*M the Legendre
transform, with:

@:Mxg— TM/@(x,X) = Xp(x) and ¢' : T"M = M x 6"/ ¢'(§) = (mm(§),J(§))  (52)

The Euler-Poincaré equation can therefore be written under the form:

(&~ b ) UoLo (0, V() = To T (o), V() with 5 =g (2, V() 6

with
H(E) = <§,L’1(§)> —L (L’1(§)> LEET'M,L:TM —»T°M, H:T"M > R.  (54)

Following the remark made by Poincaré at the end of his note [105], the most interesting case
is when the map L: M x g — R only depends on its second variable X € g. The Euler-Poincaré
equation becomes:

(% - “d*wt)) (dL(V(t)) =0 5

We can use analogy of structure when the convex Gibbs ensemble is homogeneous [106]. We can
then apply Euler-Poincaré equation for Lie group thermodynamics. Considering Clairaut’s equation:

$(Q) = (8,Q)—2(p) = (07(Q),Q) —@ (07(Q)) (56)
. o . ) Lo )
with Q = O(B) = B eg*, p=071(Q) € g, a Souriau-Euler-Poincaré equation can be elaborated for
Souriau Lie group thermodynamics:
aQ _ .
o =i 57)
or
d Ad;Q) =0 58
= (adz0) =o. (58)

The first equation, the Euler-Poincaré equation is a reduction of Euler-Lagrange equations using
symmetries and especially the fact that a group is acting homogeneously on the symplectic manifold:

0 S(Q) = (B,Q) — ©(p)
At 0P

= ad;Q and )
dt p {ﬁaB(S)GGrQ aﬁjﬁ)eg*

(59)
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Back to Koszul model of information geometry, we can then deduce an equivalent of the
Euler-Poincaré equation for statistical models

i 20 (") (60)

* O (x*) = (x,x*) — P(x)
dx adix* and o
y=20ecq, =0 cor

We can use this Euler-Poincaré equation to deduce an associated equation on entropy:
ds _ /dp . ao
g <7 Q> + <‘B,adﬁQ> T that reduces to

at’
s /dp o
E—<E,Q>f§ (61)
dueto (¢,adyX) = — (adjg,X) = (B,ad;Q) = (Q adyp) = 0.

d d
With these new equation of thermodynamics d—? = adgQ and T (Ad3Q) = 0, we can observe that

the new important notion is related to co-adjoint orbits, that are associated to a symplectic manifold by
Souriau with KKS 2-form.

We will then define the Poincaré-Cartan integral invariant for Lie group thermodynamics.
Classically in mechanics, the Pfaffian form w = p - dq — H - dt is related to Poincaré-Cartan integral
invariant [107]. Dedecker has observed, based on the relation [108]:

w:aqL-dq—(aqL.q—L)-dt:L.dt+aquwithw:dq—q-dt (62)

that the property that among all forms x = L - dtmodw® the form w = p - dg — H - dt is the only one
satisfying dx = Omod, is a particular case of more general Lepage congruence.

Analogies between geometric mechanics and geometric Lie group thermodynamics, provides the
following similarities of structures:

. L(q) < @(B)
g p
. H(p) < s(Q)
p+Q .
H=p-q—-L<s=(Qp) —@

._dq _oH _ 0s (63)
L T P 70
and
TR
We can then consider a similar Poincaré-Cartan-Souriau Pfaffian form:
w=p-dg—H-dt < w=(Q,(B-dt)) —s-dt = ((Q,B) —s) -dt = P(p) - dt (64)

This analogy provides an associated Poincaré-Cartan-Souriau integral invariant. Poincaré-Cartan
integral invariant [ p-dq— H.dt = [ p-dq— H - dt is given for Souriau thermodynamics by:
a Gy
Jop)-at= [op) di (65)
Ca Gy
We can then deduce an Euler-Poincaré-Souriau variational principle for thermodynamics: The

variational principle holds on g, for variations 8 = 7 + [B, 17|, where #(t) is an arbitrary path that
vanishes at the endpoints, 17(a) = 1(b) = 0:
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f
sf@(B(t)-dt=0 (66)
to

6. Souriau Affine Representation of Lie Group and Lie Algebra and Comparison with the Koszul
Affine Representation

This affine representation of Lie group/algebra used by Souriau has been intensively studied
by Marle [7,100,109,110]. Souriau called the mechanics deduced from this model, “affine mechanics”.
We will explain affine representations and associated notions as cocycles, Souriau moment map and
cocycles, equivariance of Souriau moment map, action of Lie group on a symplectic manifold and dual
spaces of finite-dimensional Lie algebras. We have observed that these tools have been developed in
parallel by Jean-Louis Koszul. We will establish close links and synthetize the comparisons in a table
of both approaches.

6.1. Affine Representations and Cocycles

Souriau model of Lie group thermodynamics is linked with affine representation of Lie group
and Lie algebra. We will give in the following main elements of this affine representation.

Let G be a Lie group and E a finite-dimensional vector space. Amap A : G — Aff(E) can always
be written as:

A(g)(x) =R(g)(x) +6(g)withg € G,x € E (67)

where the maps R:G — GL(E) and 6:G — E are determined by A. The map A is an affine
representation of G in E.

The map 0 : G — E is a one-cocycle of G with values in E, for the linear representation R; it means
that 6 is a smooth map which satisfies, for all g, h € G:

0(gh) = R(g)(6(h)) +6(g) (68)

The linear representation R is called the linear part of the affine representation A, and 6 is called the
one-cocycle of G associated to the affine representation A. A one-coboundary of G with values in E,
for the linear representation R, is a map 6 : G — E which can be expressed as:

0(g) =R(g)(c) —¢c, g€GC (69)
where c is a fixed element in E and then there exist an element ¢ € E such that, forall g € Gand x € E:
A(g)(x) = R(g)(x+¢) —c (70)

Let g be a Lie algebra and E a finite-dimensional vector space. A linear map a: g — aff(E)
always can be written as:

a(X)(x) =r(X)(x) +O(X)with X €g,x € E (71)

where the linear maps r: g — gI(E) and © : g — Eare determined by a. The map « is an affine
representation of G in E. The linear map © : g — E is a one-cocycle of G with values in E, for the linear
representation r; it means that © satisfies, forall X, Y € g

O ([X,Y]) = r(X) (6(Y)) —r(Y) (0(X)) (72)

O is called the one-cocycle of g associated to the affine representation a. A one-coboundary of g with
values in E, for the linear representation 7, is a linear map ® : g — E which can be expressed as:
O(X) =r(X)(c), X € gwhere cis a fixed element in E., and then there exist an element ¢ € E such
that, forall X € gand x € E:

a(X)(x) = r(X)(x +¢)
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Let A: G — Aff(E) be an affine representation of a Lie group g in a finite-dimensional vector
space E, and g be the Lie algebra of G. Let R: G — GL(E) and 6 : G — E be, respectively, the
linear part and the associated cocycle of the affine representation A. Let a : g — af f(E) be the affine
representation of the Lie algebra g associated to the affine representation A: G — Aff(E) of the
Lie group G. The linear part of a is the linear representation r : g — gI(E) associated to the linear
representation R : G — GL(E), and the associated cocycle © : g — E is related to the one-cocycle
6:G — E by:

O(X)=TH (X(e)), X €Eg (73)
This is deduced from:
LX) )| _ AP OO 300) 000+ 7000) 0

Let G be a connected and simply connected Lie group, R : G — GL(E) be a linear representation
of G in a finite-dimensional vector space E, and  : g — gI(E) be the associated linear representation
of its Lie algebra g. For any one-cocycle © : g — E of the Lie algebra g for the linear representation r,
there exists a unique one-cocycle 6 : G — E of the Lie group G for the linear representation R such that:

O(X) = T.0 (X(e)) (75)

in other words, which has @ as associated Lie algebra one-cocycle. The Lie group one-cocycle 6 is a Lie
group one-coboundary if and only if the Lie algebra one-cocycle © is a Lie algebra one-coboundary.

a6 (gezf(tX)) - d(9(g)+R(g;t(9(eXP(tX))) T (TLe(X)) = R(g) (O(x))  (76)

which proves that if it exists, the Lie group one-cocycle 6 such that T.0 = ©® is unique.

6.2. Souriau Moment Map and Cocycles

Souriau first introduced the moment map in his book. We will give the link with previous cocycles
of affine representation.
There exist [x linear application from g to differential function on M:
g — C®(M,R)
X = Jx

7)

We can then associate a differentiable application ], called moment(um) map for the Hamiltonian

Lie group action ®:
J:M—g*
(78)
x — J(x) such that Jx(x) = (J(x),X), X €g

Let ] moment map, for each (X,Y) € g x g, we associate a smooth function G) (XY): M- R
defined by:

O(X,Y) = Jix,y) — Ux, Jy} with {, .} : Poisson Bracket (79)
It is a Casimir of the Poisson algebra C*®(M, R), that satisfies:
O([X,Y],Z2)+0([Y,Z],X) +0O(]Z,X],Y) =0 (80)

When the Poisson manifold is a connected symplectic manifold, the function © (X,Y) is constant
on M and the map:
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O(X,Y):gxg— R (81)

is a skew-symmetric bilinear form, and is called the symplectic Cocycle of Lie algebra g associated to
the moment map J.
Let © : g — g be the map such that for all:

X,Y€g: (O(X),Y) =0(X,Y) (82)

The map O is therefore the one-cocycle of the Lie algebra g with values in g* for the coadjoint
representation X > ady of g associated to the affine action of g on its dual:

a9(X)(§) = ad”x(¢) +O(X), X €g, { e’ (83)

Let G be a Lie group whose Lie algebra is 5. The skew-symmetric bilinear form ® on g = T,G can
be extended into a closed differential two-form on G, since the identity on ® means that its exterior
differential d® vanishes. In other words, @ is a 2-cocycle for the restriction of the de Rham cohomology
of G to left (or right) invariant differential forms.

6.3. Equivariance of Souriau Moment Map

There exists a unique affine action a such that the linear part is a coadjoint representation:

a:Gxg" — g

(84)
a(g,§) = Ad & +0(g)

with <Ad;,,1 & X > = (&, Ady_1X) and that induce equivariance of moment J.

6.4. Action of Lie Group on a Symplectic Manifold

Let @ : G x M — M be an action of Lie group G on differentiable manifold M, the fundamental

field associated to an element X of Lie algebra g of group G is the vectors field Xy on M:
d .
Xm(x) = 71 Pexp(—1x) (x) o With ®g, (P, (x)) = Pg,q, (x) and P (x) = x (85)

@ is Hamiltonian on a symplectic manifold M, if ® is symplectic and if for all X € g, the fundamental
field Xy is globally Hamiltonian.

There is a unique action a of the Lie group G on the dual g* of its Lie algebra for which the moment
map ] is equivariant, that means satisfies for each x € M

J (®g(x)) = a(g,J(x)) = Adg (J(x)) +0(3) (86)

6 :G — g* is called cocycle associated to the differential T.0 of 1-cocyle 6 associated to | at neutral
element e:

(LO(X),Y) =O(X,Y) = Jixy) — x, Jy} (87)

If instead of ] we take the moment map J'(x) = J(x) + u, x € M, where i € g* is constant, the
symplectic cocycle 6 is replaced by:

0'(g) = 0(g) +p— Adgp (88)

where 0/ — 0 = u — Adgp is one-coboundary of G with values in g*.
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Therefore, the cohomology class of the symplectic cocycle 6 only depends on the Hamiltonian
action ®, not on the choice of its moment map J. We have also:

O'(X,Y) =0(X,Y) + (1, [X,Y]) (89)

This property is used by Jean-Marie Souriau [10] to offer a very nice cohomological interpretation
of the total mass of a classical (nonrelativistic) isolated mechanical system. He [10] proves that the
space of all possible motions of the system is a symplectic manifold on which the Galilean group acts
by a Hamiltonian action. The dimension of the symplectic cohomology space of the Galilean group
(the quotient of the space of symplectic one-cocycles by the space of symplectic one-coboundaries) is
equal to 1. The cohomology class of the symplectic cocycle associated to a moment map of the action of
the Galilean group on the space of motions of the system is interpreted as the total mass of the system.

For Hamiltonian actions of a Lie group on a connected symplectic manifold, the equivariance
of the moment map with respect to an affine action of the group on the dual of its Lie algebra has
been proved by Marle [110]. Marle [110] has also developed the notion of symplectic cocycle and
has proved that given a Lie algebra symplectic cocycle, there exists on the associated connected and
simply connected Lie group a unique corresponding Lie group symplectic cocycle. Marle [104] has
also proved that there exists a two-parameter family of deformations of these actions (the Hamiltonian
actions of a Lie group on its cotangent bundle obtained by lifting the actions of the group on itself by
translations) into a pair of mutually symplectically orthogonal Hamiltonian actions whose moment
maps are equivariant with respect to an affine action involving any given Lie group symplectic cocycle.
Marle [104] has also explained why a reduction occurs for Euler-Poncaré equation mainly when the
Hamiltonian can be expressed as the moment map composed with a smooth function defined on
the dual of the Lie algebra; the Euler-Poincaré equation is then equivalent to the Hamilton equation
written on the dual of the Lie algebra.

6.5. Dual Spaces of Finite-Dimensional Lie Algebras

Let g be a finite-dimensional Lie algebra, and g* its dual space. The Lie algebra g can be considered
as the dual of g*, that means as the space of linear functions on g*, and the bracket of the Lie algebra g
is a composition law on this space of linear functions. This composition law can be extended to the
space C®(g*, R) by setting:

{f,8} (x) = (x,[df (x),dg(x)]) , fand g € C(g", R), x € ¢’ (90)

If we apply this formula for Souriau Lie group thermodynamics, and for entropy s(Q) depending
on geometric heat Q:

{s1,92} (Q) = (Q,[ds1(Q), ds2(Q)]) , s1and s, € C¥(g", ), Q €5 o1

This bracket on C*®(g*, R) defines a Poisson structure on g*, called its canonical Poisson structure.
It implicitly appears in the works of Sophus Lie, and was rediscovered by Alexander Kirillov [111],
Bertram Kostant and Jean-Marie Souriau.

The above defined canonical Poisson structure on g* can be modified by means of a symplectic
cocycle @ by defining the new bracket:

{f.8}e (x) = (x, [df (x),dg(x)]) — © (df (x),dg(x)) 92)

with @ a symplectic cocycle of the Lie algebra g being a skew-symmetric bilinear map @ : g x g — R
which satisfies:

O([X,Y],Z2)+0([Y,Z],X)+0([Z,X],Y)=0 (93)
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This Poisson structure is called the modified canonical Poisson structure by means of the symplectic
cocycle . The symplectic leaves of g* equipped with this Poisson structure are the orbits of an affine

action whose linear part is the coadjoint action, with an additional term determined by ©®.

6.6. Koszul Affine Representation of Lie Group and Lie Algebra

Previously, we have developed Souriau’s works on the affine representation of a Lie group used to
elaborate the Lie group thermodynamics. We will study here another approach of affine representation
of Lie group and Lie algebra introduced by Jean-Louis Koszul. We consolidate the link of Jean-Louis
Koszul work with Souriau model. This model uses an affine representation of a Lie group and of a Lie
algebra in a finite-dimensional vector space, seen as special examples of actions.

Since the work of Henri Poincare and Elie Cartan, the theory of differential forms has become
an essential instrument of modern differential geometry [112-115] used by Jean-Marie Souriau
for identifying the space of motions as a symplectic manifold. However, as said by Paulette
Libermann [116], except Henri Poincaré who wrote shortly before his death a report on the work
of Elie Cartan during his application for the Sorbonne University, the French mathematicians did
not see the importance of Cartan’s breakthroughs. Souriau followed lectures of Elie Cartan in 1945.
The second student of Elie Cartan was Jean-Louis Koszul. Koszul introduced the concepts of affine
spaces, affine transformations and affine representations [117-124]. More especially, we are interested
by Koszul’s definition for affine representations of Lie groups and Lie algebras. Koszul studied
symmetric homogeneous spaces and defined relation between invariant flat affine connections to affine
representations of Lie algebras, and characterized invariant Hessian metrics by affine representations
of Lie algebras [117-124]. Koszul provided correspondence between symmetric homogeneous spaces
with invariant Hessian structures by using affine representations of Lie algebras, and proved that a
simply connected symmetric homogeneous space with invariant Hessian structure is a direct product
of a Euclidean space and a homogeneous self-dual regular convex cone [117-124]. Let G be a connected
Lie group and let G/K be a homogeneous space on which G acts effectively, Koszul gave a bijective
correspondence between the set of G-invariant flat connections on G/K and the set of a certain class
of affine representations of the Lie algebra of G [117-124]. The main theorem of Koszul is: let G/K
be a homogeneous space of a connected Lie group G and let g and k be the Lie algebras of G and K,
assuming that G/K is endowed with a G-invariant flat connection, then g admits an affine representation
(f.9) on the vector space E. Conversely, suppose that G is simply connected and that g is endowed with
an affine representation, then G/K admits a G-invariant flat connection.

Koszul has proved the following [117-124]. Let Q) be a convex domain in R" containing no
complete straight lines, and an associated convex cone V(Q) = {(Ax,x) € R" x R/x € O,A € Rt}
Then there exists an affine embedding:

e Vv(Q) (94)

E:erH[T

If we consider # the group of homomorphism of A(n, R) into GL(n + 1, R) given by:

s€ A(nR) — { f(os) q(ls) € GL(n+1,R) (95)
and associated affine representation of Lie algebra:
foa
96
{ o 0 (96)

with A(n, R) the group of all affine transformations of R”. We have 17 (G(Q)) C G (V(€Q))) and the pair
(1, £) of the homomorphism 7 : G(Q2) — G (V(Q2)) and the map ¢: Q — V(Q) is equivariant.
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A Hessian structure (D, g) on a homogeneous space G/K is said to be an invariant Hessian
structure if both D and g are G-invariant. A homogeneous space G/K with an invariant Hessian
structure (D, g) is called a homogeneous Hessian manifold and is denoted by (G/K, D, g). Another
result of Koszul is that a homogeneous self-dual regular convex cone is characterized as a simply
connected symmetric homogeneous space admitting an invariant Hessian structure that is defined
by the positive definite second Koszul form (we have identified in a previous paper that this second
Koszul form is related to the Fisher metric). In parallel, Vinberg [125,126] gave a realization of a
homogeneous regular convex domain as a real Siegel domain. Koszul has observed that regular
convex cones admit canonical Hessian structures, improving some results of Pyateckii-Shapiro that
studied realizations of homogeneous bounded domains by considering Siegel domains in connection
with automorphic forms. Koszul defined a characteristic function ¢ of a regular convex cone (),
and showed that i = Ddlogy, is a Hessian metric on () invariant under affine automorphisms of ().
If (3 is a homogeneous self dual cone, then the gradient mapping is a symmetry with respect to the
canonical Hessian metric, and is a symmetric homogeneous Riemannian manifold. More information
on Koszul Hessian geometry can be found in [127-136].

We will now focus our attention to Koszul affine representation of Lie group/algebra. Let G a
connex Lie group and E a real or complex vector space of finite dimension, Koszul has introduced an
affine representation of G in E such that [117-124]:

E—E
(97)
a—saVs e G

is an affine transformation. We set A(E) the set of all affine transformations of a vector space E, a Lie
group called affine transformation group of E. The set GL(E) of all regular linear transformations of E,
a subgroup of A(E).

We define a linear representation from G to GL(E):

£: G — GL(E)

(98)

s+ f(s)a=sa—soVaeE

and an application from G to E:

q:G—E

99)
s q(s) =soVs € G
Then we have Vs, t € G:
£(s)q(t) + q(s) = q(st) (100)

deduced from £(s)q(t) + q(s) = sq(t) — so + so = sq(t) = sto = q(st).
On the contrary, if an application g from G to E and a linear representation f from G to GL(E)
verify previous equation, then we can define an affine representation of G in E, written (f, q):

Aff(s):arrsa=1£(s)a+q(s) Vs € G Va€ E (101)

The condition f(s)q(t) + q(s) = q(st) is equivalent to requiring the following mapping to be
an homomorphism:

Aff:s€G s Aff(s) € A(E) (102)
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We write f the linear representation of Lie algebra g of G, defined by f and g the restriction to g of
the differential to q (f and g the differential of f and q respectively), Koszul has proved that:

fX)q(V) = f(V)q(X) = q (X, Y]) VX, Y €g

(103)
with f : g — gl(E)and g : g — E
where gI(E) the set of all linear endomorphisms of E, the Lie algebra of GL(E).
Using the computation,
dq(s-et -s1 _
(ady) = BT g fna(s ) + () (108
=l
We can obtain:
dq(Ad,xY

(e v)) = AT px)g00a(0) + K6 F0) (X)) + X)) 105)

where e is the unit element in G. Since f(e) is the identity mapping and q(e) = 0, we have the equality:
FX)q(Y) = F(V)q(X) = g (IX,Y]).

A pair (f,q) of a linear representation f of a Lie algebra g on E and a linear mapping q from g to E
is an affine representation of g on E, if it satisfies f(X)q(Y) — f(Y)q(X) =q ([X,Y]) .

Conversely, if we assume that g admits an affine representation (f,¢q) on E, using an affine
coordinate system {x!,..,x"} on E, we can express an affine mapping v — f(X)v+¢(Y) by an
(n+1) x (n+ 1) matrix representation:

aff(X) = (106)

where f(X) is a n X n matrix and g(X) is a n row vector.
X — aff(X) is an injective Lie algebra homomorphism from g in the Lie algebra of all (1 + 1) x
(n + 1) matrices, gl (n +1,R):

g— gl(n+1,R)

X —aff(X) (107)

If we denote g, = aff(g), we write G, s the linear Lie subgroup of GL(n + 1, R) generated by
8,7f- An element of s € G,y is expressed by:

Aff(s) = [ f(os) q(ls) } (108)

Let M,fs be the orbit of G, through the origin o, then M,rr = q(Gurr) = Gupr/Kypr where
Kaff = {S € Guff/q(s) = 0} = Ker (q).

Example. Let Q) be a convex domain in R” containing no complete straight lines, we define a convex
cone V(Q) in R"*! = R" x Rby V(Q) = {(Ax,x) € R" x R/x € Q,A € R*}. Then there exists an
affine embedding:

X

1| € V() (109)

E:erH[
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If we consider # the group of homomorphism of A(n, R) into GL(n + 1, R) given by:

f(s)

s€ A(n,R) — |:
0

q(s)

€ GL(n+1,R) (110)

with A(n, R) the group of all affine transformations of R". We have 17 (G(Q))) C G (V(Q)) and the
pair (17, £) of the homomorphism 7 : G(Q)) — G (V(Q)) and the map ¢ : QO — V(Q) is equivariant:

los=mn(s)olanddlos =1n(s)odl

(111)

6.7. Comparison of Koszul and Souriau Affine Representation of Lie Group and Lie Algebra

We will compare, in the following Table 1, affine representation of Lie group and Lie algebra from

Souriau and Koszul approaches:

Table 1. Table comparing Souriau and Koszul affine representation of Lie group and Lie algebra.

Souriau Model of Affine Representation of Lie

Koszul Model of Affine Representation of Lie

Groups and Algebra Groups and Algebra
Aff(s):arrsa=1£(s)a+q(s) VseGVackE
A(g)(x) = R(g)(x) + 6(g) with g € G,x € E £:G = GL(E)
R:G - GL(E) and 0:G — E s f(sja=sa—so VackE
q:G—E

s q(s)=s0 VseG

0(gh) = R(g)(8(h)) +6(g) withg,h € G
0 : G — E is a one-cocycle of G with values in E,

q(st) = £(s)q(#) +q(s)

a(X)(x) =r(X)(x) +O(X)withX e g, x € E
The linear map ® : g — E is a one-cocycle of G with
values in E: ©(X) = T,0 (X(e)), X € g

v f(X)o +4(Y)
f and g the differential of f and q respectively

O ([X,Y]) = r(X) (©(Y)) —r(Y) (O(X))

q([XY]) = f(X)q(Y) = f(Y)q(X) VX, Y € &
with f: g — gl(E)andg:g+— E

o arpi = [ 100 400
none Aff(s) = { f(Os) q(lS) }

6.8. Additional Elements on Koszul Affine Representation of Lie Group and Lie Algebra

Let {xl, %2, ..., x" } be alocal coordinate system on M, the Christoffel’s symbols l"fj of the connection

D are defined by:

oxl

The torsion tensor T of D is given by:

T(X,Y) = DxY — DyX — [X,Y]

a a n k
(22)- L

1 9xk

k=1

The curvature tensor R of D is given by:

R(X,Y)Z = DxDyZ — DyDxZ — Dix y)Z
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o k; 17 9xk

k9 (112)
(113)

with T = T, — T (114)
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R 0 9\ _ 9 h R ar;'/ al oyt — T 11
o o ) od kalaz"‘”t K= @*W+Z< km — LT ) (116)

The Ricci tensor Ric of D is given by:

Ric(Y,Z) = Tr{X - R(X,Y) Z} 117)

(9
Rj = Ric (a] Bxk> ZRkU (118)

In the following, we will consider a homogeneous space G/K endowed with a G-invariant
flat connection D (homogeneous flat manifold) written (G/K, D). Koszul has proved a bijective
correspondence between the set of G-invariant flat connections on G/K and the set of affine
representations of the Lie algebra of G. Let (G, K) be the pair of connected Lie group G and its
closed subgroup K. Let g the Lie algebra of G and k be the Lie subalgebra of g corresponding to K.
X* is defined as the vector field on M = G/K induced by the 1-parameter group of transformation
e tX. We denote Ayx- = Ly« — Dx+, with Ly~ the Lie derivative.

Let V be the tangent space of G/K at 0 = {K} and let consider, the following values at o:

f(X) = Axo (119)

q(X) = X; (120)

where Ax+Y* = —Dy« X" (where D is a locally flat linear connection: its torsion and curvature tensors
vanish identically), then:

FUXY]) = [F(X), f(Y)] (121)

fF(X)q(Y) = f(¥)q(X) = q ([X,Y]) (122)

where ker (k) = g, and (f, ) an affine representation of the Lie algebra g:

VXeg,Xa):():f “+q )>aaxf (123)

The 1-parameter transformation group generated by X, is an affine transformation group of V,
with linear parts given by e~*/(X) and translation vector parts:

FX)" () (124)

These relations are proved by using:
Ax:Y* — Ay=X* = [X*, Y¥]
with Ax:Y* = —Dy- X" (125)

[Ax-, Ay:] = Ay

based on the property that the connection D is locally flat and there is local coordinate systems on M
such that D 5 % = 0 with a vanishing torsion and curvature:
oxt

T(X,Y) = 0= DxY — DyX = [X,Y] (126)

R(X,Y)Z = 0= DxDyZ — DyDxZ = Dixy|Z (127)

deduced from the fact the a locally flat linear connection (vanishing of torsion and curvature).
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Let w be an invariant volume element on G/K in an affine local coordinate system {x!,x2, ..., x"}
in a neighborhood of o:

=3 dx' A ... Adx" (128)

We can write X* =Y Xi% and develop the Lie derivative of the volume element w:
/0

Ly-w = (Lx-®) dx! Ao Adx" + DX A+ ALgdx) A--- Adx" = <X*<I> + (2 %) qn) dxV AL Adx! (129)
] ]

Since the volume element w is invariant by G:

j j
Lyw=0= X"®+ (2 g’%) @ =0= X'logd = 72% (130)
T ox T ox

By using Ax+Y* = —Dy+X*, we have:

24k
(D;j(fb@) (%) =Dy (AX~ (%)) . (Dﬁﬁ) =-DasDs ();;&%) = —;rgﬂ% (131)

axl 9

But as D is locally flat and X* is an infinitesimal affine transformation with respect to D:

aZXk
Dy (Ax)=0=> —5—= 132
2 (Ax) Sriad (132)

The Koszul form and canonical bilinear form are given by:
dlog® | ;
= —dx' = Dlog® 133
#= L 5 d' = Dlog (133)
logd ;.

= ] =

Da=Y" e dx'dx) = Ddlog® (134)

ij
92/

St =0 (139

j
Lx-a = Ly-Dlog® = DLx-logd = DX*logd = —D (Z ‘;’2) --y
~ Jx. -
] Zi

Then, Lx+a =0VX € g.

By using X*log® = —)_ %, we can obtain:
i .
a(X*) = (Dlog®) (X*) = Dx-logd = 72% (136)
- & Lya—o X708 = ; 9x/
By using Ax+Y* = —Dy+ X", we can develop:
d ' 9
Axs | == | =-D X' =-) -~ — 137
X (ax1> pet Z 9x/ 9xi (137)
As f(X) = Ax+o and q(X) = X
ox' .
Tr ((X)) = Tr (Ax-) = =1 575 (0) = (X5) = a0 (4(X)) (138)

— Jx'

If we use that Lx+a = 0 VX € g, then we obtain:

(Da) (X", Y*) = (Dy-a) (X*) = — (Ay-a) (X7) = ~ Ay (1(X")) + o (Ay-X) =  (Ay-X") (139)
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Dag (4(X),4(Y)) = a0 (f(Y)q(X)) (140)

To synthetize the result proved by Jean-Louis Koszul, if «, and Dx, are the values of « and Da
at o, then:

a (9(X)) =Tr (f(X)) VX €g (141)
Da, (9(X),q(Y)) = (9(X),q(Y)), = a0 (f(X)q(Y)) VX,Y € (142)

Jean-Louis Koszul has also proved that the inner product (.,.) on V, given by the Riemannian
metric g;;, satisfies the following conditions:

(f(X)q(Y),q(2)) +{q(Y), f(X)q(2)) = {f(Y)q(X),q(Z)) + (a(X), f(Y)q(2)) (143)

To make the link with Souriau model of thermodynamics, the first Koszul form
« = Dlog® = Tr (f(X)) will play the role of the geometric heat Q and the second koszul form
Da = Ddlog® = (q(X), q(Y)), will be the equivalent of Souriau-Fisher metric that is G-invariant.

Koszul theory is wider and integrates “information geometry” in its corpus. Koszul [117-124]
has proved general results, for example: on a complex homogeneous space, an invariant volume
defines with the complex structure, an invariant Hermitian form. If this space is a bounded domain,
then this hermitian form is positive definite and coincides with the classical Bergman metric of this
domain. During his stay at Institute for Advanced Study in Princeton, Koszul [117-124] has also
demonstrated the reciprocal for a class of complex homogeneous spaces, defined by open orbits of
complex affine transformation groups. Koszul and Vey [137,138] have also developed extended results
with the following theorem for connected hessian manifolds:

Theorem 3 (Koszul-Vey Theorem). Let M be a connected hessian manifold with hessian metric g. Suppose
that M admits a closed 1-form « such that Do = g and there exists a group G of affine automorphisms of M
preserving o:

e If M/G is quasi-compact, then the universal covering manifold of M is affinely isomorphic to a
convex domain Q) of an affine space not containing any full straight line.
o IfM/G is compact, then ) is a sharp convex cone.

On this basis, Koszul has given a Lie group construction of a homogeneous cone that has been developed
and applied in information geometry by Shima and Boyom in the framework of Hessian geometry. The results of
Koszul are also fundamental in the framework of Souriau thermodynamics.

7. Souriau Lie Group Model and Koszul Hessian Geometry Applied in the Context of
Information Geometry for Multivariate Gaussian Densities

We will enlighten Souriau model with Koszul hessian geometry applied in information
geometry [117-124], recently studied in [3,9,139]. We have previously shown that information geometry
could be founded on the notion of Koszul-Vinberg characteristic function i (x) = [ e~ 8dg, vx € O

Q*

where ) is a convex cone and ) the dual cone with respect to Cartan-Killing inner product
(x,y) = —B(x,0(y)) invariant by automorphisms of 2, with B (.,.) the Killing form and 6(.) the
Cartan involution. We can develop the Koszul characteristic function:

2
Pa(x + Au) = pa(x) — A {x*,u) + % (K(x)u,u) + ... (144)
with x* = diix) , @(x) = —logpn(x) and K(x) = dqul(zx) (145)
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This characteristic function is at the cornerstone of modern concept of information geometry,
defining Koszul density by solution of maximum Koszul-Shannon entropy [140]:

Max | = [ ps(§)logps(¢) d¢ | such that [ ps()d; =1and [ & ps(@)de=C  (146)

Pe(d) = gzt = O(B) = "5 where () = —logyn(p)
valp) = [ e P9z, S(E) == [ pelé)logps(6) - dg and p = ©7(E) (147)

S(§) = (&.B) —@(p)
This last relation is a Legendre transform between the logarithm of characteristic function and
the entropy:

logps(¢) = — (¢, B) + P(B)

S(8) = = | pe(&) -logpy(@) de = —E [logps(2)] (148)

S(&) = (E[], ) — D(B) = (&, B) — ®(B)

The inversion ®1({) is given by the Legendre transform based on the property that the
Koszul-Shannon entropy is given by the Legendre transform of minus the logarithm of the
characteristic function:

S(&) = (B,&) — d(B) with D(B) = flogJ, e hldz Ve Qand Ve e QF (149)
O*

We can observe the fundamental property that E[S(¢)] = S(E[E]) , ¢ € OF, and also as
observed by Maurice Fréchet that “distinguished functions” (densities with estimator reaching the
Fréchet-Darmois bound) are solutions of the Alexis Clairaut equation introduced by Clairaut in 1734 [141],
as illustrated in Figure 8:

S@) = (07'(@),¢) —@[e7'(@)| vé e {o(p)/p € O} (150)

(55) u=0u — )

cest-a-dire une équation de Clairaut. La solution ¢’ = constante réduirait f(x, ),
d’aprés (48) & une fonction indépendante de #, cas o1 le probléme n’aurait plus
de sens. p est donc donné par la solution singuliére de (55), qui est unique et
s'obtient en éliminant s entre 4 = 6 5 — wy(s) et § = ¥'(s) ou encore entre

Figure 8. Clairaut-Legendre equation introduced by Maurice Fréchet in his 1943 paper [141].

Details of Fréchet elaboration for this Clairaut(-Legendre) equation for “distinguished function”
is given in Appendix A, and other elements are available on Fréchet’s papers [141-144].
In this structure, the Fisher metric I(x) makes appear naturally a Koszul hessian geometry [145,146],

if we observe that
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logp; (&) = — (&,B) + ®(B)

S(8) = = | pe(é) -logpy(@) e = ~E [logp (0)| (151)

S(8) = (E[2], B) — (B) = (£, B) — ®(B)

Then we can recover the relation with Fisher metric:

1) = —E {azlog”ﬁ(@} _ {32 (— (& B) +<1>(,5))} o)

9P 9P 9P
£ aq;i(m (152)
P) b T . .
1B) = { IO%’;ﬁ@ 10%,25@ } —E[6-8) (-] =E [~ E[] = var(e)

. . . . . 2P %S
with Crouzeix relation established in 1977 [147,148], =

B a2
space, where entropy S and (minus) logarithm of characteristic function, ®, are dual potential functions.

The first metric of information geometry [149,150], the Fisher metric is given by the hessian of the
characteristic function logarithm:

-1
} giving the dual metric, in dual

%1 2 2
18) = —E { oag/;ﬁ(f;)} _ 2 ;I;(f) _d 10%?(!3) (153)
ds3 = dpT1(B)dp = Y gydfidf; with g = [1(B)]; (154
ij

The second metric of information geometry is given by hessian of the Shannon entropy:

Ps(E) [P - o s
856(2@ = [T wins@) = @p) - o (155)
dsy = déT [azsff)} d& =Y hyjdé;dé; with hy; = {azsi(f)} (156)
9 7 a¢ i
Both metrics will provide the same distance:
ds = dsj, (157)

From the Cartan inner product, we can generate logarithm of the Koszul characteristic function,
and its Legendre transform to define Koszul entropy, Koszul density and Koszul metric, as explained
in the following Figure 9:
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(-.)inner product from Cartan - Killing Form:

(2.8)=-B(Z.6(p) with B(éﬁ(ﬁ)l:'Tf(Ad;;Adw))

S@é)= <§ ﬁ> -0(p) Legendre Transform  ®()=—logy,(f)
SG=-[p.Olog p. () (U vith o (f)= [
- -(e7(.¢) 2
e i _09(p) _05()
P_ (5) - J‘ef<®-‘(‘)c“>d§ 6 G)(/B) 6,6 ﬂ é.f
[o} A A
I(B)= _E[M} ds; = Zg,.jdﬁidﬂj i . ds; = ;hijdgidfj
op i ds? = ds;, .
- . [0 N e ((9)
[(ﬁ):_@;f) with g, —{ B L with 7 [ Py )

Figure 9. Generation of Koszul elements from Cartan inner product.

This information geometry has been intensively studied for structured matrices [151-166] and in
statistics [167] and is linked to the seminal work of Siegel [168] on symmetric bounded domains.

We can apply this Koszul geometry framework for cones of symmetric positive definite matrices.
Let the inner product (,&) = Tr (7€), V5, & € Sym(n) given by Cartan-Killing form, Q be the set of
symmetric positive definite matrices is an open convex cone and is self-dual (O* = Q.

(n,8) ="Tr (1), ¥, € Sym(n)
ya(p) = [ P2 = det(§)~"F ya(ly)

(158)
= 0@(p) _ d(—logya(p)) _ ”+1'371
B B 2
_ —1(% —1(% 2~ _ -1
pa(8) =e ©71@.0)+2©071 @) =y, (1) - [det <a§ 1)} P ()
. n+1 (159)
withaw = ——
2
We will in the following illustrate information geometry for multivariate Gaussian density [169]:
] 1 Tp-1
. -+ S —5(z=m) R7(z—m)
= e 2 160
Pe(®) (27)"/2 det(R)'/? (160
If we develop:
1 (z—m) R (z—m) = 1 [zTR™ 1z = mTR™1z — 2TR"Ym + mTR~1m]
2 2 (161)

1
= EZTR’lz —mTRz+ tmTR"'m

We can write the density as a Gibbs density:

_ 1 CemTRz412TR 1 1 e
pe(§) = (27[)”/2det(R)l/ze%mTR”me [-mTR-z+12TR12) _ 1 —(ep)
—R7lm
| oz _ | oa (162)
SRS

with (&, B) =aTz+zTHz = Tr [zaT + HTzzT]
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We can then rewrite density with canonical variables:

1
T [ e Pz
Q*

=)o

with (¢, B) = Tr [zaT + HzzT]

e (6h) = %e’@"” with log (Z) = nlog(27) + %logdet(R) + %mTR’lm
m [a] —R7'm
R+mm! |’ F=lhu |~ lp (163)
2

R=E {(z —m) (z— m)T} =E [zz" —mz" —zm™ + mm"] = E [zz"] — mm"

pe(@)

The first potential function (free energy/logarithm of characteristic function) is given by:

pa(B) = [ e P .dg

o (164)
and ®(B) = —logypa(B) = % [~ Tr [H'aa"] +1og [(2)"detH] — nlog (27)]
We verify the relation between the first potential function and moment:
90(p) _ 9[~logya(p)] _ e (&P _ . _¢
O*
29 (p) (165)
o0P(B) _ da _ m _¢
B 9D (B) R+ mmT
oH

The second potential function (Shannon entropy) is given as a Legendre transform of the first one:

S(E) = (&) — (p) with 25 — Gand 28 —
; — e (04 (166)
5(6)= _({* IE*EC'ﬁz-dglog T efﬁi,ﬁi.dg ¢ = _d[ pe(§)logps(§) - dg
a* A
5@ = 7('1[ pe(E)logps(¢) -de = % [log(2)"det [H!] + nlog (27 - ¢)] = % [logdet [R] + nlog (277 - ¢)] (167)

This remark was made by Jean-Souriau in his book [10] as soon as 1969. He has observed, as

illustrated in Figure 10 that if we take vector with tensor components { = , components of

z
z®z
¢ will provide moments of the first and second order of the density of probability p g(é ). He used this
change of variable z/ = H'/2z + H~1/24, to compute the logarithm of the characteristic function ®(B):
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Exemple : (loi normale) :
x
Prenons le cas ¥ = R", 1 = mesure de Lebesgue, ¥{x) = H
> x & x
i un ¢lément Z du dual de E peut se définir par la formule

Z{Px))=a.x +ix. H.x

i [ae R"; H = matrice symétrique]. On vérifie qué la convergence de 'inté-
3_%_ grale Jp a lieu si la matrice*H est positive ('); dans ce cas la loi de Gibbs
%'s‘appclk: Ioi normale de Gauss ; on calcule facilement [ en faisant [e chan-
&, gement de variable x* = H'Y x 4 H~Y2 4 (*); il vient

| z=4%[a.H '.a — log (dét (H)) + nlog (2 m)]

i alors la convergence de f; a lieu également ; on peut donc calculer Mf, qui
g est défini par les moments du premier et du second ordre de la loi (16.196) ;
* le calcul montre que le moment du premier ordre est égal 4 — H™ ' a
el que les composantes du tenseur varignce (16.196) sont égales aux
¢léments de la matrice H ~* ; le moment du second ordre s’en déduit immé-
diatement. i
La formule (16.200%7) donng Pentropie :

I 5= % log (2 me) — -% log (dét (F))

(") Veoir Calad linéaire, tome II.
(*) Cest-i-dire en recherchant image de la loi par Papplication x -+ x®.

Figure 10. Introduction of potential function for multivariate Gaussian law in Souriau book [10].

We can finally compute the metric from the matrix g;;:

2 Tp-1 1 -1 2
ds :Izj:gijdeide:dm R-Mdm + STr (R dR) (168)

and from classical expression of the Euler-Lagrange equation:

ST U 1 [ogjx  9gjk | 98
gikdi+ Y Tinbif; =0, k=1,..,nwith T;; = ~ { 2y Oy o (169)
g ikYi ,',]'2:11 1Jk¥1v] ij 2 89,' 39]' a@k
That is explicitely given by [170]:
Y
R+mm ARR R=0 (170)
fit—RR 1 =0

We cannot integrate this Euler-Lagrange equation. We will see that Lie group theory will provide
new reduced equation, Euler-Poincaré equation, using Souriau theorem.

We make reference to the book of Deza that gives a survey about distance and metric space [171].

The case of Natural Exponential families that are invariant by an affine group has been studied by
Casalis (in 1999 paper and in her Ph.D. thesis) [172-178] and by Letac [179-181]. We give the details
of Casalis” development in Appendix C. Barndorff-Nielsen has also studied transformation models
for exponential families [182-186]. In this section, we will only consider the case of multivariate
Gaussian densities.

8. Affine Group Action for Multivariate Gaussian Densities and Souriau’s Moment Map:
Computation of Geodesics by Geodesic Shooting

To more deeply understand Koszul and Souriau Lie group models of information geometry,
we will illustrate their tools for multivariate Gaussian densities.

Consider the general linear group GL (1) consisting of the invertible n X n matrices, that is a
topological group acting linearly on R" by:
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GL(n) x R" — R"

(A, x) — Ax (71)

The group GL(n) is a Lie group, is a subgroup of the general affine group GA(n), composed of
all pairs (A, v) where A € GL(n) and v € R", the group operation given by:

(A1,01) (A2, 02) = (A1Az, Ava + 1) (172)

GL(n) is an open subset of R",and may be considered as n2-dimensional differential manifold with the
same differentiable structure than R"’. Multiplication and inversion are infinitely often differentiable
mappings. Consider the vector space gI(n) of real n x n matrices and the commutator product:

gln) x gl(n) — gl(n)
17.
(A,B) — AB— BA = [A, B] (173)
This is a Lie product making g/(n) into a Lie algebra. The exponential map is then the mapping
defined by:
exp:gl(n) — GL(n)
o 174
Arsexp(A)= Yy 4 (a7

nr
n=0

Restricting A to have positive determinant, one obtains the positive general affine group GA (1)
that acts transitively on R"” by:

((Av),x) — Ax+v (175)

In case of symmetric positive definite matrices Sym™ (1), we can use the Cholesky decomposition:
R=LLT (176)

where L is a lower triangular matrix with real and positive diagonal entries, and LT denotes the
transpose of L, to define the square root of R.

Given a positive semidefinite matrix R, according to the spectral theorem, the continuous
functional calculus can be applied to obtain a matrix R!/? such that R'/? is itself positive and
RY/2R1/2 = R. The operator R'/? is the unique non-negative square root of R.

N, = {X(u,X)/pu € R",Z € Sym™,} the class of regular multivariate normal distributions,
where y is the mean vector and X is the (symmetric positive definite) covariance matrix, is invariant
under the transitive action of GA(n). The induced action of GA(n) on R" x Sym™, is then given by:

GA(n) x (R" x Sym*™n) — R" x Sym™n

a77)
(A0), (12) — (Ap+v, AZAT)
and
GA(n) x R" — R"
(178)
((Av),x) — Ax+v
As the isotropy group of (0, I,) is equal to O(n), we can observe that:
Ny = GA(n)/O(n) 179)

N, is an open subset of the vector space T, = {(17,Q) /1 € R",Q) € Sym,,} and is a differentiable
manifold, where the tangent space at any point may be identified with T,,.
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The Fisher information defines a metric given to N, a Riemannian manifold structure. The inner
product of two tangent vectors (171, Q1) € Ty, (112, Y2) € Ty at the point (y, %) € N, is given by:

_ 1 _ _
Suxy) (11, ), (11, 01)) = p{ = i + 5T (2 ol 102) (180)

Niels Christian Bang Jesperson has proved that the transformation model on R" with parameter
set R" x Sym™, are exactly those of the form p,s = f,zA where A is the Lebesque measure,
where f, 5 (x) = h ((x - (x— ;4)) /det (£)? and h ; [0, 400 — R™ is a continuous function

Foo n
with [ h(s)sZlds < +oo. Distributions with densities of this form are called elliptic distributions.
0
To improve understanding of tools, we will consider GA(n) as a sub-group of affine group,

that could be defined by a matrix Lie group Gy, that acts for multivariate Gaussian laws, as illustrated

in Figure 11:
(m,R) € R" x Sym™ (n)
Y RYZ m X RY2X +m
11| o 1 1| 1 ’ RYZ
M= 0 1 EGuff (181)

X ~R(0,I) = Y =~ X(m,R)

We can verify that M is a Lie group with classical properties, that product of M preserves the
structure, the associativity, the non-commutativity, and the existence of neutral element:

M- M, = RY? my | | RY? my | _ | RYZRY? RYPmy+my
0 1 0 1 0 1
My M, = RY? my | | RY? my | _ | RYPRY? Ry Pmy +my
0 1 0 1 0 1
(182)
My -M; € Gﬂff
M, - M, € Gﬂff
=4 My-My; # M- My
M;y - (Mz ~M3) = (M1 'Mz) - Mj
My -1=M
We can also observe that the inverse preserves the structure:
RY2 B B B R-1/2 _R-1/24
- 0 1 :>MR1:ML1:M 1 0 1 € Gufs (183)

To this Lie group we can associate a Lie algebra whose underlying vector space is the tangent
space of the Lie group at the identity element and which completely captures the local structure of
the group. This Lie group acts smoothly on the manifold, and acts on the vector fields. Any tangent
vector at the identity of a Lie group can be extended to a left (respectively right) invariant vector field
by left (respectively right) translating the tangent vector to other points of the manifold. This identifies
the tangent space at the identity g = T7(G) with the space of left invariant vector fields, and therefore
makes the tangent space at the identity into a Lie algebra, called the Lie algebra of G.

4 Gaff — Gagy : Gafr — Gagy
LG'{ Mes LyN = M-N MRy v R N N.M (184)
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Y~N(mR) .

Action of Affine Lie Group-

R m| .
DU
(m,R) € Sym(n)x R"

e e

X 2 N(0,1) > N(m,R)

X ~N(0,1)

Figure 11. Affine Lie group action for multivariate Gaussian law.

Considering the curve 7(t) and its derivative (¢):

.1/2 .
) = [ Rl/g(i) mit) } and (1) = [ R 0(t) m(gt) } (185)

We can consider the curve with the point (0) moved at the identity element on the left or on the
right. Then, the tangent plan at identity element provides the Lie algebra:

TL(t) = Lyt (7(6) = [ R—1/2§1/2(t) R-172 (n;(t) —m) ] as6)
12 _
ft(‘)‘zzo = R*l/zlg (0) R*l/im(ﬂ) } =4 (Ly 1(’y(t)))|t:0 = dLy 17(0) = dLy 1M (187)
Lie algebra on the right and on the left is the defined by:
ALy : Tm(G) — ar
W s Qp = dLyg it = Mg = | RPRE R0 } (188)
0 0
dR -1 : T (G) — gr
M Qg = R, M= MM = R*l/;RI/Z i R*;/ZRl/zm } (189)

We can then observe the velocities in two different ways, either by placing in a fixed outside
frame, either by putting in place of the element in the process of moving by placing in the reference
frame of the element.

Xit) M { e X(()t) o { Xit) } with x fixed (190)
{ x(lt) } _ >1< N { *g) } -0 [ 51( } with X fixed (191)

In the following, we will complete the global view by the operators which will allow to link
algebra (from the left or the right) between them and also connect to their dual. We will first consider
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the automorphisms, the action by conjugation of the Lie group on itself that allows this operator to
carry a member of the group.

AD:GxG— G

(192)
M,N — ADyN = M.N.M~!
M, = R%/Z my M, — R%/z ma
! o 1 |7 0 1
1/2 1/2 1/2 (193)
ADy, My = R%) —Ry "my + fl my + my

If now we consider a curve N(t) curve on the manifold via the identity at t = 0. Its image by the
previous operator will be then curve ¢ = M - N(t) - M~ ! passing through identity element at t = 0.
As N(0) is an element of the Lie algebra and its image by previous conjugation operator is called the
Adjoint operator:

Ad:Gxg—g
N(0) =1 (194)
M, n+— Adyn = Man.M™! = %‘ (ADyN(t)) with . 0)
=0 N()=necg
We can then compute the Adjoint operator for the previous Lie group:
[ RE]/ZR;/Z Ry Y2y } [ R2—1/2R;/2 _R2—1/2R;/2m+n‘12 }
mL = s MR =
0 0 0 0
172 172 172 (195)
RyY2Ry T =Ry VAR, Ty + Ry Tmy + RY Piiny

Adpynop = nog and Adppnog = l: , AdMl MR = ML

0 0

We recall that the Lie algebra has been defined as the tangent space at the identity of a Lie group.
We will then introduce a Lie bracket [, .], the expression of the operator associated with the combined
action of the Lie algebra on itself, called an adjoint operator. The adjoint operator represents the action
by conjugation of the Lie algebra on itself and is defined by:

ad:gxXg—g

700 — (196)
nm—adyn=m-n—n-m= % o (Adpn(t)) = [m,n] with { NO)=neg

MO)=meg
We can then compute this operator for our use case:
_ -1/2 _ . _ -1/2 _ .
| RIVPRYT RV | RyVPRy T Ry Vi
nir , Mop, = (197)
0 0 0 0

172 172
0 R;V? (Rl iy — Ry ml) Ry /2
ady, nop = [nyp, nor) = (198)

0 0

-1/2 -1/2 . -1/2 -1/2 .
0 R;V2R (—R;“ZRZ m2+m2>—R;”2R2 (—R;]“Rl m1+m1>} (199)

ady, noR = [n1R, M2r] = [
0
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To study the geodesic trajectories of the group, we consider the Lagrangian from the total kinetic
energy (a quadratic form on speeds). It may therefore in particular be written in the left algebra “left”,
with the scalar product associated with the metric.

1 1
E; = 5 (np,np) = ETr {n{nL} (200)

If we consider as scalar product:

(,):g*xg—R

(201)
knws (kn)=Tr (an)
and left algebra:
R2RV? R/2
np = (202)
0 0

we obtain for the total kinetic energy

E, = 1 (Tr (R’lR) +n'1TR’lr'rz) (203)
2

We will then introduce the coadjoint operator that will enable us to work on the elements
of the dual algebra of the Lie algebra defined above. Like algebra, which is physically the space
of instantaneous speeds, the dual algebra is the space of moments. For the dual of left algebra,
the moment is given by:

__OEp

m=g

=n (204)

Where E| is the kinetic energy of the system and is currently associated with I} is an element of
the left algebra. The moment space is the dual algebra, denoted g*, associated with the Lie algebra g.
This value is deduced from the computation:

<85L/5u> _ iy Erlnte-ou) — Er(nr)
L

) e—0 €

with Ep (np +¢-8U) = % (np+edU,np +¢-0U) = % (np +e-6U)T (np +¢-8U) (205)
JEr ., 1 T _ 9EL _

<anL,(su> =2 2tr (nfeU) = (ny,6U) = oy ny,

Then the moment map is given by:

ap:ig— gt

206
nyp —r HL =1L ( )

We can observe that the application that turns left algebra into dual algebra is the identity

application but, physically, the first are moments and the seconds are instantaneous speeds.
We can also define the moment Il associated to the right algebra 77 by:

(I, np) = <HL,M*1nRM> = (Ilg, ng) 207)
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But as I'T; = n;, we can deduce that:

<HL,M7]V£RM> = <HR, )1R>
RY2 1/2
0 1

R-1/2R

with M =
0

R-1/2, 4 r12RY% i re12R
an =
" 0 0 (208)

= Il =

.1/2 . .
R™V2R" 4 R~ Yum™ R~V
0 0

Then, the operator that transform the right algebra to its dual algebra is given by:

Bm:g—g

we = | TRUCR2 || TR (1+mTR ) +rom™R™ pra RV + R~ pga (209)
K 0 0 K 0 0

There is an operator to change the view of algebra. Therefore, there is an operator that did the
same to the dual algebra. This is called the co-adjoint operator and it is the conjugate action of the Lie
group on its dual algebra:

Ad*:Gxg' —g
with (Adyn,n) = (17, Adyn) wheren € g (210)
M,y — Adyn

We can then develop this expression for our use in the case of an affine sup-group. We find:

A b
0 1

M= €G

Adi,n) = (5, Adyn) = (5, MnM~1
(Adyyn,n) = (g, Adun) = ) -

TS P : - Adigy = S Y
00 (Adm,n>=<['71’0’72b Agz ,n> M 0 0

| m n2

”’{ 0 0 } s

and we can also observe that:

. | m+Apb" Ap
A%,y = : X (212)
Similarly there exists the following relation between the left and the right algebras:
Ad;kaR = HL and Ad;/I—IHL = HR (213)

As we have defined a commutator on the Lie algebra, it is possible to define one on its dual
algebra. This commutator on the dual algebra can also be defined using the operator expressing the
combined action of the algebra of its dual algebra. This operator is called the co-adjoint operator:

ad* : g x g* —g*
with (ad;y,x) = (,ad,x) wherex € g (214)

n,1 — adyy

We can develop this co-adjoint operator on its dual algebra for our use-case:
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cG

o
" [ 0 0
(adi, k) = (i, aduk) = (7, 1% — Kkn) o _ | —tend mip

= m 72 cg = T N adyn = 0 0

0 0 (adiy, x) = <[ —I2ny M ],K>
0 0
_ | m n2

"= [ 00 ] s

This co-adjoint operator will give the Euler-Poincaré equation. While the Euler-Lagrange

equations is defined on the tangent bundle (union of the tangent spaces at each point) of the manifold
and give the geodesics, the Euler-Poincaré equation gives a differential system on the dual Lie algebra

(215)
adyy = {n,n}

of the group associated with the manifold.
We can also complete these maps by using additional ones. First, p € Ty,;G the moment associated

with M € TyG in tangent space of G at M and also two other moments map the element of the dual
algebra in dual tangent space, respectively on the left and on the right:

(I, np) = <dL}‘W1HL,M>

T
_ == (M) (216)
<HL,dLM4M> - <HL,M‘1M>
where
dL:, . :sf — TG dR:, ., gp — TjG
T and T (217)
I —p= (M1 11, Ig — p =TIg (M)

From these relations, we can also observe that:
I, =np = MM
p=M"1Y)" MM 218)
{ p=Ey-MwithZy = (M) M1

All these maps could be summarized in the following Figure 12:

Left Right
. Ad,,
E, neg = ' < a8 I;G=¢g
=< \ AdiiM
dLJI“‘ M Ei TMG dR\[’1
“““ ey e By
C{L/VPGZ‘IG AR, -
O '
4 \L . Aid_‘, v
2 Ieg = Il,eg I,G=g
T=J Ad:r‘
a

Figure 12. Maps between algebras.
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Heni Poincaré proved that when a Lie algebra acts locally and transitively on the configuration
space of a Lagrangian mechanical system, the Euler-Lagrange equations are equivalent to a new system
of differential equations defined on the product of the configuration space with the Lie algebra.

If we consider that the following function is stationary for a Lagragian I(.) invariant with respect
to the action of a group on the left:

b
S(p) = [ 1071)dt with 6S(.) = Oand 1 g — R (219)
a

The solution is given by the Euler-Poincaré equation:

d dl ol

*

29 g =
dt 5'7L e §I7L (220)
oL =T+ ady, T whereI'(t) € g

If we take for the function I(.), the total kinetic energy E;, using IT; = M 1M = g% € gy, then the
Euler-Poincaré equation is given by:

arl, ., ol O0Ep
G lldnLHL with E = E =11} € g (221)
The following quantities are conserved:
Ay _ 0 (222)

dt
With this second theorem, it is possible to write the geodesic not from its coordinate system but
from the quantity of motion, and in addition to determine explicitly what the conserved quantities
along the geodesic are (conservations are related to the symmetries of the variety and hence the
invariance of the Lagrangian under the action of the group).
For our use-case, the Euler-Poincaré equation is given by:

R—l/ZRl/z) — _R-1/25,TR-1/2
ith

12 = M12111 2 = R~V (R_uzm)’ — R PRV R-112y

. T L ae1/2
N = —NL2n — R-1/2R (
{ 1 Lo N1 N (223)

.1/2 . .
If we remark that we have R-1/2R "~ = R~1/2 (Rfl/zR) = RIR, then the conserved Souriau
moment could be given by:

- 1/2 . .
-1/2 —1,..T —1
g = [ R R+ R “mm' R 'm } _ (224)

0 0

R7IR+ R ViimT R-Ym
0 0

Components of the Souriau moment give the conserved quantities that are the classical elements
given by Emmy Noether Theorem (Souriau moment is a geometrization of Emmy Noether Theorem):

drl A(RTR4R Vi) - a(R i) R7'R + R Viizm™ = B = cste
2R dt dt —0= (225)
dt 0 0 R~ = b = cste

From this constant, we can obtain a reduced equation of geodesic:
m=Rb

. (226)
R =R (B—bm")
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This is the Euler-Poincaré equation of geodesic. We can observe that we have obtained a reduction
R+’ —RRTR =0
it — RR™Yi = 0
information geometry metric ds?> = dm"R~'dm + 1 Tr ((R‘ldR)2>.

The Fisher information defines a metric turning N, = {(m,R) € R" x Sym™*(n)} into a
Riemannian manifold. The inner product of two tangent vectors (11, Ry) € T, and (mp, Ry) € T, at
the point (y,X) € N, is given by:

of the following Euler-Lagrange equation [27,156,187]: { associated to the

1
gz ((m1,Ry), (m2, Ra)) = m{ ="y + v (Z*IRlzfle) 227)

and the geodesic is given by:

L0 = [ /8y (), (1)t (228)
to

We can also observe that the manifold of multivariate Gaussian is homogeneous with respect to
positive affine group GA™ (n):

ds? = ds% for Y = £V/2X + y with GA™ (n) = {(,Z) € R x GL(R)/det(Z) > 0} (229)

characterized by the action of the group (m, R) — p.(m,R) = (Zl/zm +1, 21/2R21/2T> ,p € GAT(n)

with [ f - Z;/z ! )f (230)
s = (Zl/zm 4 ’4>T (Zl/szl/ZT) 1 (El/zm i F) + %Tr <(():1/2R21/zr>’1 d (21/2R21/zr)>2> o1

ds2 = dmTR-Ydm + %Tr ((R1aR)%) = ds}
Since the special orthogonal group SO(n) = {§ € GL(R)/det(d) = 1} is the stabilizer subgroup
of (0,I,), we have the following isomorphism:
GA*(n)/SO(n) — N, = {(m,R) € R" x Sym™ (n)}

(232)
p=(1T) = p.(0,1) = (,TV22V2T) = (%)

We can then restrict the computation of the geodesic from (0, I,) and then we can partially
integrate the system of equations:
m = Rb
(233)

R=R(B—bm")

where (Rfl(O)‘r'n(O),Rfl(O) (R(O) +ﬁ1(0)m(O)T)) = (b,B) € R" x Sym,(R) are the integration constants.
From this Euler-Poincaré equation, we can compute geodesics by geodesic shooting [188-191]
using classical Eriksen equations [192-195], by the following change of parameters:

A= —BA+bmT" ,
‘ . A(0) = —B
§=—-Bs+ (1+TA715)b with ¢ (234)

{ At) = R7Y(t)
5(0)=b
A0) =1,,6(0) =0

3(t) = R7Y(Oym(t)
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The initial speed of the geodesic is given by (5(0), A(O)). The geodesic shooting is given by the
exponential map:

o (1) A s @ B b 0
Alt) =exp (tA) =Y e 0T e 9T | withA=| T 0 b7 (235)
n=0 o 4 T 0 -b B

This equation can be interpreted by group theory. A could be considered as an element
of Lie algebra so (n+1,n) of the special Lorentz group SOp(n + 1,1) and more specifically as the
element p of Cartan Decomposition 1 + p where 1is the Lie algebra of a maximal compact sub-group
K =S5(0(n+1) x O(n)) of the group G = SOp(n +1,1n). We know that its exponential map defines a
geodesic on Riemannian Symetric space G/K.

This equation can be established by the following developments:

AT A B b 0 A 5 D
Ay =AAND=| & & 47 | = o7 o b7 |.| 6T ¢ 4f (236)
. T T
o 5 T 0 -b B ®T 4 T
We can then deduce that:

A= —BA+bsT
‘ (237)
5=—Bs+eb

Ife =1+ 6TA16, then (A,0) is solution to the geodesic equation previously defined. Since (0) = 1,
it suffices to demonstrate that ¢ = T where 7 = dTAs.
From A(t) = A(t).A, using that 6 = bTA — bT®T, we can deduce:

{ e=bT5—bTy

A (238)
T=b16—b" ((t—e) A6+ DTALS)

Then ¢ = 7, if v = (T —¢) A1 + ®A~15, that could be verified using relation AA™! = I, by
observing that:

r o o
Al =exp(—tA)=A(-t)= | 4T & T (239)
d 5 A
Ay+e5+P5=0 = —eA16—ATIDS = —eA16—A1D
JUS B Bl U U (240)
ADT + 65T + DA =0 OTA T L AITA T+ AT ID =0 OTA I+ 1A 16+ AT 'D5 =0
We can then compute 7 from two last equations:
y=(t—e) AT+ DTATYS (241)

Ast=b"6—b" ((t—e) A716+ PTAT1S) then we can deduce that T = b76 — bTy and then T = &.

To interpret elements of A, (I'(t),y(t)) = (A(—t),8(—t)), opposite points to (A(t),d(t)), and € =
14+6TA 16 =1+4TT 1.

Then the geodesic that goes through the origin (0, ,) with initial tangent vector (b, —B) is the
curve given by (6(f), A(t)). Then the distance computation is reduced to estimate the initial tangent
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vector space related by (R’l(O)rh(O),Rfl(O) (R(O) + r'n(O)m(O)T)) = (b,B) € R" x Sym,(R)The distance
will be then given by the initial tangent vector:

T . 1 =2
d= \/m(O) R1(0)in(0) + 5 Tr {(R*KO)R(O)) } (242)
This initial tangent vector will be identified by “Geodesic Shooting”. Let V = log , B:

W _ 1 (dR> RV, + 2R (dm)

a2\ dt 2 dr

avg 1 dR 1 _1 (4R 1 dm T T (dm
W’E((E)R Vit VRR A g ) ) =2 \ar ) Ve TV

Geodesic Shooting is corrected by using Jacobi Field J and parallel transport: J(f) = “A

(243)

solution to dzd]% + R (J(1), x(1)) x(t) = 0 with R the Riemann Curvarture tensor.
We consider a geodesic x between 6y and ¢y with an initial tangent vector V, and we suppose that
V is perturbated by W, to V + W. The variation of the final point 6; can be determined thanks to the

Jacobi field with J(0) = 0 and J(0) = W. In term of the exponential map, this could be written:

() = Lexpy, ((V +aW)) (44)
a=0

This could be illustrated in the Figure 13:

Figure 13. Geodesic shooting principle.

We give some illustration, in Figure 14, of geodesic shooting to compute the distance between
multivariate Gaussian density for the case n = 2:
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Minimal geodesic

033 0 02 04 06 08 1 12
Figure 14. GeodesicsShooting between two multivariate Gaussian in case 1 = 2.

9. Souriau Riemannian Metric for Multivariate Gaussian Densities

To illustrate the Souriau-Fisher metric, we will consider the family of multivariate Gaussian
densities and will develop some elements that we have previously developed purely theoretically.
For the families of multivariate Gaussian densities, that we have identified as homogeneous
RY2
0 1
consider them as elements of exponential families, we can write 6 (element of the dual Lie algebra)
that play the role of geometric heat Q in Souriau Lie group thermodynamics, and § the geometric
(Planck) temperature.

manifold with the associated sub-group of the affine group

} , we have seen that if we

| FELC " = K 245
g{E[zzT]} R+mmT} P= %R’l 2

These elements are homeomorphic to the matrix elements in matrix Lie algebra and dual
Lie algebra:

. R+mmT m —R1 —Rlm
= €g,p=1 2 €g (246)
0 0 0 0
R/2 !
If we consider M = 0 10 then we can compute the co-adjoint operator:
A T _ /T Rr/2
Adil = R+mm0 mm Rom} (247)
We can also compute the adjoint operator:
1
R/2 ! SR _R-1y R/-1/2  _RI=1/2y
Adyp=M-p-M"1 =
mp P 0 1 2, 0 0 1
(248)
Adaf %R/l/zR—lR/—l/Z 7%R’1/2R’1R”1/2m’ _ RIV/2R-14
MB =
0 0
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We can rewrite Adyp with the following identification:

Adyp=| 2
0 0 (249)

1
with Q = RY/2RR"Y2 and n = (Em’ + R’l/zm)

We have then to develop ¢ (Ady(B)), that is to say &(B) after action of the group on the Lie
algebra for B, given by Ady(B). By analogy of structure between &(8) and B, we can write:

1,0 o 1o A
= 2R R™'m Adyp = 20 O 'n
0 0 0 0
= (250)
S/ R4+mmT m s B Q+m’ n
ée = " 0} Eadupy = | T
We have then to identify the cocycle (M) from &(Adm(B)) = Adiy(&) + 6 (M)
= (M) = & (Adp(B)) — Ady, ¢ where:
N T _ /T n/2
Adiyé = R+mm mm R™“m (251)
0 0
T
. /2 1—-1/2 1,7 /2 1,7 /2 1,7 /2
E(Adyy(p)) = | RPRR 4 (o0 RY2m) (G4 R ) (4R 2m) | o
0 0
The cocycle is then given by:
6(M) = l: RA/2ZRR-1/2 (%m’ + R’l/zm) (%m’ + R’l/zm)T (%m’ + R’]/zm) } B R+mmT —mm'T R'V2m ]
0 0 0 0
1 (253)
o) = (R’UZRR’ 2 _ R) + (R’l/zmmTR’l/ZT — mmT) + (%m’mTR’l/ZT + ER’I/me’T — mm’T) %m’
0 0
From 8(M) = & (Adpm(B)) — Ad},¢, we can compute cocycle in Lie algebra
0="Th (254)
used to define the tensor: _
O(X,Y):gxg— R
(255)
XY — (0(X),Y)
In this second part, we will compute the Souriau-Fisher metric given by:
8p (18, 21], (B, Z2)) = ©p (Z1, [, Za]) (256)
with
O (Z1,Z2) = ©(Z1,Z2) + (&, adz, Zy) = (O(Z1), Z2) + ({, (21, Za)) (257)
8p (18, 21],[B, Z2)) = ©p (Z1, [B, Za]) = © (Z1, [B, Za]) + (£, [Z1, [B, Z2]]) (258)

= (©(21),[B,Z2)) + (&, [Z1, 1B, Z2]])
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where .
“R-1 _p-1 N T
L P L (259)
0 0 0 0
1ot _ay, o _ay
IfwesetZ; = | 2 1 1 and Z, = | 202 2 "2 (260)
0 0 0 0
With (..., ...) the inner product given by
L b H a
_ T T : _ _
(&) = Tr [ba” + HTL] w1th§—{0 O},,B—{O 0} (261)
1. _ 1 _ 1 _ 1. _
[,B,Zz] = BZy— Zop = |: ER 1T Ry 5021 —Qzlnz 2021 —Qzlnz |: ER 1 _R 1m:|
0 0 0 0 0 0 0 0
(262)

1/ ot o 1/ g i
[8.2:] = 7 (R0 =0 'RY) —2 (R0 M — 0 'R 1)
0 0
1.4 1 1/, 14-1 “1p-1 1/, 14-1 —1p-1
124,1p,22] {EQI ot } 3 (R0 -0'RTY) 5 (R70z T 03 'R " m) ]
0 0 0 0
1/ 141 —1p-1 1 -10-1 1p-1 111 -1
(R -0 RTY) 5 (R0 - QR m) [ [ St oy nl} (263)
0 0 0 0
_ %(011 (R0 -0 'R ) = (R0 -0 'R ) o) 7% (o (R0 -0y 'R ) — (R0, =0y 'R ) 0y ')
0 0
We can then compute:
. 1 _ 1p _ - 1A —1p— T
(8121, [8,2]]) = Tr [Zm (R1'031 =03 'R 1) Oy - O (R10; Iy — 05 'R 1) ) ]
. (264)
+Tr Kg (Q;l (R*Q;l - Q;lRfl) - (R”Q;l - Q;lRfl) Q;l)> (R+ rrtmT)]
The Souriau-Fisher metric is defined in Lie algebra gg ([, Z1], [, Z2]) where:
1<R’1Q’1 ~0'R ) 1 (R0 — 0 R 1) lept g
B.Z1]=| 4 1 1 2 1M — | 2% 1 81
0 0 0 0
with G = 2 (R — RQy) and g1 = (I — RORIQ; )ny + (RO, 'R — Dm (265)
1/ 4 o 1/ 4 o 1 _
62 1 (RI07 —07'RY) 2 (R m -0 'R Mm) | _ | 560 —Gilg
0 0 0
with Gy =2 (R — ROy) and go = (I — ROLR'Q; )iy + (RO, IR — D)m
and
1
Rl —Rlm
p=1 2 (266)
0 0

Another approach to develop the Souriau-Fisher metric gz ([, Z1], [, Z2]) is to compute the
tensor @(X, Y) from the moment map J:

O(X,Y) = Jix,y) — {/x,Jy} with {,.} Poisson Bracket and ] the Moment Map (267)

O(X,Y):gxg— R (268)
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We can then write the Souriau-Fisher metric as:
Op (21, 22) = Iz, 2,) = {Jzs J2o } + (&, (71, Za)) (269)
Where the associated differentiable application ], called moment map is:

J:M—g* such that [x(x) = (J(x),X), X € g

¥ J(x) (270)

This moment map could be identified with the operator that transforms the right algebra to an
element of its dual algebra given by:

Bm:ig—g"

—

N g N (1+m™R 'm) +ym™R~1 NR 'm+ R~y (271)
0o o|7)= 0 0

10. Conclusions

In this paper, we have developed a Souriau model of Lie group thermodynamics that recovers
the symmetry broken by lack of covariance of Gibbs density in classical statistical mechanics with
respect to dynamic groups action in physics (Galileo and Poincaré groups, sub-group of affine group).
The ontological model of Souriau gives geometric status to (Planck) temperature (element of Lie alebra),
heat (element of dual Lie algebra) and entropy. Souriau said in one of his papers [30] on this new
“Lie group thermodynamics” that “these formulas are universal, in that they do not involve the symplectic
manifold, but only group G, the symplectic cocycle. Perhaps this Lie group thermodynamics could be of interest
for mathematics”.

For this new covariant thermodynamics, the fundamental notion is the coadjoint orbit that is
linked to positive definite KKS (Kostant-Kirillov—Souriau) 2-form [196]:

we(X,Y) = (w,[U,V]) with X = ad,U € TyMand Y = ad,,V € T,M (272)

that is the Kahler-form of a G-invariant kéhler structure compatible with the canonical complex
structure of M, and determines a canonical symplectic structure on M. When the cocycle is equal to zero,
the KKS and Souriau-Fisher metric are equal. This 2-form introduced by Jean-Marie Souriau is linked
to the coadjoint action and the coadjoint orbits of the group on its moment space. Souriau provided
a classification of the homogeneous symplectic manifolds with this moment map. The coadjoint
representation of a Lie group G is the dual of the adjoint representation. If g denotes the Lie algebra
of G, the corresponding action of G on g*, the dual space to g, is called the coadjoint action. Souriau
proved based on the moment map that a symplectic manifold is always a coadjoint orbit, affine of
its group of Hamiltonian transformations, deducing that coadjoint orbits are the universal models
of symplectic manifolds: a symplectic manifold homogeneous under the action of a Lie group, is
isomorphic, up to a covering, to a coadjoint orbit. So the link between Souriau-Fisher metric and KKS
2-form will provide a symplectic structure and foundation to information manifolds. For Souriau
thermodynamics, the Souriau-Fisher metric is the canonical structure linked to KKS 2-form, modified
by the cocycle (its symplectic leaves are the orbits of the affine action that makes equivariant the
moment map). This last property allows us to determine all homogeneous spaces of a Lie group
admitting an invariant symplectic structure by the action of this group: for example, there are the orbits
of the coadjoint representation of this group or of a central extension of this group (the central extension
allowing suppressing the cocycle). For affine coadjoint orbits, we make reference to Alice Tumpach
Ph.D. [197-199] who has developed previous works of Neeb [200], Biquard and Gauduchon [201-204].
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Other promising domains of research are theory of generating maps [205-208] and the link
with Poisson geometry through affine Poisson group. As observed by Pierre Dazord [209] in his
paper “Groupe de Poisson Affines”, the extension of a Poisson group to an affine Poisson group due
to Drinfel’d [210] includes the affine structures of Souriau on dual Lie algebra. For an affine Poisson
group, its universal covering could be identified to a vector space with an associated affine structure.
If this vector space is an abelian affine Poisson group, we can find the affine structure of Souriau.
For the abelian group (R3,+), affine Poisson groups are the affine structures of Souriau.

Souriau model of Lie group thermodynamics could be a promising way to achieve René Thom's
dream to replace thermodynamics by geometry [211,212], and could be extended to the second order
extension of the Gibbs state [213,214].

We could explore the links between “stochastic mechanics” (mécanique alétoire) developed by
Jean-Michel Bismut based on Malliavin Calculus (stochastic calculus of variations) and Souriau
“Lie group thermodynamics”, especially to extend covariant Souriau Gibbs density on the stochastic
symplectic manifold (e.g., to model centrifuge with random vibrating axe and the Gibbs density).

We have seen that Souriau has replaced classical Maximum Entropy approach by replacing
Lagrange parameters by only one geometric “temperature vector” as element of Lie algebra. In parallel,
as refered in [15], Ingarden has introduced [213,214] second and higher order temperature of the
Gibbs state that could be extended to Souriau theory of thermodynamics. Ingarden higher order
temperatures could be defined in the case when no variational is considered, but when a probability
distribution depending on more than one parameter. It has been observed that Ingarden can fail if
the following assumptions are not fulfilled: the number of components of the sum goes to infinity
and the components of the sum are stochastically independent. Gibbs hypothesis can also fail if
stochastic interactions with the environment are not sufficiently weak. In all these cases, we never
observe absolute thermal equilibrium of Gibbs type but only flows or turbulence. Nonequilibrium
thermodynamics could be indirectly addressed by means of the concept of high order temperatures.
Momentum Q = 845728) should be replaced by higher order moments given by the relation Q; =

n

)3 <I3k,Uk(é‘)>d

. Uk -e = w
(B al""'ﬁ n) _ M - defined by extended Massieu characteristic function
Pr - L (Bulk ()
[e = dw
M

n

. =L (BUN(©)
D(B1, ..., Bn) = —log [ e *=1 ‘ dw. Entropy is defined by Legendre transform of this Massieu
M

n
characteristic function S (Qy, ..., Qu) = ¥ (Br, Qx) — ®(B1, ..., Bn) where By = as(%al'iQ'Qn) We are
k=1 k
able also to define high order thermal capacities given by K, = faa—%:. The Gibbs density could

£ (Bl () ~®(B1Bn)
be then extended with respect to high order temperatures by pgipps (&) = ex=1 ‘ ' =

~ T (Bl (@)
e k=1

We also have to make reference to the works of Streater [16], Nencka [215] and Burdet [216].
Nencka and Streater [215], for certain unitary representations of a Lie algebra g, define the statistical
manifold M of states as the convex cone of X € g for which the partition function Z = Tr [exp(—X)]
is finite. The Hessian of logZ defines a Riemannian metric g on dual Lie algebra g*. They observe that
g* foliates into the union of coadjoint orbits, each of which can be given a complex Kostant structure
(that of Kostant).
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To conclude, we will make reference to Alain Berthoz [217] at College de France who has studied
brain coding of movement. The most recent studies on this topic, by Alexandre Afgoustidis Ph.D. [218]
“Invariant Harmonic Analysis and Geometry in the Workings of the Brain” supervised by Daniel Bennequin,
Afgoustidis [218] consolidate the idea that brain vestibular channels and otolithes code Lie algebra of
the homogeneous Galileo group as illustrated in the following Figure 15.

Cenies
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Otolithes  ciiées
Canaux remplis otpihique

Canaux semi-
circulaires d ‘endolymphe Tangage - N\
e Coding of \‘ S

Or
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Galileo Group

By Vestibular

System and
Otolithes % ¢
4 o

Endalymphe )\1&

Labyrinthe osseus

Canaux semi- Wiricule
Cochlée
(organe sudrtif)

Cellules sensorielles

Figure 15. Coding of homogeneous Galileo algebra by vestibular system and otolithes.

Souriau gave the same ideas in this direction regarding how the brain could code invariants [219]:

Lorsque il y un tremblement de terre, nous assistons a la mort de I’Espace. . .. Nous vivons avec
nos habitudes que nous pensons universelles. . .. La neuroscience s’occupe rarement de la géométrie
... Pour les singes qui vivent dans les arbres, certaines propriétés du groupe d’Euclide sont mieux
cdblées dans leurs cerveaux (When there is an earthquake, we are witnessing the death of Space
... We live with our habits that we think are universal.... Neuroscience rarely is interested in
geometry ... For the monkeys that live in trees, some properties of the Euclid group are better coded
in their brains).

Souriau added anecdotes from a discussion with a student of Bohr that [220]:

L’éleve demanda a Bohr qu'il ne comprenait pas le principe de correspondance. Bohr lui demanda
de s’assoir et il tourna autour de lui. Bohr lui dit tu dois commencer a avoir mal au cceur, c’est
que tu commences a comprendre ce qu’est le principe de correspondance (The student said to Bohr
that he did not understand the principle of correspondence. Bohr asked him to sit and he turned
around. Bohr said, you should start to be seasick, it is then that you begin to understand what the
correspondence principle is.).

Acknowledgments: I would like to thank Charles-Michel Marle and Gery de Saxcé for the fruitful discussions on
Souriau model of statistical physics that help me to understand the fundamental notion of affine representation of
Lie group and algebra, moment map and coadjoint orbits. I would also like to thank Michel Boyom that introduce
me to Jean-Louis Koszul works on affine representation of Lie group and Lie algebra.

Si on ajoute que la critique qui accoutume 'esprit, surtout en matiere de faits, i recevoir de simples probabilités
pour des preuves, est, par cet endroit, moins propre a le former, que ne le doit étre la géométrie qui lui fait
contracter I'habitude de n’acquiescer qu’a I'évidence; nous répliquerons qu’a la rigueur on pourrait conclure de
cette différence méme, que la critique donne, au contraire, plus d’exercice a l'esprit que la géométrie: parce que
I'évidence, qui est une et absolue, le fixe au premier aspect sans lui laisser ni la liberté de douter, ni le mérite de
choisir; au lieu que les probabilités étant susceptibles du plus et du moins, il faut, pour se mettre en état de
prendre un parti, les comparer ensemble, les discuter et les peser. Un genre d'étude qui rompt, pour ainsi dire,
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Uesprit a cette opération, est certainement d'un usage plus étendu que celui oit tout est soumis a I'évidence;
parce que les occasions de se déterminer sur des vraisemblances ou probabilités, sont plus fréquentes que celles
qui exigent qu’on procéde par démonstrations: pourquoi ne dirions —nous pas que souvent elles tiennent aussi
a des objets beaucoup plus importants?

—Joseph de Maistre in L’Espit de Finesse [221]
Le cadavre qui s’acoutre se méconnait et imaginant I'éternité s’en approrie l'illusion ... C'est pourquoi
j'abandonnerai ces frusques et jetant le masque de mes jours, je fuirai le temps oit, de concert avec les autres,
je m'éreinte a me trahir.
—Emile Cioran in Précis de decomposition [222]

Conflicts of Interest: The author declares no conflict of interest.

Appendix A. Clairaut(-Legendre) Equation of Maurice Fréchet Associated to “Distinguished
Functions” as Fundamental Equation of Information Geometry

Before Rao [223,224], in 1943, Maurice Fréchet [141] wrote a seminal paper introducing what
was then called the Cramer-Rao bound. This paper contains in fact much more that this important
discovery. In particular, Maurice Fréchet introduces more general notions relative to “distinguished
functions”, densities with estimator reaching the bound, defined with a function, solution of Clairaut’s
equation. The solutions “envelope of the Clairaut’s equation” are equivalent to standard Legendre
transform without convexity constraints but only smoothness assumption. This Fréchet’s analysis
can be revisited on the basis of Jean-Louis Koszul’s works as a seminal foundation of “information
geometry”.

We will use Maurice Fréchet notations, to consider the estimator:

T=H(X1,.., Xn) (A1)
and the random variable
A(x) = 2osreX) (A2)
that are associated to:
U=y A(X;) (A3)

i

—+oo
The normalizing constraint | pg(x)dx = 1 implies that: f f H po(xi)dx; =1

If we consider the derivative if this last expression with respect to 0, then

400 400

f j ZAx,

Hpg )dx; = 0gives: Eg (U] =0 (A4)

400 +oo

Similarly, if we assume that Eg [T] = 6, then [ ... [ H (x1,...,xy) H pe(x;)dx; = 0, and we obtain

by derivation with respect to 6:
E(T-6)U] =1 (A5)
Butas E [T] = 6 and E [U] = 0, we immediately deduce that:
E(T—-E[T])(U—-EU])] =1 (A6)
From Schwarz inequality, we can develop the following relations:

[E(zT)]* < E[Z?] E[T?]

1< E[(T—E[T)?) E [(U-E[U))’] = (erou)® 47
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U being the summation of independent variables, Bienaymé equality could be applied:

(P = ¥ [oapey] =n(oa)? (A8)

1

From which, Fréchet deduced the bound, rediscovered by Cramer and Rao 2 years later:

(or)* >

(o) (A9)
Fréchet [141] observed that it is a remarkable inequality where the second member is independent

of the choice of the function H defining the “empirical value” T, where the first member can be taken

to any empirical value T = H (Xj, ..., X;;) subject to the unique condition Ey [T| = 6 regardless is 6.

The classic condition that the Schwarz inequality becomes an equality helps us to determine when
ot reaches its lower bound ﬁ,

The previous inequality becomes an equality if there are two numbers a and 8 (not random and not
both zero ) such that « (H' — 0) + BU = 0, with H' being a particular function among eligible H such
that we have an equality. This equality is rewritten H' = 6 + A’U with A’ being a non-random number.

If we use the previous equation, then:

E[(T—E[T))(U—E[U])] =1= E[(H —6) U] = \'E [uz] =1 (A10)

We obtain:
U=Y A(X;) = AnE [Az] =1 (A11)
i
From which we obtain A’ and the form of the associated estimator H':

I 1 /1 1 alogpe(Xi)
A_inE[Az]:H_MnE[A?]IZ T (A12)

It is therefore deduced that the estimator that reaches the terminal is of the form:
dlogpy (X;)
. b
H =0+ ——F——— (A13)

2

L [5] e
with E[H'| =6+ ANE U] = 6.

H’ would be one of the eligible functions, if H would be independent of 6. Indeed, if we consider
Eg, [H'] = 60, E [(H’ - 90)2] < Ey, [(H - 90)2] VH such that Eg, [H] = 6.

H = 6y satisfies the equation and inequality shows that it is almost certainly equal to 6.

So to look for 6y, we should know beforehand 6.

At this stage, Fréchet [141] looked for “distinguished functions” (“densités distinguées” in French),
as any probability density py(x) such that the function:

ologpy (x)

h(x) =0+ —%——— (A14)

[ [280)

is independent of 6. The objective of Fréchet is then to determine the minimizing function T =
H' (Xj, ..., X») that reaches the bound. We can deduce from previous relations that:

A(e)al%’;"(") = h(x)—0 (A15)
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But as A(0) > 0, we can consider ( y as the second derivative of a function ®(6) such that:

dlo x D (0
B10() _ F00) () — )

From which we deduce that:

£(2) = togps(x) — 2 () — 6] (o)

Is an independent quantity of 0. A distinguished function will be then given by:
25O [h(x)— 6]+ (6) +£(x)

—+00
With the normalizing constraint [ pg(x)dx = 1.
—0

(A16)

(A17)

(A18)

These two conditions are sufficient. Indeed, reciprocally, let three functions ®(6), ii(x) and £(x)

that we have, for any
0: f ) -0 () gy 1

Then the function is distinguished:

dlogpg(x) 2
o 04 A0 o ) 6]
[ [ape(x)} _dx 90
a6 pe(x)

—o0

2 +0o0 o 2
IfA(x)a(;Legg) =1, when ﬁ :J {31%71’99(’“)] po(x)dx = (04)?

The function is reduced to /1(x) and then is not dependent of 6.
We have then the following relation:

+oo 2
1 9*®(6) 2 290) 45y _6)+D(6)+0(x)
- j( 5 ) [(x) — 6] ¢ a0 dx

The relation is valid for any 6, we can derive prefious equation with respect with 6:

—+00
[ S -0y oo+ (azg’egf’)) h(x) — 0] dx = 0

2
We can divide by J ;I;ge)
If we derive again with respect to 6, we will have:

because it does not depend on x.

“+oco +oo
[ e 000004401 (3250)) h(x) — 6P dx = [ e BP00-040@+0) gy _ 1
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1
Combining this relation with that of YOO we can deduce that A(x) % =1landasA(x) >0
°d(0
then g ) > 0.

Fréchet emphasizes at this step [141], another way to approach the problem. We can select
arbitrarily /1(x) and I(x) and then ®(6) is determined by:

—+o00

f oS h(x) -0+ @(0)+4(x) g, — 1 (A25)
—o00
That could be rewritten:
2D (0 T e
) f o S (0)+0(x) g (A26)
—00

If we then fixed arbitrarily /(x) and /(x) and let s an arbitrary variable, the following function
will be an explicit positive function given by e¥(®):

+oo
j es‘h(x)—ké(x)dx — oY) (A27)

—00

Fréchet obtained finally the function ®(6) as solution of the equation [141]:

_, 0D(0) oD (0)
P(O)=0- S0 (T (A28)
Fréchet noted that this is the Alexis Clairaut equation [141].
The case @é@) = cste would reduce the density to a function that would be independent of 6,

and so ®(0) is given by a singular solution of this Clairaut equation, which is unique and could be
computed by eliminating the variable s between:

D=0-5s—¥(s)and 0 = 3‘12)5(5) (A29)
Or between:
+0o0 o0
05— ®(0) _ j S ) +(x) g, and j oS () +L(x) [h(x) _ 9] dx =0 (A30)

“+o00 —+o00
®(f) = —log [ e+ dx 4 9. s where s is given implicitly by [ 59+ [(x) — 0] dx = 0.
Then we know the distinguished function, H among functions H(Xj, ..., X;;) verifying Eg [H] = 0
and such that oy reaches for each value of 6, an absolute minimum, equal to —=—
Vnoa
For the previous equation:
dlogpy ()
h(x) =0+ ———% 5 (A31)
[ {8179(36)} dx
99 po(x)

—0o0
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We can rewrite the estimator as:
1
H' (X1, ..., Xpn) = n [ (X1) + ...+ 1 (Xn)] (A32)

and compute the associated empirical value:

t=H'(x1,.., %) = %Zh(xi) =0+A(0)) alo%g(xl)

i

If we take 6 = t, we have as A(6) > 0:

al i
y- dogrrlx) _ g (A33)
- ot

When py(x) is a distinguished function, the empirical value t of 6 corresponding to a sample
X1,..., Xy is a root of previous equation in t. This equation has a root and only one when X is a

distinguished variable. Indeed, as we have:

pe(x) = e (A39)
Yh(xi)
dlogpi(x;)  *®@(t) | 7 . 9*D(t)
Z T Y= P . -t with P 0 (A35)
1
Y h(x;)
We can then recover the unique root: t = ~—,—.

This function T = H' (Xy,.., X,) = %Zh (X;) can have an arbitrary form, that is a sum of

1
functions of each only one of the quantities and it is even the arithmetic average of N values of a same
auxiliary random variable Y = (X). The dispersion is given by:

1 1 1
(o1,)* = = = (A36)
n(oa)® n*f’" IWpo(x)]? dx P P(0)
“eo L 90 | pe(x) 962
and T, follows the probability density:
7n(t—6)2 2

_ 1 2.02 : 2 _ d (D(G)

po(t) = \/EUA\/ZTTE A with (04)° = SrT (A37)

Clairaut Equation and Legendre Transform

We have just observed that Fréchet shows that distinguished functions depend on a function
®(0), solution of the Clairaut equation:

Or given by the Legendre transform:

¥ (s)

P=0-5s—¥(s) and 0 = s

(A39)

Fréchet also observed that this function ®(6) could be rewritten:

+00 +oo
®(9) = —log [ M¥)+X)dx 4 6.5 where s is given implicitly by [ ¥ +() [5(x) — 6] dx = 0.
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This equation is the fundamental equation of information geometry.

The “Legendre” transform was introduced by Adrien-Marie Legendre in 1787 [225] to solve a
minimal surface problem Gaspard Monge in 1784. Using a result of Jean Baptiste Meusnier, a student
of Monge, it solves the problem by a change of variable corresponding to the transform which now
entitled with his name. Legendre wrote: “I have just arrived by a change of variables that can be useful
in other occasions.” About this transformation, Darboux [226] in his book gives an interpretation
of Chasles: “This comes after a comment by Mr. Chasles, to substitute its polar reciprocal on the surface
compared to a paraboloid.” The equation of Clairaut was introduced 40 years earlier in 1734 by Alexis
Clairaut [225]. Solutions “envelope of the Clairaut equation” are equivalent to the Legendre transform
with unconditional convexity, but only under differentiability constraint. Indeed, for a non-convex
function, Legendre transformation is not defined where the Hessian of the function is canceled, so that
the equation of Clairaut only makes the hypothesis of differentiability. The portion of the strictly
convex function g in Clairaut equation y = px — g(p) to the function f giving the envelope solutions
by the formula y = f(x) is precisely the Legendre transformation. The approach of Fréchet may be
reconsidered in a more general context on the basis of the work of Jean-Louis Koszul.

Appendix B. Balian Gauge Model of Thermodynamics and its Compliance with Souriau Model

Supported by Industial group TOTAL (previously Elf-Aquitaine), Roger Balian has introduced a
Gauge theory of thermodynamics [103] and has also developed information geometry in statistical
physics and quantum physics [103,227-235]. Balian has observed that the entropy S (we use Balian
notation, contrary with previous section where we use —S as neg-entropy) can be regarded as
an extensive variable 4° = S (q',..,4"), with 4'(i = 1,..,n), n independent quantities, usually
extensive and conservative, characterizing the system. The n intensive variables ; are defined
as the partial derivatives:

as(q, ..., q"
7y = B (B1)
q
Balian has introduced a non-vanishing gauge variable p,, without physical relevance, which

multiplies all the intensive variables, defining a new set of variables:

pi=—poyi,i=1,.,n (B2)

The 2n + 1-dimensional space is thereby extended into a 21 + 2-dimensional thermodynamic
space T spanned by the variables p; , ¢ with i = 0,1, ..., 1, where the physical system is associated with
an + 1-dimensional manifold M in T, parameterized for instance by the coordinates 4!, ..., g" and po.
A gauge transformation which changes the extra variable py while keeping the ratios p;/po = —;
invariant is not observable, so that a state of the system is represented by any point of a one-dimensional
ray lying in M, along which the physical variables ¢°, ..., 4", 71, ..., vu are fixed. Then, the relation
between contact and canonical transformations is a direct outcome of this gauge invariance: the contact
structure @ = dq° — i 9;-dq' in n + 1 dimension can be embedded into a symplectic structure in

i=1
2n + 2 dimension, with 1-form:

n .
w=Y p;i-dq (B3)
i=0
as symplectization, with geometric interpretation in the theory of fiber bundles.
The n + 1-dimensional thermodynamic manifolds M are characterized by the vanishing of this
form w = 0. The 1-form induces then a symplectic structure on T:

n .
dw =Y dp; Ndq' (B4)
i=0
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Any thermodynamic manifold M belongs to the set of the so-called Lagrangian manifolds in T,
which are the integral submanifolds of dw with maximum dimension (1 + 1). Moreover, M is gauge
invariant, which is implied by w = O The extensivity of the entropy function S (ql, .,q") is expressed

by the Gibbs-Duhem relation S = Z q’ 95 rewritten with previous relation Z pig' = 0, defining a 21 +

1-dimensional extensivity sheet i in T where the thermodynamic manifolds M should lie. Considering
an infinitesimal canomcal transformation, generated by the Hamiltonian h(q q s 0", PO, P1s oer Pr),

q; = g;; and p; = a I the Hamilton’s equations are given by Poisson bracket:

4 " 3¢ ol ok Ag
=1{gh) = It B B B5
§= {8 = X5y " anop, (B5)

The concavity of the entropy S (', ...,4"), as function of the extensive variables, expresses the
stability of equilibrium states. This property produces constraints on the physical manifolds M in the
2n + 2-dimensional space. It entails the existence of a metric structure in the n-dimensional space g;
relying on the quadratic form:

PRSI Z B il (B6)
B - | 9q'9q/ 4q'dq

which defines a distance between two neighboring thermodynamic states.

n 32 S

n .
Asdy; = Z aqlaqf dq] then: ds® = —Zd'yldq, = %deidq' (B7)

i=1 i=0

The factor 1/ pg ensures gauge invariance. In a continuous transformation generated by /1, the metric
evolves according to:

d 1 ah v 9%h
Z(d 2\ . - dag! B8
dT( s ) o aq poz]Z:O (aqlap Pi P/ za] q ‘7> (B8)
We can observe that this gauge theory of thermodynamics is compatible with Souriau Lie
m
groupTthermodynamics, where we have to consider the Souriau vector f = |, transformed
Y
in a new vector:
—Pom
Pi = —po-vi, P = 5 =—po-B (B9)
—PoYn

Appendix C. Casalis-Letac Affine Group Invariance for Natural Exponential Families

The characterization of the natural exponential families of R which are preserved by a group
of affine transformations has been examined by Muriel Casalis in her Ph.D. [173] and her different
papers [172,174-178]. Her method has consisted of translating the invariance property of the family
into a property concerning the measures which generate it, and to characterize such measures.

Let E a vector space of finite size, E* its dual. (0, x) duality bracket with (6, x) € E* x E. u positive
Radon measure on E, Laplace transform is:

Lu: E* = [0,00] with 0 — L, (6) = [ e®pu(dx) (C1)
E
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Let transformation k, (6) defined on ©(u) interior of D, = {6 € E*,L,, < oo}:
k. (0) = logLy(0) (C€2)
natural exponential families are given by:
E() = {P(0,1) (ax) = 95 Op(ax),0 € ©(1) } (€3)

with injective function (domain of means):

K.(0) = [ xP (6, ) p(dx) (C4)
E
the inverse function:
$u s Mp = ©(p) with Mg = Im (K, (©(1))) (C5)
and the Covariance operator:
-1
Ve(m) = Ky (u(m)) = (9(m)) —, m € My (C6)

Measure generetad by a family F is then given by:
F(u) = F(4') < 3(a,b) € E* x R, such that ¢’ (dx) = /%) by (dx) (C7)

Let F an exponential family of E generated by y and ¢ : x > gox +v, with g, € GL(E)
automorphisms of E and v,, € E, then the family ¢(F) = {¢ (P(6,1)),6 € ©(p)} is an exponential
familly of E generated by ¢ ()

Definition C1. An exponential family F is invariant by a group G (affine group of E), if

Vo € G, @(F) =F: Yu,F (o)) = F(u) (C8)

(the contrary could be false)
Then Muriel Casalis has established the following theorem:

Theorem C1 (Casalis). Let F = F(p) an exponential family of E and G affine group of E, then F is invariant
by G if and only:

da: G — E*,db: G — R, such that:

a(eg) =4 ,la(e) +a(p)

b(pg)) =b(g) +b(¢) — (a(¢'), 8, 0p)
Vg € G, () (dx) = eI p(dx)

vmwed{ (C9)

When G is a linear subgroup, b is a character of G and a could be obtained by the help of cohomology of
Lie groups.
If we define action of G on E* by:
g~x:§ *1x,g€ G,x € E* (C10)

It can be verified that:
a(8182) = &1-a(g2) +a(g1) (C11)

110



Entropy 2016, 18, 386

the action a is an inhomogeneous 1-cocycle:

Vn > 0, let the set of all functions from G" to E*, 3 (G", E*) called inhomogenesous n-cochains, then we

can define the operators d" : S (G",E*) — S (G"*1, E*) by:

n .
d"F (g1, gn1) = 81-F (82,7, &nv1) + ,Z] (=1)'F(81,82 " ,&igi+1," " +&n)
=

+ (=1 F (31,82, ,8n)

(C12)

Let Z" (G,E*) = Ker (d"),B (G,E*) = Im (d"~"), with Z" inhomogneous n-cocycles, the quotient:

H"(G,E*) =Z"(G,E*) /B" (G,E")
is the Cohomology group of G with value in E*. We have:
do: E* - S (G,EY)
X (g g -x—x)
70 ={xcE%g-x=2xYg<€ G}
d': ¥ (G,E*) — & (G* EY)
Frd'F, d'F(g1,82) = 81+ F(g2) — F(8182) + F(g1)

z! = {F € S(G,E"); F(8182) = 81+ F(82) + F(81),V (81,82) € Gz}

B'={F€S(GE");Ix CE",F(g) =g x—x}
When the Cohomology group H' (G, E*) = 0 then:

7' (G,E*) = B! (G,E*)
Then if F = F(u) is an exponential family invariant by G, p verifies:

Vg € G,g () (dx) = el = (e8 X408 ()

Vg eG,g (e<c’x>y(dx)> = eh<3>e<c'x>y(dx) with po(dx) = e<c'x>y(dx)

For all compact group, H' (G, E*) = 0 and we can express a:
A:G — GA(E)
g Ag, Ag(0) ="g710+a(g)

V(g,8) € G Agy = AgAg
A(G) compact sub — group of GA(E)

Jfixed point = Vg € G, A¢(c) = teleta(g) =c=a(g) = (Id -
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Abstract: In this work, we consider the value of the momentum map of the symplectic mechanics
as an affine tensor called momentum tensor. From this point of view, we analyze the underlying
geometric structure of the theories of Lie group statistical mechanics and relativistic thermodynamics
of continua, formulated by Souriau independently of each other. We bridge the gap between them in
the classical Galilean context. These geometric structures of the thermodynamics are rich and we
think they might be a source of inspiration for the geometric theory of information based on the
concept of entropy.

Keywords: Lie groups; symplectic geometry; affine tensors; continuum thermodynamics;
statistical mechanics

1. Introduction

In [1], Souriau proposes to revisit mechanics, emphasizing its affine nature. It is this viewpoint
that we will adopt here, starting from a generalization of the concept of momentum under the form of
an affine object [2]. Our starting point is closely related to Souriau’s approach on the basis of two key
ideas: a new definition of momenta and the crucial part played by the affine group of R". This group
proposes an intentionally poor geometrical structure. Indeed, this choice is guided by the fact that it
contains both Galileo and Poincaré groups [3,4], which allows the simultaneous involvement of the
Galilean and relativistic mechanics. In the follow-up, we shall detail only the applications to classical
mechanics and thermodynamics.

A class of tensors corresponds to each group. The components of these tensors are transformed
according to the action of the considered group. The standard tensors discussed in the literature are
those of the linear group of R". We will call them linear tensors. A fruitful standpoint consists of
considering the class of the affine tensors, corresponding to the affine group [2,5]. This viewpoint is
closely related to symplectic mechanics [3,4,6] in the sense that the values of the momentum map are
just the components of the momentum tensors.

The present paper is structured as follows. In Section 2, we present briefly the affine tensors,
starting with the most simple ones: the points of an affine space which are 1-contravariant and the real
affine functions on this space or affine forms which are 1-covariant. As a subgroup G of the affine group
of R" naturally acts onto the affine tensors by restriction to G of their transformation law, we define
the corresponding G-tensor. In Section 3, we use this framework, defining the momentum as a mixed
1-covariant and 1-contravariant affine tensor. If G is a Lie group, we demonstrate the important fact
that its transformation law is nothing other than the coadjoint representation of G in the dual g* of its Lie
algebra. In Section 4, we recall classical tools of symplectic mechanics around the concept of symplectic
action and a momentum map. An important result called the Kirillov-Kostant-Souriau theorem
reveals the orbit symplectic structure. In Section 5, we recall shortly the main concepts of the Lie group
statistical mechanics proposed by Souriau in [3,4], using geometric tools. In Section 6, we present
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briefly the cornerstone results of the Galilean version of a thermodynamics of continua compatible
with general relativity proposed by Souriau in [7,8] independently of his statistical mechanics. In
Section 7, we reveal the link between the previous relativistic thermodynamics of continua and Lie
group statistical mechanics in the classical Galilean context, working in seven steps.

2. Affine Tensors

Points of an affine space. Let AT be an affine space associated to a linear space 7 of finite dimension
n. By the choice of an affine frame f composed of a basis of 7 and an origin a(, we can associate to
each point a a set of 7 (affine) components V' gathered in the n-column V € R". For a change of affine
frames, the transformation law for the components of a point reads:

V=C+PV/, (1)

which is an affine representation of the affine group of R” denoted Aff(n). It is clearly different from
the usual transformation law of vectors V = P V'.

Affine forms. The affine maps ¥ from AT into R are called affine forms and their set is denoted
A*T. In an affine frame, ¥ is represented by an affine function ¥ from R” into R. Hence, it holds:

¥(a)=¥(V)=x+®V,

where y = ¥(0) = ¥(ap) and ® = [in(¥) is a n-row. We call @1, P, - -, Py, x the components of
Y or, equivalently, the couple of x and the row & collecting the ®,. The set A*7 is a linear space
of dimension (1 + 1) called the vector dual of AT . If we change the affine frame, the components
of an affine form are modified according to the induced action of Aff(#n), that leads to, taking into
account (1):

X=x-oP'c, @ =0oP!, )

which is a linear representation of Aff(n).
Affine tensors. We can generalize this construction and define an affine tensor as an object:

e thatassigns a set of components to each affine frame f of an affine space AT of finite dimension 7,
e  with a transformation law, when changing of frames, which is an affine or a linear representation

of Aff(n).

With this definition, the affine tensors are a natural generalization of the classical tensors that we
shall call linear tensors, these last ones being trivial affine tensors for which the affine transformation
a = (C, P) acts through its linear part P = lin(a). An affine tensor can be constructed as a map which
is affine or linear with respect to each of its arguments. Similar to the linear tensors, the affine ones can
be classified in three families: covariants, contravariant and mixed. The most simple affine tensors are
the points which are 1-contravariant and the affine forms which are 1-covariant but we can construct
more complex ones having a strong physical meaning: the torsors (proposed in [5]), the co-torsors and
the momenta extensively detailled in [2]. For more details on the affine dual space, affine tensor product,
affine wedge product and affine tangent bundles, the reader interested in this topic is referred to the
so-called AV-differential geometry [9].

G-tensors. A subgroup G of Af f(n) naturally acts onto the affine tensors by restriction to G of
their transformation law. Let F; be a set of affine frames of which G is a transformation group. The
elements of Fg; are called G-frames. A G-tensor is an object:

e that assigns a set of components to each G-frame f,

e  with a transformation law, when changing of frames, which is an affine or a linear representation
of G.
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For instance, if G is the group of Euclidean transformations, we recover the classical Euclidean
tensors. Hence, each G-tensor can be identified with an orbit of G within the space of the
tensor components.

3. Momentum as Affine Tensor

Let M be a differential manifold of dimension n and G a Lie subgroup of Aff(n). In the
applications to physics, M will be for us typically the space-time and G a subgroup of Aff(n) with a
physical meaning in the framework of classical mechanics (Galileo’s group) or relativity (Poincaré’s
group). The points of the space-time M are events of which the coordinate X? is the time t and X' = x/
for i running from 1 to 3 gives the position.

The tangent space to M at the point X equipped with a structure of affine space is called the
affine tangent space and is denoted ATxM. Its elements are called tangent points at X. The set of
affine forms on the affine tangent space is denoted A*Tx M. We call momentum a bilinear map p:

e TxMx ATxM R (V,¥) = u(V,¥)

It is a mixed 1-covariant and 1-contravariant affine tensor. Taking into account the bilinearity, it is
represented in an affine frame f by:

w(V,¥) = (xKg + @uL) VP

where Kz and L§ are the components of ¢ in the affine frame f or, equivalently, the couple = (K, L)

of the row K collecting the Ky and the 1 x n matrix L of elements Lg. Owing to (2), the transformation

law is given by the induced action of Aff(n):
K'=KkP', L' =(PL+CK)P! ©)

If the action is restricted to the subgroup G, the momentum y is a G-tensor.

On the other hand, have a look to the Lie algebra g of G, that is the set of infinitesimal generators
Z = da = (dC,dP) with a € G. Let us identify the space of the momentum components y = (K, L) to
the dual g* of the Lie algebra thanks to the dual pairing:

uZ=pda= (K,L)(dC,dP) = KdC+ Tr(LdP) 4)
We know that the group acts on its Lie algebra by the adjoint representation:
Ad(a):g—9:Z = Z=Ada)Z =aZ a ',

As G is a group of affine transformations, any infinitesimal generator Z is represented by:

- ~ 1 0 0 0
o1 2)-(% ).

Then Z = P 7' P~ leads to:

dC = P(dC' —dP'P~1C), dP=PdpP'P!. (5)

This adjoint representation induces the coadjoint representation of G in g* defined by:

(Ad*(a)p') Z = ' (Ad(a™") Z).
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Taking into account (4), one finds that the coadjoint representation:
Ad*(a) g = g" 4 = u=Ad*(a) /'
is given by:
K=KP', L=(PL+CK)P!.

It is noteworthy to observe that the transformation law (3) of momenta is nothing other than the
coadjoint representation!

However, this mathematical construction is not relevant for all considered physical applications
and we need to extend it by considering a map 6 from G into g* and a generalized transformation law:

p=a-py =Ad"(a)p +6(a), (6)

where 6 eventually depends on an invariant of the orbit. It is an affine representation of G in g*
(because we wish the momentum to be an affine tensor) provided:

Va,b € G,  6(ab) =0(a) + Ad*(a) 6(b) @)

Remark 1. This action induces a structure of affine space on the set of momentum tensors. Let 7t : F — M be
a G-principal bundle of affine frames with the free action (a, f) — f' = a - f on each fiber. Then we can build
the associated G-principal bundle:

A X F = (0" xF)/G:(u,f)—p=orb(y,f)
for the free action:

(a,(, f)) = (W, f)=a-(uf)=(a-pa-f)

where the action on g* is (6). Clearly, the orbit w = orb(, f) can be identified to the momentum G-tensor p of
components y in the G-frame f.

4. Symplectic Action and Momentum Map

Let (N, w) be a symplectic manifold [3,4,6,10]. A Lie group G smoothly left acting on A and
preserving the symplectic form w is said to be symplectic.The interior product of a vector V anda
p-form w is denoted l(?) w. Amap ¢ : N — g* such that:

VpeN, VZeg,  WZ-n)w=-dy(n)Z),

is called a momentum map of G. It is the quantity involved in Noether’s theorem that claims ¢ is
constant on each leaf of /. In [3] (Theorem 11.17, p. 109, or its English translation [4]), Souriau proved
there exists a smooth map 6 from G into g*:

0(a) = p(a-n) — Ad*(a) (n) , ®)

which is a symplectic cocycle, that is a map 6 : G — g verifying the identity (7) and such that (D6)(e)
is a 2-form. An important result, called the Kirillov-Kostant-Souriau theorem, reveals the orbit
symplectic structure [3] (Theorem 11.34, Pages 116-118). Let G be a Lie group and an orbit of the
coadjoint representation orb (i) C g*. Then the orbit orb (i) is a symplectic manifold, G is a symplectic
group and any y € g* is its own momentum.

Remark 2. Replacing 17 by a=' - 17 in (8), this formula reads:

$(n) = Ad*(a) ¢/ () +6(a),
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where  — ' = a - is the induced action of the one of G on N It is worth observing it is just (6) with
= y(n)and y = '(n). In this sense, the values of the momentum map are just the components of the
momentum G-tensors defined in the previous Section.

Remark 3. We saw at Remark of Section 3 that the momentum G-tensor y is identified to the orbit y = orb(u, f)
and, disregarding the frames for simplification, we can identify u to the component orbit orb(j).

5. Lie Group Statistical Mechanics

In order to discover the underlined geometric structure of the statistical mechanics, we are
interested in the affine maps @ on the affine space of momentum tensors. In an affine frame, @ is
represented by an affine function © from g* into R:

O(u)=0(u) =z+uz,

where z = ©(0) = O(yp) and Z = [in(O©) € g are the affine components of @. If the components of
the momentum tensors are modified according to (6), the change of affine components of @ is given by
the induced action:

z=12—0(a) Ad(a) Z/, Z=Ada)Z . )

Then O is a G-tensors. In [3,4], Souriau proposed a statistical mechanics model using geometric
tools. Let dA be a measure on u = orb (i) and a Gibbs probability measure p dA with:

p= e~ OW) = p=(z+p2)

The normalization condition [ rb() P 4A = 1links the components of ©, allowing to express z in
terms of Z: ‘
2(Z) =In / 1 d). (10)
Jorb(p)

The corresponding entropy and mean momenta are:

s(Z2) = - plnpdi=z+M?Z,
orb(p)

Jz
A = ——, 11
-/mw’”” - an

satisfying the same transformation law as the one (6) of 3. Hence M are the components of a momentum
tensor M which can be identified to the orbit orb(M), that defines a map u — M, i.e., a correspondance
between two orbits. This construction is formal and, for reasons of integrability, the integrals will be
performed only on a subset of the orbit according to an heuristic way explained latter on.

People generally consider that the definition of the entropy is relevant for applications insofar as
the number of particles in the system is very huge. For instance, the number of atoms contained in one
mole is Avogadro’s number equal to 6 x 10%3. It is worth noting that Vallée and Lerintiu proposed a
generalization of the ideal gas law based on convex analysis and a definition of entropy which does
not require the classical approximations (Stirling’s Formula) [11].

2
N
I

6. Relativistic Thermodynamics of Continua

Independently of his statistical mechanics, Souriau proposed in [7,8] a thermodynamics of
continua compatible with general relativity. Following in his footsteps, one can quote the works
by Iglesias [12] and Vallée [13]. In his Ph.D thesis, Vallée studied the invariant form of constitutive
laws in the context of special relativity where the gravitation effects are neglected. In [14], the author
and Vallée proposed a Galilean version of this theory of which we recall the cornerstone results. For
more details, the reader is referred to [2].
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Galileo’s group GAL is a subgroup of the affine group Aff(4), collecting the Galilean
transformations, that is the affine transformations dX’ — dX = PdX’ + C of R* such that:

c_<;°>, P_<i%> 12)

where u € R? is a Galilean boost, R € SO(3) is a rotation, k € R3isa spatial translation and 15 € R is
a clock change. Hence, Galileo’s group is a Lie group of dimension 10. The GAL-tensors will also be
called Galilean tensors.

M is the space-time equipped with a symmetric GALL-connection V representing the gravitation,
the matter and its evolution is characterized by a line bundle 71y : M — M. The trajectory of the
particle Xy € M is the corresponding fiber 775" (Xo). In local charts, X is represented by s’ € R® and
its position x at time f is given by a map:

x=g(t,s). (13)

The 4-velocity:
ol -
_ax
Codt
is the tangent vector to the fiber parameterized by the time. In a local chart, it is represented by:

1
u<v>, (14)

where v is the usual velocity. Conversely, ¢ can be obtained as the flow of the 4-velocity.
B being the reciprocal temperature, that is 1 / kgT where kp is Boltzmann’s constant and T the
absolute temperature, there are five basic tensor fields defined on the space-time M:

o the4-flux of mass N = 0 U where p is the density,

o  the 4-flux of entropy S =ps U =s N wheres is the specific entropy,

e Planck’s temperature vector W = U,

e its gradient f = V W called friction tensor,

e the momentum tensor of a continuum T, a linear map from Tx .M into itself.

In local charts, they are respectively represented by two 4-columns N, W and two 4 x 4 matrices f
and T. Then we proved in [14] the following result characterizing the reversible processes:

Theorem 1. If Planck’s potential { smoothly depends on's’, W and F = 9x/9s’ through right Cauchy strains:

C=FTF, (15)
then:
T:un+<_aov 2) (16)
with o 2 90
M=—p% az—FFEF , (17)

represents the momentum tensor of the continuum and is such that:

(VON=-=Tr(Tf),
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Combining this result with the geometric version of the first principle of thermodynamics:
DivT=0, DivN=0,, (18)
In [7,8], Souriau claimed that the 4-flux of entropy is given by:
S=TW+(N, (19)

and proved it is divergence free. Moreover the specific entropy s is an integral of the motion [2].

%
Let us introduce now the 5-temperature W represented by the 5-column:

- 1
w_< §>, (20)

and the tensor T represented by the 4 x 5 matrix
T = ( T N ) 1)
which allows gathering Equation (18) in the more compact form
DivT =0
and representing (19) in the more compact form:
S=TW,
local expression of the contracted product of T and W

S=T-w, (22)

It is the cornerstone equation of Souriau’s theory. In this form, it can be seen as a geometrization
of Clausius’ definition of the entropy as state function of a system:
Q
== 2
S=% (23)
where Q is a the amount of heat absorbed in an isothermal process. Scalar quantities are replaced by
analogous tensorial ones: S by its 4-flux S, Q by T and g = 1 / 6 by its 5-flux W. Replacing (19) by (22)
is not a purely formal manipulation but it takes a strong meaning when considering Bargmann’s group
B [15], a central extension of Galileo’s one [16], set of the affine transformations dX’ — dX = PdX’ +C
of R? such that.

>
I

1 0
u R (4)
1

lul? u™R

= o O

The B-tensors are called Bargmannian tensors. From this viewpoint, the 5-column (20) represents

a Bargmannian vector W of transformation law:
W=PW, (25)

and the 4 x 5 matrix (21) represents a Bargmannian 1-covariant and 1-contravariant tensor T of
transformation law:
T=pPT'P'.
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7. Planck’s Potential of a Continuum

Now, let us reveal the link between the previous relativistic thermodynamics of continua and Lie

group statistical mechanics in the classical Galilean context and, to simplify, in absence of gravitation.
In other words, how to deduce T from M and ( from z? We work in seven steps:

Step 1: defining the orbit. To begin with, we consider the momentum as an Galilean tensor, i.e., its
components ar modified only by the action of Galilean transformations. In order to calculate the
integral (10), the orbit is parameterized thanks to a momentum map. Calculating the infinitesimal
generators Z = (dC,dP) by differentiation of (12):

o dTg 7 0 0
dc_(dk ) dp_(du j(dw))’

where j(d@) v = dw x v, the dual pairing (4) reads:
uZ=1-do—q-du+p-dk—edr. (26)

The most general form of the action (6) itemizes in:

p=Rp' +mu, qg=R({{ —wp)+mk-1u), (27)
I=RlI'=ux (Rq)+kx(Rp')+mkxu, (28)
e:e'—i-u~(Rp')+%m||uH2, (29)

where the orbit invariant m occuring in the symplectic cocycle 6 is physically interpreted as the
particle mass. In [3] (Theorem 11.34, p. 151), the cocycle of Galileo’s group is derived from an
explicit form of the symplectic form. An alternative method to obtain it using only the Lie group
structure is proposed in [2] (Theorem 16.3, p. 329 and Theorem 17.4, p. 374).

Taking into account (3), the transformation law (6) of the Galilean momentum tensor y reads:
K=KP'4K,(CP), L=(PL+CK)YP'+L,C,P), (30)

where K;, and L, are the components of 6. In particular, one has:
1
Ku(C,P)=m <f§ || u Hz,uT) . (31)

Step 2: representing the orbit by equations. To obtain them, we have to determine a functional basis.
The first step is to calculate their number. We start determining the isotropy group of y. The
analysis will be restricted to massive particles: m # 0. The components p, g,1, e being given, we
have to solve the following system:

p=Rp+mu, (32)
g=Rg—1wRp+mu)+mk, (33)
I=RI—ux(Rq)+kx(Rp)+mkxu, (34)
1
u-(Rp)JrEmHuHZ:O, (35)

with respect to 79, k, R, u. Owing to (32), the boost u can be expressed with respect to the rotation
R by:

u= " (p-Rp), (36)
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that allows us to satisfy automatically (35). Next, owing to (32), Equation (33) can be simplified
as follows:
q=Rq—1p+mk,

that allows to determine the spatial translation k with respect to R and the clock change T:
1
k= (9-Rq+wp). (37)

Finally, because of (32), Equation (34) is simplified as follows:

I=RlI—ux(Rq)+kxp.
Substituting (37) into the last relation gives:

I=RI—ux(R )—i—l X —l(R ) X
= e e R
Owing to (32) and the definition of the spin angular momentum [
lo=l—-gxp/m,

leads to:
lo=Rly. (38)

These quantity being given, we have to determine the rotations satisfying the previous relation. It
turns out that two cases must be considered.

- Generic orbits : massive particle with spin or rigid body. If Iy does not vanish, the solutions of (38)
are the rotations of an arbitrary angle & about the axis Iy. We know by (36) and (37) that u and
k are determined in a unique manner with respect to R and 7. The isotropy group of y can
be parameterised by ¢ and 7. It is a Lie group of dimension 2. The dimension of the orbit of
uis 10 — 2 = 8. The maximum number of independent invariant functions is 10 — 8 = 2. A
possible functional basis is composed of:

so=loll, (39)

_ 1 2
CO—C*EHPH/ (40)

of which the values are constant on the orbit which represents a massive particle with spin or
a rigid body (seen from a long way off).

- Singular orbits : spinless massive particle. In the particular case Iy = 0, all the rotations of SO(3)
satisfy (38), then the isotropy group is of dimension 4. By similar reasoning to the case of
non vanishing Iy, we conclude that dimension of the orbit is 6 and the number of invariant
functions is 4. A possible functional basis is composed of ¢y and the three null components
of l().

For the orbits with m = 0, the reader is referred to [6] (pp. 440, 441).

To physically interpret the components of the momentum, let consider a coordinate system X/
in which a particle is at rest and characterized by the components p’ = 0,4 =0, 1" = Iy and
¢/ = ¢y of the momentum tensor. Let us consider another coordinate system X = PX’ 4+ C with a
Galilean boost v and a translation of the origin at k = x( (hence 7p = 0 and R = 1p3), providing
the trajectory equation:

x=x9+0t, (41)
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of the particle moving in uniform straight motion at velocity v. Owing (27) and (28), we can
determine the new components of the torsor in X:

p=mv, g=mxy, l=Il+qx0, e:eo—i-%HUHz, (42)

The third relation of (42) is the classical transport law of the angular momentum. In fact, it is a
particular case of the general transformation laws (28) when considering only a Galilean boost.
The transformation law reveals the physical meaning of the momentum tensor components:

-  The quantity p, proportional to the mass and to the velocity, is the linear momentum.

- The quantity g, proportional to the mass and to the initial position, provides the trajectory
equation. It is called passage because indicating the particle is passing through x at time
t=0.

- The quantity [ splits into two terms. The second one, g x v = x X mv = x X p, is the orbital
angular momentum. The first one, [ = [ — g x p / m, is the spin angular momentum. Their sum,
1, is the angular momentum.

e Step 3: parameterizing the orbit. If the particle has an internal structure, introducing the moment of
inertia matrix J and the spin @, we have, according to Kénig’s theorem:

1
Ih=Jo, 60:§w~(J(D).

Hence each orbit defines a particle of mass m, spin sg, inertia J and can be parameterized by 8
coordinates, the 3 components of g, the 3 components of p and the 2 components of the unit vector
n defining the spin direction, thanks to the momentum map R3 x R3 x § — g¢* : (q,p,n) —
u = y(q, p,n) such that:

1 2
= axptson  e=so [ pIP+2n (7).

The corresponding measure is dA = d®qd®pd?n. For simplicity, we consider further only a
singular orbit of dimension 6 representing a spinless particle of mass 7, which corresponds to the
particular case Iy = 0 then n = 0. It can be parameterized by 6 coordinates, the 3 components of g
and the 3 components of p thanks to the map:

P RIXR = g*: (q,p) = u=19(qp),

such that: 1 1
_ = - 2
I=—axp e=o—|lpl" . (43)

e  Step 4: modelling the deformation. Statistical mechanics is essentially based on a set of discrete
particles and, in essence, incompatible with continuum mechanics. Thus, according to usual
arguments, the passage from the statistical mechanics to continuum mechanics is obtained by
equivalence between the set of N particles (in huge number) and a box of finite volume V occupied
by them, large with respect to the particle size but so small with respect to the continuous medium
that it can be considered as infinitesimal. Let us consider N identical particles contained in
V, large with respect to the particles but representing the volume element of the continuum
thermodynamics. The motion of the matter being characterized by (13), let us consider the change
of coordinate
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The jacobean matrix reads:
0X 10
axp<vF>' 44

From then on, the momentum is considered as an affine tensor, i.e., its components are modified
by the action of any affine transformation.

Besides, we suppose that the box of initial volume Vj is at rest in the considered coordinate system
(v = 0) and the deformation gradient F is uniform in the box, then:

dx = Fds' .

According to (3), the linear momentum is transformed according to:
p=FTp. (45)
For a particle initially at position x, the passage is given by (42):
g=mx.

The measure becomes
dA = mBd3x dPp d*n = m3d3s' d°p’ dn .

For reasons that will be justified at Step 5, we consider the infinitesimal generator:
Z=(-W,0).

As the box is at rest in the considered coordinate system, the velocity is null and, owing to (14):

w—gu—(ﬁ). (46)

Hence the dual pairing (26) is reduced to:

nZ=_pge,

and, owing to (43), (45) and (15), for a spinless massive particle:

pz=Lopp= Loty p= Loty

For reasons of integrability as explained in Section 6, it is usual to replace the orbit by the subset
Vo x R3 x §% C orb(u) . Tt is worth remarking that, unlike the orbit, this set is not preserved by
the action but the integrals in (10) and (11) are invariant. Equation (10) gives for a particle:

z= 111(7113101112) ,

where:
IO = / d3 / = VO 7
JVy

L= / e*%p’TC’l
JR3

12:/ dzn:47'r.
S2

p/d3pl ,
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Finally:
2= 2 In(det(€)) 5 Inp+C*, 47)

where the value of the constant is not relevant in the sequel since it does not depend on W
and F (through C). It is worth remarking that, unlike orb(y), the subset V5 x R? x §? is not
preserved by the action and depends on the arbitrary choice of V. Nevertheless, z—then s and
M—depends on Vj only through In(V)) which is absorbed in the constant and has no influence
on the derivatives (17).

As pointed out by Barbaresco [17], there is a puzzling analogy between the integral occuring
in (10) and Koszul-Vinberg characteristic function [18,19]:

¢Q(z):i/ AN,

*

where () is a sharp open convex cone and Q* is the set of linear strictly positive forms on ) — {0}.
Considering Galileo’s group, it is worth remarking that the cone of future directed timelike vectors
(i.e., such that B > 0) [20] is preserved by linear Galilean transformations. The momentum orbits
are contained in QO* but the integral does not converge on the orbits or on )*.

e Step 5: identification. It is based on the following result.

Theorem 2. The transformation law of the temperature vector W is the same as the one of affine maps ©
on the affine space of momentum tensors through the identification:

Z=(-W,0), z=m(,
Proof.  First of all, let us verify that the form Z = (—W, 0) does not depend on the choice of the
affine frame. Indeed, starting from Z’ = (—W’,0) and applying the adjoint representation (5) with
dC' = =W’ and dP’ = 0, we find that dC = —W and dP = 0 with:
W=PW.
Besides, using the notations of (30), Equation (9) gives:
z=7—0(a)Ad(a)Z =2 +K,PW'.

On the other hand, let W be the 5-column (20) representing the temperature vector:

Taking into account (12) and (31), it is easy to verify that its transformation law (25) with the linear
Bargmannian transformation (24) can be recast as:

(=(m ) (),

which is the transformation law of the affine map © provided z = m (, that achieves the proof. [
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e  Step 6: boost method. For the box at rest in the coordinate system X, the temperature 4-vector is

given by (46):
_ (P
w=(5)-

A new coordinate system X in which the box has the velocity v can be deduced from X = PX 4 C
by applying a boost u = —v (hence k = 0, 79 = 0 and R = 1p3). The transformation law of vectors

gives the new components
w=( F
po )’

2=zt o ezt g )P

and (9) leads to:

Taking into account (47) and leaving out the bars:

1 3
z= 5 In(det(C)) — > Inp+ % | w |2 +C'. 48)

Itis clear from (11) that s is Legendre conjugate of —z, then, introducing the internal energy (which
is nothing other than the Galilean invariant (40)):

1
Cint =€~ 5 Iy 2,
the entropy is:
3 1
s=5 Inej, + 3 In(det(C)) + C'¢,

and, by Z = ds / M, we derive the corresponding momenta:

_0s 3 3 p

_ % _ — —orad.s —
p de  2ep’ @ gradps

As Equation (47), Equation (48) and the expressions of s, f and w are not affected by the arbitrary
choice of V.
e  Step 7: link between z and {. As z is an extensive quantity, its value for N identical particles is
zn = N z. Planck’s potential  being a specific quantity, we claim that:
ZN z 1 3 1

= =5 In(det(C)) — > Inp+ 25 | w | +C.

By (16) and (17), we obtain the linear 4-momentum IT = (H, —pT) and Cauchy’s stresses:

gsz m  2m

3 ksT

_ 1 2 _ __
H—p<§7+§||v|l>, p=pv, 0=—qlgs,

where, by the expression of the pressure, we recover the ideal gas law:

PN
q—kaT— VkBT.

The first principle of thermodynamics (18) reads:
9%

oH . dv )
¥+dw (Hv —0v) =0, pE—fgradq, ngdzv(pv)—O.
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We recognize the balance of energy, linear momentum and mass.

Remark 4. The Hessian matrix I of —z, considered as function of W through Z, is positive definite [3]. It is
Fisher metric of the Information Geometry. For the expression (48), it is easy to verify it:

1 )
—0MZ = B (eint(éﬁ)z-&-m || 6w — Eﬁp H2> >0,

for any non vanishing 5Z taking into account p > 0,e;,; > 0 and m > 0. On this basis, we can construct a
thermodynamic length of a path t — X(t) [21]:
't
L= ["\JeW®)TI(t) sW(b)dt,
fo
where 6W (t) is the perturbation of the temperature vector, tangent to the space-time at X (t). We can also define
a related quantity, Jensen—Shannon divergence of the path:

T = (t —to) /t (EW(NTI(E) SW(t)dt .

‘tl
0
8. Conclusions

The above approach is not limited to classical mechanics but can be used as guiding ideas to
tackle the relativistic mechanics. Beyond the strict application to physics, it can be taken as source of
inspiration to broach other topics such as the science of information from the viewpoint of differential
geometry and Lie groups. We hope to have modestly contributed to this aim.
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McCullagh (2002) and an alternative title, In a Search for Structure. The Fisher Information. Gromov (2012).
It is the richness in open problems and the links with other research domains that make a research
topic exciting. Information geometry has both properties. Differential information geometry is
the differential geometry of statistical models. The topology of information is the topology of
statistical models. This highlights the importance of both questions raised by Peter McCullagh
and Misha Gromov. The title of this paper looks like a list of key words. However, the aim is to
emphasize the links between those topics. The theory of homology of Koszul-Vinberg algebroids
and their modules (KV homology in short) is a useful key for exploring those links. In Part A
we overview three constructions of the KV homology. The first construction is based on the
pioneering brute formula of the coboundary operator. The second construction is based on the
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Amari” and “Riemannian or symplectic Foliations”; “Koszul geometry” and “linearization of webs”;
“KV homology” and “complexity of models”. Regarding the complexity of a model, the challenge
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and B Gromov. A few criticisms and examples are used to support our criticisms and to motivate
anew approach. In a given category an outstanding challenge is to find an invariant which encodes
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of statistical models. This re-establishment must answer both questions of McCullagh and Gromov;
(2) The search for an characteristic invariant which encodes the points of the moduli space of
isomorphism class of models; (3) The introduction of the theory of homological statistical models.
This is a pioneering notion. We address its links with Hessian geometry; (4) We emphasize the
links between the classical theory of models, the new theory and Vanishing Theorems in the
theory of homological statistical models. Subsequently, the differential information geometry has
a homological nature. That is another notable feature of our approach. This paper is dedicated to our
friend and colleague Alexander Grothendieck.
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1. Introduction

1.1. The Notation

Throughout the paper we use tha following notation. N is the set of non negative integers, Z is
the ring of integers, R is the field of real numbers, C®(M) is the associative commutative algebra of
real valued smooth functions in a smooth manifold M. Let V be a Koszul connection in a manifold M,
RV is the curvature tensor of V. It is defined by

RY(X,Y) = VxVy — VyVx — Vixy-
TV is the torsion tensor of V. It is defined by
TV(X,Y) = VxY — VyX — [X,Y].

Let X be a smooth vector field in M. LxV is the Lie derivative of V in the direction X - 1(X)RY is
the inner product by X. To a pair of Koszul connections (V, V*) we assign three differential operators.
They are denoted by DVV', DV and Dy.

(A1) DVV is a first order differential operator. It is defined in the vector bundle Hom(TM, TM).
Its values belong to the vector bundle Hom(TMM, ™).

(A2) DV and Dy are 2nd order differential operators. They are defined in the vector bundle TM.
Their values belong to the vector bundle Hom(TM®2, TM). Let X be a section of TM and let
be a section of T*M @ TM. The differential operators just mentioned are defined by

DYV (p)=V*oyp—yoV, (1a)
DY(X) = LxV — «(X)RY, (1b)
Dy(X) = V*(X). (10)

Part A of this paper is partially devoted to the global analysis of the differential equation
FE(VV*): DVVi(y)=0.

The solutions to FE(VV*) are useful for addressing the links between the KV homology,
the differential topology and the information geometry.

The purpose of a forthcoming paper is the study of the differential equations
FE*(V): DY(X)=0,
FE*(V): Dg(X)=0.

In the Appendix A to this paper we overview the role played by the solutions to FE**(V) in
some still open problems.

1.2. Some Explicit Formulas

Let x = (x1,...,xm) be a system of local coordinate functions of M. In those coordinates the
Christoffel symbols of both V and V* are denoted by I';;x and rfj:k respectively. We use those
coordinate functions for presenting an element ¥ € M(VV*) as a matrix [i;]. Thus by setting
di = % one has

Vii0j = Tjjrok.
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We focus on FE(VV*) and of FE**(V). They are equivalent to the following system of partial
differential equations
My

[Sijx] : o

Y (Tijetpre — Tipapef) = 0,

1<0<m

92 x* aX* X"
k . k k o
[®i/(X)} : axiax]' +;[ i a +r]zx ox; ri]-gxk Z

In Part A we address the links between the following topics DTO, HGE, IGE and ENT. Those topics
are presented as vertices of a square whose centre is denoted by KV H.

~ Thrka]] X" = 0.

/DLI

(1) DTO stands for Differential TOpology. In DTO, FWE stands for Foliations and WEDbs.

(2) HGE stands for Hessian GEometry. Its sources are the geometry of bounded domains,
the topology of bounded domains, the analysis in bounded domains. Among the notable
references are [1-3]. Hessian geometry has significant impacts on thermodynamics, see [4,5],
About the impacts on other related topics the readers are referred to [6-12].

(3) IGE stands for Information GEometry. That is the geometry of statistical models. More generally
its concern is the differential geometry of statistical manifolds. The range of the information
geometry is large [13]. Currently, the interest in information geometry is increasing. This comes
from the links with many major research domains [14-16]. We address some significant aspects
of those links. Non-specialist readers are referred to some fundamental references such as [17,18].
See also [4,19-23]. The information geometry also provides a unifying approach to many problems
in differential geometry, see [21,24,25]. The information geometry has a large scope of applications,
e.g., physics, chemistry, biology and finance.

(4) ENT stands for ENTropy. The notion of entropy appears in many mathematical topics, in Physics,
in thermodynamics and in mechanics. Recent interest in the entropy function arises from its
topological nature [14]. In Part B we introduce the entropy flow of a pair of vector fields.
The Fisher information is then defined as the Hessian of the entropy flow.

(6) KVH stands for KV Homology. The theory of KV homology was developed in [9]. The motivation
was the conjecture of M. Gerstenhaber in the category of locally flat manifolds. In this paper
we emphasize other notable roles played by the theory of KV homology. It is also useful for
discussing a problem raised by John Milnor in [26].

The conjecture of Gerstenhaber is the following claim.
Every restricted theory of deformation generates its proper cohomology theory [27].

Loosely speaking, in a restricted theory of deformation one has the notion of both infinitesimal
deformation and trivial deformation. The challenge is the search for a cochain complex admitting
infinitesimal deformations as cocycles. In the present paper, KV H is useful for emphasizing the links
between the vertices DTO, HGE, IGE and ENT. That is our reason for devoting a section to KV H.

Warning.

We propose to overview the structure of this paper. The readers are advised to read this paper as through it
were a wander around the vertices of the square “DTO-HGE-IGE-ENT”. Thus, depending on his interests and
his concerns a reader could walk several times across the same vertex. For instance the information geometry
appears in many sections, depending on the purpose and on the aims.

1.3. The content of the Paper

This paper is divided into Part A and Part B.

Part A: Sections 1-7.

Section 1 is the Introduction. Section 2 is devoted to algebroids, modules of algebroids and the
theory of KV homology of the Koszul-Vinberg algebroids. To introduce the KV cohomology we have
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adopted three approaches. Each approach is based on its specific machinery. However, the readers will
face three cochain complexes which are pairwise quasi isomorphic. The KV cohomology is present
throughout this paper. At the end of Part B the reader will see that the theory of statistical models is but
a vanishing theorem in the theory of KV hohomology. The first approach is based on the pioneering
fundamental brute formula of the coboundary operator. Historically, the brute formula is the first to
have been constructed [9].

This first approach is used in many sections of this paper. Regarding the theory of deformation
of the Koszul Geometry, the KV cohomology is the solution to the conjecture of Gerstenhaber. In the
theory of modules of KV algebroids the role played by the KV cohomology is practically SIMILAR
to the role played by the Hocshild cohomology in the category of associative alggebroids and their
modules. This last remark holds for the role played by the Chevalley-Eilenberg cohomology in the
category of Lie algebroids and their modules. Nevertheless, our comparison fails in the theory of
Extension of modules over algebroids. In both categories of extensions of modules over associative
algebroids and Lie algebroids the moduli space of equivalence class is encoded by cohomology classes
of degree one. In the category of extensions of KV modules the moduli space is encoded by a spectral
sequence. That was a unexpected feature in [9]. The pioneering coboundary operator of Nijenhuis [28]
may be derived from the total brute coboundary operator introduced in [29].

The second approach is based on the notion of simplecial objects.

The third approach is based on the theory of anomaly functions for abstract algebras and their
abstract modules. The idea has emerged from recent correspondences with one of my former teachers.
The KV anomaly function of a Koszul connection V may be expressed in terms of the V-Hessian
operators V2, namely

KWy (X,Y,Z) =< V3(Z),(X,Y) > — < V3(2),(Y,X) > .

This approach is a powerful for addressing the relationships between the global analysis,
the differential topology and the information geometry. The approach by the anomaly functions
suggests many conjectures. Among those conjectures is the following.

Conjecture. Every anomaly function of algebras and of modules yields a theory of cohomology of algebras
and modules.

Section 3. This section is devoted to the theory of KV (co)homology of Koszul-Vinberg algebroids.
We focus on cohomological data which are used in the paper.

Section 4. This section is devoted the KV algebroids which are defined by structures of locally
flat manifold. The KV cohomology theory is used for highlighting the impacts on the differential
topology of the information geometry and its methods. We make the most of some relationships
between the KV cohomology and the global analysis of the differential equation FE*(VV*). We also
sketch the global analysis of the differential equation

FE* (V).

This leads to the function
LCDV —"(V)eZ

We explain how to interpret ¥ as a distance. (See the Appendix A to this paper ). For instance,
the function ¥ gives rise to an numerical invariant ’(M) which measures how far from being
an exponential family is a statistical model ML This result is a significant contribution to the information
geometry, see [18,22,24].

Section 5. We are interested in how interact the information geometry, the KV cohomology and
the geometry and Koszul. In particular we relate the notion of hyperbolicity and vanishing theorems
in the KV cohomology.
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Section 6. This section is devoted to the homological version of the geometry of Koszul.
Our approach involves the dualistic relation of Amari. The KV cohomology links the dualistic
relation with the geometry of Koszul.

Section 7. In this section summarize the highlighting features of Part A.

Part B: Sections 8-14.

Section 8. This is the starting section of the second part B. This Part B is devoted to new insights
in the theory of statistical models. On 2002 Peter McCullar raised the provocative question.

What Is a Statistical Model

Across the world (Australia, Canada, Europe, US) the McCullagh® paper became the object of
many criticisms and questions by eminent theoretical and applied statisticians [30].

Part B is aimed at supplying some deficiencies in the current theory of statistical models.
We address some criticisms which support the need of re-establishing the theory of statistical model
for measurable sets. Those criticisms are used for highlight the lack of both Structure and Relations.
Those criticisms also highlight the search of M. Gromov [15]. The need for structures and relations
was the intuition of Peter McCullagh. Loosely speaking there is a lack of Intrinsic Geometry in the
sense of Erlangen. Subsequently the lack of intrinsic geometry yields other things that are lacking.
The problem of the moduli space of models is not studied, although this would be crucial for applied
information geometry, and for applied statistics. That might be a key in reading some the controversy
about [30].

Section 9. In this section we address the problem of moduli space of statistical models. The problem
of moduli space in a category is a major question in Mathematic. It is generally a difficult
problem that involves finding a characteristic invariant which encodes the point of the moduli space.
Such an invariant is a crucial step toward the geometry and the topology of a moduli space.
Among other needs, the problem of encoding the moduli space of models has motivated our need of
a new approach, that is to say the need of a theory having nice mathematical structure and relations.
In this Part B the problem of the moduli space is solved. To summarize the theorem describing the
moduli spaces of statistical models we need the following notation.

A gauge structure in a manifold M is a pair (M, V) where V is a Koszul connection in M.
The category of gauge structures in M is denoted by LC(M). We are concerned with the vector bundle
T*®2M of bi-linear forms in the tangent bundle TM. The sheaf of sections of T*®?M is denoted
by BL(M).

The category of m-dimensional statistical models (to be defined) of a measurable (E, )) is denoted
by G M, (E, Q). The category of random functors

LC(M) x E — BL(M)

is denoted by F(LC, BL)(M). One of the interesting breakthrough in this Part.B is the following
solution to the problem of moduli.

Theorem 1. There exists a functor
GMu(E,Q) 5 M — qy € BL(M) )

which determines a model M up to isomorphism.
Let p be the probability density of a model M. The mathematical expectation of gy (V) is defined by

E(aua(V) = [ paa(V). @

The quantity E(quy) (V) does not depend on the Koszul connection N . It is called the Fisher information of M.
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This theorem emphasizes the Search for structure [16].

Section 10. This section is devoted to introduce the category of homological statistical models.
This may be interpreted as a variant of the topology of the information. Another approach is to be
found in Baudot-Bennequin [31].

The current theory (as in [17]) is called the classical (or local) theory. This means that a statistical
model as in [17,18] is derived from the localization of a homological model. Loosely speaking such a
model expresses a local vanishing theorem in the theory of homological statistical models.

Section 11. This section is devoted to discussing the links between the geometry of Koszul and
the theory of homological statistical models. Those investigations lead to this notable feature.

The Geometry of Koszul, the homological statistical models and the classical information geometry
locally look alike.

Section 12. Through Section 9 the framework is the category of equivariant locally trivial fibration.
This assumption is weakened in Section 12. We recall the relationships between the Cech cohomology
and the theory of locally trivial fiber bundle. We extend the scope of applications of the methods of the
information geometry. Those extensions produce some interesting results. Here is an instance.

Theorem 2. Let M be an oriented compact real analytic manifold and let C% (M?) be the space of real valued
analytic functions in M2. There exists a non trivial map of C(M?) in the family of (positive) stratified
Riemannian foliation in M.

Sections 13. This Section 13 is a variant of Section 7.
Section 14 is an appendix we have mentioned. It is devoted to overview a few new
significant results. Those results are derived from the global analysis of the differential operators

{DV,DV,V € cC(M)}.
The solutions to a few open problems are announced.

2. Algebroids, Moduls of Algebroids, Anomaly Functions

The purpose of this section is to introduce basic notions in the algebraic topology of locally
flat manifolds.

2.1. The Algebroids and Modules

Given a smooth fiber bundle
B—M

the set of smooth sections of B is denoted by I'(B).

Definition 1. An (abstract) real algebra is a real vector space A endowed with a bilinear map
AxA— A

Definition 2. An (abstract) real two-sided module of an (abstract) algebra A is a real vector space W with two
bilinear mappings
AxW =W,

WxA—-W
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Warning.

Here algebra means a multiplication a - b without any rule of calculations. So the product a-b - c is
meaningless.

Throughout this paper, the smooth manifolds we deal with are connected and paracompact. In a smooth
manifold M all geometrical objects we are interested in are smooth as well.

The vector space of smooth vector fields in a manifold M is denoted by X (M). It is a left module of the
associative commutative algebra C*°(M).

Consider a real vector bundle

& — M.

The real vector space of sections of € is denoted by T'(E).

Definition 3. A real algebroid over a smooth manifold M is a real vector bundle whose vector space of sections
is a real algebra.

So the vector space of sections of a real algebroid £ is endowed with a R-bilinear map
T(E)xT(E) > (s,8") —s-s"€T(E)
To simplify the multiplication of two sections is denoted s - s:.
Definition 4. A two-sided module of an algebroid & is a vector bundle
V—-M
whose vector space of sections is a two-sided module of the algebra T (E).

Let s be section £ and let v be a section of V. Both left action s on v and the right action of s on v
are denoted by s-vand v - 5.

Definition 5. An anchored vector bundle over M is a pair
(€,b)
formed by a real vector bundle £ and a vector bundle homomorphism
E>e—ble) e TM.
The homomorphism b is called the anchor map.

2.2. Anomaly Functions of Algebroids and of Modules

Let V be a two-sided module of an algebroid (&, D).
Definition 6. An anomaly function of an algebroid & is a 3-linear map Ag of T'(€)3 in T'(E) whose values
Ag (s1,82,53) belong to spang|[(s;-s;)-sk, 8i-(sjsx); i, j, k € [1,2,3]]. An anomaly function of an E-module V is

a 3-linear map Agy of T(€)? x T(V) in T (V) whose values Agy (s, s*,v) belong to spang|(s-s*)-v,s-(s*-0)¥s,
s*eT(€), Vo el (V).

In this paper we are interested in some anomaly functions which have strong geometrical impacts.
They are defined below.
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Definition 7. Let & be an algebroid and let s,s*,s*x € T(E).
(1) The associator anomaly function of £ is defined by
Ass(s,s%,8") = (s-5%) - s —s- (s 5™).
(2)  The Koszul-Vinberg anomaly function of £ is defined by
KV (s,s*,s*") = Ass(s,s*,s*) — Ass(s*,s,s™).

(3)  The Jacobi anomaly functions of £ are defined by

J(s,s%,8") = (s-5") - 4+ (s*- ") - s 4+ (s*" -5) - s™.

Definition 8. Let v be a section of a two-sided E-module V.
(1)  The associator anomaly function of a left module V is defined as

Ass(s,s*,0) = (s-s*)-v—s-(s"0).
(2)  The KV anomaly functions of a two sided module V are defined as
KV (s,s*,v) = Ass(s,s*,v) — Ass(s*,s,v),
KV(s,v,s")=(s-v)-s" —s-(v-s")— (v-8)-s*+0v-(s-5%).

Definition 9. We keep the notation used above. Let s, s* be sections of €, let v be a section of V and f € C*(M).
(1)  The Leibniz anomaly function of an anchored algebroid £ is defined by

L(s, f,57) = s (fs*) =df(b(s))s™ = fs 5"
(2)  The Leibniz anomaly function of the £-module V is defined by
L(s,f,0) = s - (fo) —df(b(s))o — fs v,

A category of algebroids and modules of algebroids is defined by its anomaly functions.
The anomaly functions are also used for introducing theories of homology of algebroids.
Some categories of anchored algebroids play important roles in the differential geometry.

Definition 10. (A1): A Lie algebroid is an anchored algebroid (£, ) satisfying the identities
s-sx =0,

L(s, f,s%) = 0.
(B1): A KV algebroid is an anchored algebroid (E,b) satisfying the identities

KV (s, s%,s%%) =0,

L(s, f,s%) = 0.
(B2): A vector bundle V is a module of Lie algebroid (€, b) if it satisfies the identities

L(s, f,v) =0,

(s-s%)-v—s-(s*-v)+s*-(s-v) =0.
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A vector bundle V is a two-sided KV module of a Koszul-Vinberg algebroid (€, b) if it satisfies the identities
L(s, f,v) =0,

KV(s,s*,v) =0,
KV(s,v,s*) =0.

Warning.

Consider a vector V space as the trivial vector bundle

Vx0O —0.

Then we get
[(Vx0)=V.

Therefore an algebra is an anchored algebroid over a point; its anchor map of is the zero map. Therefore,
the Leibniz anomaly of an algebra is nothing but the bilinearity of the multiplication. So the notion of KV algebra
and KV module is clear.

3. The Theory of Cohomology of KV Algebroids and Their Modules

This section is devoted to the cohomology of KV algebroids and KV modules of KV algebroids.
KV stands for Koszul-Vinberg. We shall introduce three approaches to the theory of KV cohomology.
Each approach has its particular advantage. So, depending on the needs or on the concerns one or other
approach may be convenient. The three approaches are called “Version brute formula”, “Version semi
simplicial objects”, “Version anomaly functions”. The same graded vector space is common to the
three constructions. They differ in their coboundary operators. However, three constructions lead to
cohomology complexes which are pairwise quasi isomorphic.

Each construction leads to two cochain complexes. Those complexes are called the KV complex and

total KV complex. They are denoted by C,, and C7. In final we obtain six cohomological complexes.

3.1. The Theory of KV Cohomology—Version the Brute Formula of the Coboundary Operator

The geometric framework is the category of real KV algebraoids and their two sided modules.
However our machineries only make use of R-multi-linear calculations in the vector spaces of sections
of vector bundles. Without any damage we replace the categories of KV algebroids and modules of KV
algebroids by the categories of KV algebras and abstract modules of KV algebras.

3.1.1. The Cochain Complex Cky .
Let W be a two-sided module of a KV algebra A.

Definition 11. The vector subspace [(W) C W is defined by
(a-b)-w—a-(b-w)y=0 Vabe A
We consider the Z-graded vector space

Cxv(AW) =Y CL (A W).
q
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The homogeneous vector sub-spaces are defined by

Chy(AW)=0 v7<0,
Chy (A W) = J(W),
Cly (A W) = Homg (A®1,W) Vg > 0.

Before pursuing we fix the following notation.

Let
C=01®.0 ag41 € A®+l

andleta € A,
0 =1 ®..0;...Q ag+1,

Nri16 = 0i(9h118),

q+1
A=Y 0 ® .01 Qaa; Qa0
1
We are going to define the coboundary operator

kv s C1(A, W) — CIHL(A,W).

The coboundary operator is a linear map. It is defined by

Oky(w)l(a) = —a-w+w-a Ywe J(W),

9

[Brvf1(6) = Y (=1)'[ai - (3:8) — f(ai - 0i€) + (f(8 18 ® 1)) - ag1]Vf € Chyy (A, W),

1

vE € APTHL

The operator Jky satisfies the identity

512<Vf =0 VfeCgy(AW).

(4a)

(4b)

Therefore the pair (Cyy, (A, W), dkv) is a cochain complex. Its cohomology space is denoted by

HKv.AW Z

The conjecture of Gerstenhaber: Comments.

A KV algebra A is a two-sided module of itself. An infinitesimal deformations of A is a 1-cocycle of
Cxv (A, A) [9]. By the conjecture of Gerstenhaber the cohomology complex Cxy (A, A) is generated by the

theory of deformations in the category of KV algebras.

The theory of deformation of KV algebras is the algebraic version of the theory of deformation of locally flat
manifolds [2]. Therefore, the complex Cxy (A, ) is the solution to the conjecture of Muray Gerstenhaber in the

category of locally flat manifolds [27].
Features.

(1) The 2nd cohomology space Hz,(A, A) is the space of non trivial deformations of A.
The definition of KV algebra of a locally flat manifold will be given in the next section.

Following [2] every hyperbolic locally flat manifold has non trivial deformations. Thus, if A is the KV algebra of

a hyperbolic locally flat manifold then
Hgy (A, A) #0.
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(2) Let W be a two-sided module of a KV algebra A. We consider W as a trivial KV algebra, viz

w-wx =0 Yw,wx € W.

Let EXTgy (A, W) be the set of equivalence classes of short exact sequences of KV algebras

0—-W—=>B—->A—0.

An interpretation of the 2nd cohomology space of Cxy (A, W) is the identification

Hgy (A W) = EXTgy (A W).

Let W, Wi be two-sided modules of A. Let EXT o(Wx, W) be the set of equivalence classes of exact short
sequences of two-sided A-modules
0—-W—=T— Wx—0.

In both the category of associative algebras and the category of Lie algebras we have
HH'(A, Homg(W+,W)) = EXTp(Wx, W),
H{p(A, Homg (Wx, W)) = EXT4(Wx,W).
Here HH(A, —) stands for Hochschild cohomology of an associative algebra A and Hcg (A, —) stands for
cohomology of Chevalley-Eilenberg of a Lie algebra A.
Unfortunately in the category of KV modules of KV algebras this interpretation of the first cohomology

space fails. Loosely speaking in the category of KV algebras the set H' (A, Hom(Wx, W)) is not canonically
isomorphic to set EXT 4(Wx, W) [9].

3.1.2. The Total Cochain Complex C-.

The purpose is the total complex

Ce(A,W) =Y Cl(AW).
q

Its homogeneous vector subspaces are defined by
CHAW)=0 Yg<0,

CoAW) =W,
C1H(A, W) = Homp (A®T,W) Vg > 0.

The total coboundary operator is a linear map
cla,w) = I a,w).
That operator is defined by

(1): [brw](a) = —a-w+wa V(a,w)e AxXW,
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g+1

@) B = Y (~1)'lai - f(9i) — f(a; - 9€) + (f(0F4 18 @ 41) - ag41]  Vf € CUAW).

1
The pair
(CZ(A, W), 07)

is a cochain complex, viz
82=0.

T

The derived cohomology space is denoted by

He(A W) =Y HI(AW).
q

It is called the W-valued total KV cohomology of A.

3.2. The Theory of KV Cohomology—Version: the Semi-Simplicial Objects

Let V be a two-sided module of a KV algebra .A. Our aim is the construction of semi simplicial
A-modules whose derived cochain complex is quasi isomorphic to the KV cochin complex Cxy (A, V).

3.2.1. Extension

We start by considering the vector space
B=A®R.
Its elements are denoted by (s + A). We endow B with the multiplication which is defined by
(S+A)-(s*+A") =5-5"+As" + A"s + AA".
With the multiplication we just defined, B is a real KV algebra. In other words we have
KV (X3,X5,X3) = 0.

Here
Xj =5j + )\/'.
In the A-module V we have a structure of left B-module which is defined by

(s+AN)v=sv+Av V(s+A)eB, VYvelV.

3.2.2. Construction

Let B be the vector space spanned by A x R. Its elements are finite linear combinations of
(s,A),s € AxR.
The tensor algebra of B is denoted by T(B3). It has a Z-grading. its homogeneous vector sub-spaces
are defined by
T,(B) = B*1.

A monomial element is denoted by
C=x1®x®..Qx.

Here
X = (S],)\]) e AxR.
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The KV algebra A is a two-sided ideal of the KV algebra B. Thereby, the vector space B is
canonically a left module of A.
We define the natural two-sided action of R in B by setting

A-(s%,A%) = (As,AA%),
(5%, A%) - A = (As*, A*A).

Thereby every vector subspace Tq(fj’ ) is a left KV module of B. Here the left action of B in T;(B)
is defined
(s+A)-&=5-E+AL

Before continuing we recall the (extended) action of A in tensor space Tq(B),
q
S (MOBO.OX) =) QK. D5 X ® .. @ Xg.
j=1
We recall a notation which has been used in the last subsections,
Bjé =0 ®xn® f] & xg.

The symbol ¥; means that x; is missing. Let 1 € R be the unit element, then T stands for (0,1) € B.
We are going to construct semi simplicial modules of .

3.2.3. Notation-Definitions
Implicitly we use set isomorphism
Bax=(sA) = X" =s+A€eB.

Then V¢ € T;(B) one has
I*.c=¢
We go back to the Z-graded B-module

Definition 12. Let j,q be two positive integers with j < q, let
¢ =x1 ®x2... @ Xq.

The linear maps
d] : Tq(B) — Tq,l(B)

and
5] : Tq(B) — Tq+1(8)

are defined by

5i¢ =¢;(1)¢
The right member of the last equality has the following meaning

(D=1 ®x1.0x51010x.0x,
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Structure. The maps d; and S; satisfy the following identities

did = di_ydi if i<, (5a)
S8 =SS if i<], (5b)

(Sj-1di —diS))(§) = ej_1(xi)aig if 1<i<], (5¢)
(diy1S;— Sidi)(§) = ej(x))9;¢ if j+1<i<yg, (5d)
di(Si(§)) =¢ if i=]. (5e)

Definition 13. The system {T,(B),d;, S;} is called the canonical semi simplicial module of B.

3.2.4. The KV Chain Complex

From the canonical simplicial B-module we derive the chain complex C. (B).ithasa Z-grading
which is defined by

Cy(B) =0 if g<0, (6a)
Co(B) =R, (6b)
C,(B)=T,(B) if q>0. (6¢)

Now one defines the ( linear) boundary operator
d:Cq(B) = C4-1(B)

by setting

By the virtue of (5a) we have

3.2.5. The V-Valued KV Homology

We keep the notation used in the preceding sub-subsection. So the vector spaces A, B and V are
the same as in the preceding subsubsection.
We consider the Z-graded vector space

Its homogeneous sub-spaces are defined by
C(B,V)=0 if q<0,
CO(B/ V) =V,

CBV)=Ty;(B)®@V if q>0.

Every homogeneous vector subspace C;(B, V) is a left module of the KV algebra B. The left action
is defined by
s-(®v)=s-QRv+IRs-0.
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Let j and q be two positive integers such that j < g.
Let § = x1 ® x2... ® x4. To define the linear map

d] : Cq(B, V) — Cq,] (B, V)

we put

Henceforth one defines the boundary operator
d:Cy(B,V)— Cy1(B,V)
by setting
d= i(—ufdj,
1
So we obtain a chain complex whose homology space of degree g is denoted by H, (B, V).

Definition 14. The graded vector space
H.(B,V)=)_Hy(B,V)
9

is called the total homology of B with coefficients in V.

3.2.6. Two Cochain Complexes

We are going to define two cochain complexes. They are denoted by Cky(B,V) and by
C:(B, V) respectively.
We recall that the vector subspace J(V) C V is defined by

(s-sx)-v—s-(sxv)=0 Vs sxebB.

Let us set

Cv(B,V) = J(V),

AABV)=V,
CU(B,V) = Homg(T,(B) vq>1.
Let (j,q) be a pair of non negative integers such that j < q. We are going to define the linear map
d;: C1(B,V) — CT"(B,V).

Given f € C4(B,V) and

C=x1®.. ®xq+1

we put
4if(§) = Xj - f(9;6) — f(d;c)-
The family of linear mappings d; has property S - 1, viz

d]dl = didjfl VZ,] with i< ]
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We use these data for constructing two cochain complexes. They are denoted by (C,, dxy) and
by (Ci,d.) respectively. The underlying graded vector spaces are defined by

Ckv=J(V)® ) C1(B,V),
q>0

Cc=Va ) C1(B,V).
q>0

Their coboundary operators are defined by
(dgyo)(s) = —s -0,

(drw)(s) = —sw,

9 .
dxv(f) = Y (=1Vd;(f) if q>0,
1

q+1

d(f) = L (-1di(f) if q>0.

1
The simplicial formula (5a) yields the identities

dxy =0,
a2 =0.

The cohomology space
Hyy(B,V) =} Hiy (B,V)
q
is called the V-valued KV cohomology of 5.
The cohomology space
H(B,V)=Y_H!(B,V)
q

is called the V-valued total KV cohomology of B.

The algebra A is a two-sided ideal of the KV algebra B. Mutatis mutandis our construction gives
the cohomology spaces Hiy (A, V) and Hr(A, V). They are called the V-valued KV cohomology and
the V-valued total KV cohomology of A.

Comments.

Though the spectral sequences are not the purpose of this paper we recall that the pair (A C B) gives rise
to a spectral sequences E; [32-34]. The term Eg is nothing other than Hyy (A, V) [29]. In other words one has

q _ Ja—
Hl, (A V)= Y E".
0<j<q

3.2.7. Residual Cohomology

Before pursuing we introduce the notion of residual cohomology. It will be used in the section be
devoted the homological statistical models.

The machinery we are going to introduce is similar to the machinery of Eilenberg [35]. In particular
we introduce the residual cohomology. Our construction leads to an exact cohomology sequence
which links the residual cohomology with the equivariant cohomology. We restrict the attention to the
category of left modules of KV algebroids. We keep our previous notation.
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We recall that for every positive integer g > 0 the vector space C7(B,V) is a left module of B.
The left action of s € B is defined by

(s-)() =s-f(&) = f(5- )
Definition 15. A cochain f € C1(B, V) is called a left invariant cochain if

s-f=0 VseB Vs

A straightforward consequence of this definition is that a left invariant cochain is a cocycle of
both C%, and Ci. The vector subspace of left invariant g-cochains of B is denoted by Hg (B, V). It is
easy to see that

Z1(B,v)nZ},(B,V)=HI(B,V),

ZUAVINZE (A V) = HI(A V).

Definition 16. A KV cochain of degree q whose coboundary is left invariant invariant is called a residual
KV cocycles.

(1)  The vector subspace of residual KV cocycles of degree q is denoted by Z?Wm‘
(2)  The vector subspace of residual coboundaries of degree q is defined by BY,,,,.. = H (B, V) +dxv (C?&l (B,V)).

The residual KV cohomology space of degree q is the quotient vector space.

(3) HY (B V) — Z?(Vms
e\ B V) =5,

(4) By replacing the KV complex by the total KV complex one defines the vector space of residual total
cocycles 73 s and the space of residual total coboundaries B, Therefore we get the residual total KV
cohomology space

q _ ZZres
H‘rres(-A/ V) Y

B T,res

The definitions above lead to the cohomological exact sequences which is similar to those
constructed by Eilenberg machinery [35]. We are going to pay a special attention to two cohomology
exact sequences.

(1) At one side the operator dgy yields a canonical linear map
+1
H}yos(B,V) = HI (B, V).

(2) At another side every KV cocycle is a residual cocycle and every KV coboundary is a residual
coboundary as well. Then one has a canonical linear map

HY,(B,V) = HLy,o (A V).
Those canonical linear mappings yield the following exact sequences
-1
— H}o(B, V) = H{(B,V) = HL,(B,V) = H}y,,{(B,V) —

— HL.Y(B,V) = HI(B,V) = HY(B,V) — H.(B,V) —

157



Entropy 2016, 18, 433
Some Comments.

(c.1): We replace the KV BB by A. Then we obtain the exact sequences
-1
= Hl o (A V) = HI(A, V) = HL, (A, V) = HYy (A V) —

— HI 2 (A V) = HI(A, V) = HI(A, V) = HL(A V) —

(c.2): The KV cohomology difers from the total cohomology. Loosely speaking their intersecttion is the
equivariant cohomology H; (B, V) their difference is the residual cohomology. The domain of their
efficiency are different as well. Here are two illustrations.

Example 1.

In the introduction we have stated a conjecture of M. Gerstenhaber, namely Every Restricted Theory
of Deformation Generates Its Proper Theory of Cohonology.

From the viewpoint of this conjecture, the KV cohomology is the completion a long
history [2,9,28]. Besides Koszul and Nijenhuis, other pioneering authors are Vinberg, Richardson,
Gerstenhaber, Matsushima, Vey.

The challenge was the search for a theory of cohomology which might be generated by the theory
of deformation of locally flat manifolds [8]. The expected theory is the now known KV theory of KV
cohomolgy [9].

Example 2.

The total cohomology is close to both the pioneering Nijenhuis work [28,36]. In [29] we have
constructed a spectral sequence which relates to [28,36].

From another viewpoint, the total KV cohomology is useful for exploring the relationships
between the information geometry and the theory of Riemannian foliations. This purpose will be
addressed in the next sections.

3.3. The Theory of KV Cohomology—Version the Anomaly Functions

This subsection is devoted to use the KV anomaly functions for introducing the theory of
cohomology of KV algebroids and their modules.

This viewpoint leads to an unifying framework for introducing the theory of cohomology of
abstract algebras and their abstract two-sided modules. Here are a few examples of cohomology theory
which are based on the anomaly functions.

Example 1. The theory of Hochschild cohomology of associative algebras is based on the associator
anomaly function.

Example 2. The theory of Chevalley-Eilenberg-Koszul cohomology of Lie algebras is based on the Jacobi
anomaly function.

Example 3. The theory of cohomology of Leibniz algebras is based on the Jacobi anomaly function
as well.

3.3.1. The General Challenge CH(D)

We consider data
D = [(A Ax),(V,Aav), Hom(T(A),V)].

Here

(1) Visan (abstract) two sided module of an (abstract) algebra .A.
(2) A and Ay are fixed anomaly functions of A and of V respectively.
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(3) Hom(T(A),V) stands for the Z-graded vector space

Hom(T(A), V) = ®gHomg (A%, V).

Let Ap be the category of (abstract) algebras and (abstract) modules whose structures are defined
by the pair (A 4, A 41)- So the rules of calculations in the category A are defined by the identities

Ay(a,b,c) =0,
Ayy(a,b,v) =0.
The challenge is the search of a particular family of linear maps
Hom(A®1,V) 5 f — dg(f) € Hom(A®TH, V).
Such a particular family d; must satisfy a condition that we call the property A.

Property A

V& =1 ®a... ®agio € AT,V f € Hom(A®, V) the quantity [dgi1(dg(f)))(Z) depends linearly on
the values of the anomaly functions

{Aa(ai,a5,a), Aav(aja;,0)}

Let us assume that a family d,; is a solution to CH(ID). Then the category Ap admits a theory of
cohomology with coefficients in modules.

The next is devoted to this challenge in the category of KV algebras and KV modules.
The geometry version is the category of KV algebroids and KV modules of KV algebroids.

3.3.2. Challenge CH(D) for KV Algebras

Let W be a two-sided module of an abstract algebra .A. We assume that the following bilinear
mappings are non trivial applications

AxW>S (X,w) > X-weW,

WxA> (w,X)—»w-XeW.

Let f € Hom(A%7,W). We consider a monomial ¢ € A®7*1, so
F=X1®..0 X4 € A¥TTL,

Our construction is divided into many STEPS.
Step 1.

Let (i < j) be a pair of positive integers with 1 < i < j < q. The linear the map
S[i,f] (f) € Hom(A’”],V).
Sy;j) is defined by
S (X1 ® .. ® Xp41) = (1) [X- f(X1 ® . © X; ©..%) @ Xj1. © Xy 1)

+(f(X19..0X0.X®.Xi1 ® X)) X
—w()f(X1©..0X X @ ..X® ... ® Xp41)]
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(D)X f(X1® K © .. @ X ©. 0 Xg11)
+(f(X1 ® X, ®..Q X] ® ...X,;+] ® X,)) . Xq+1
—w(f)f(Xl 24 Xl ® .. ® Xj - X] ®X..® Xq+1)].

In the right side member of Sj; ;(f)(¢) the coefficient w(f) is the degree of f, viz w(f) = g for all
f € Hom(A1,W).

Step 2.
For every pair (i, + 1) with 1 < i < g we define the map Sj;,.1)(f) by

Siigr1)() (X1 ® . @ Xgp1) = (-1 [X; - f(X1 © . X © . © Xg11)
+(f(X1 ®.X ® . Xg11 © X)) - Xgi1
—w(f)f(X1®.% @ .. X; - Xgp1)]-
Step 3.
Let g € Hom(A®1™1, W) and let
E=X1®..0 Xg4p € A%,

Let i, j, k be three positive integers such thati < j < g+2; k < g+ 2. We have already introduced
the notation
akg = Xl [%9) Xk RXR.Q Xq+2,

Rgr2l = X195, .. @ . Kypo.

We define S’[‘i].

(8) € Hom(A®1+2, W) by setting
St (@)(@) = (~17HX; - g(048) + (2008128 © X)) - Xgi2
+w(g)g(X1 R... Xk . X,‘ ® Xk ®R..Q X‘H'Z)}
H(—1) KX - 8(9k8) + (897 428) © Xk) - g2
Fw(8)g(X1 ® .. @ X - Xj ® . Xy ® ... ® Xg12)].
Given a triple (i, ], k) withi < j < k < g+ 2 we put
S5 ()(@) = Sk (8)(€) + Sl (8)(2) + 51 (8) ).

The proof of the following statement is based on direct calculations.

Lemma 1.
(exxx): ) Sn(9)(E) = [ Y. Siin(9)(©)

li<j] i<j<k]

Let f € Hom(A7,W). In both the left side and the right side of the equality (* * %) we replace g
by ¥i<; Sji) (f)- Then we obtain a linear mapping

Hom(AY, W) 5 f — E***(f) € Hom(AT2, W).
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Our aim is to evaluate & of E***(f) at & € A®12. Here
=X1®..® Xq+2.

To calculate [E****(f)](&) we take into account both STEP1 and STEP2. Then we obtain

[i<j<q+2,1<k<q+2]
At the right side member
[Ef(N©) = (—1)YKV(X;, Xj, f(X1 @ .X ® . X © . Xk @ ... ® Xg12))
FKV(X;, f(X1 © .. X X @ . @ Xgi1 ® X;), Xgi2)
+KV(X],f(X1 ® X,X/ ®R..Q Xq+1 24 Xl‘), X‘7+2)
() (w(f) +Df (X1 @ .X. X @ .. KV (X;, Xj, Xg) @ .. @ Xg2)].

Step 4.

We are in position to face CH(DD).

Definition 17. Let f € Hom(A®, W) and ¢ = X1 @ ... ® Xp11 € A®ITL. We take into account Step 1,
Step 2 and Step 3. Therefore, we define the linear map

Hom(A®1,W) 3 f — df € Hom(A®1!, W)

by putting
PAG = Y Si(HE©)

1<i<j<q+1
The following lemma is a straightforward consequence of the machinery in STEP3.

Lemma 2.

Lemma 2 tells us that 9?f(¢) depends linearly on the values of the KV anomaly functions.

The challenge CH(ID) is won in the category of KV algebras and their two-sided KV modules.

We replace the category of KV algebras and their two-sided modules by the category of KV
algebroids and their bi-modules. Then we win the geometry version of CH(D.

We use Lemma 2 for introducing a theory of KV homology of KV algebras and their
two-sided modules.

3.3.3. The KV Cohomology
Let W be a two sided KV module of a KV algebra A. We consider the graded vector space
Ckv = qCy-
The homogeneous subspaces are defined by C},, = 0 if q is a negative integer, C%;, = J(W),
Cly = Hom(A®1, W) if q is a positive integer.

We define the linear map
Cly 3 f = kvf € Cl+ 1y
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by setting
oxy(w)(X) = -X-w+w-X if we]J(W), (7a)
akvf = [_Z] S (f) if q>0. (7b)
i<j]

By Lemma 2 we obtain the following statement

Theorem 3. For every two sided KV module W of a KV algebra A the pair (Cy,,, kv ) is a cochain complex.

3.3.4. The Total Cohomology

Let W be a two-sided module of a KV algebra .A. Our concern is the Z-graded vector space
C-( = W + @q>0Cq(A, W)

For our present purpose the maps S;; are not subject the requirement as in Step 2.
We define the coboundary operator d; by setting
orw(X)=-X-w+w-X VYwinW,
af(@)= Y, Si(HEG) vg>o.

1<i<j<g+1

The quantity (92 f(&) depends linearly on the KV anomaly functions of the pair (A, W). Thus the
pair (C%,0-) is a cochain complex. Its cohomology is called the W-valued total KV cohomology of A.
We denote it by HZ (A, W).
3.3.5. The Residual Cohomology, Some Exact Sequences, Related Topics, DTO-HEG-IGE-ENT

In the next sections we will see that the links between the information geometry and the differential
topology involve the real valued total KV cohomology of KV algebroids. Many relevant relationships
are based on the exact sequences

— HY,L (A R) = HI(AR) = HL, (A R) = HL,, (AR) =

= HL (A R) > HI(AR) — HY(AR) — H(AR) —

Now we are provided with cohomological tools which will be used in the next sections.
We plan to perform KV cohomological methods for studying some links between the vertices of
the square “DTO, IGE, ENT HGE"” as in Figure 1. We recall basic notions.

DTO IGE

KVH

HGE ENT

Figure 1. Federation.

DTO stands for Differential TOpology.

The purposes: Riemannian foliations and Riemannian webs. Symplectic foliations and symplectic webs.
Linearization of webs.

Our aims: We use cohomological methods for constructing Riemannian foliations, Riemannian webs,
linearizable webs.
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Nowadays, there does not exist any criterion for deciding whether a manifold supports those
differential topological objects. Our aim is to discuss sufficient conditions for a manifold admitting
those structures. Our approach leads to notable results. The key tools are the KV cohomology and the
dualistic relation of Amari. Both the KV cohomology and the dualistic relation product remarkable
split exact sequences. Notable results are based on those exact sequences. HGE stands for Hessian

GEometry.

The purposes: Hessian structures, geometry of Koszul, hyperbolicity, cohomological vanishing theorems.
Our aims: The geometry of Koszul is a cohomological vanishing theorem. Statistical geometry and vanishing
theorem, the solution to a hold question of Alexander K Guts (announced).

Theorem 3 as in [2] may be rephrased in the framework of the theory of KV homology. For a compact
locally flat manifold (M, V) being hyperbolic it is necessary and sufficient that C2,, (.4, C*(M)) contains a
positive definite EXACT cocycle. To be hyperbolic is a geometrical-topological property of the developing
map of locally flat manifolds. To be hyperbolicitic means that the image of the developing is a convex
domain not containing any straight line. This formulation is far from being a homological statement.
So the Hessian GEOmetry is a link between the theory of KV homology and the Riemannian
Riemannian geometry.

The geometry of Koszul, the geometry of homogeneous bounded domains and related topics
have been studied by Vinberg, Piatecci-Shapiro and many other mathematicians [3]. The geometry
of Siegel domains belongs to that galaxy [7,12]. Almost all of those studies are closely related to the
Hessian geometry.

Among the open problems in the Hessian geometry are two questions we are concerned with.
The first is to know whether the metric tensor g of a Riemannian manifold is a Hessian metric.
Alexander K. Guts raised this question in a mail (to me) forty years ago. The second question is
to know whether a locally flat manifold admits a Hessian tensor metric. The solutions to those
two problems are announced in the Appendix A to this paper.

IGE stands for Information GEometry.

The purposes: The differential geometry of statistical models, the complexity of statistical models,
ramifications of the information geometry.

Our aims: We revisit the classical theory of statistical models, requests of McCullagh and Gromov. A search
of a characteristic invariant. The moduli space of models. The homological nature of the information geometry.

The information geometry is the differential geometry in statistical models for measurable sets.
In both the theoretical statistics and the applied statistics the exponential families and their
generalizations are optimal statistical models. There are many references, e.g., [17,18,22,37]. Here
Murray-Rice 1.15 means Murray-Rice Chapter 1, Section 15. A major problem is to know whether a
given statistical model is isomorphic to an exponential model. That is what we call the complexity
problem of statistical models. This challenge is a still open problem. It explicitly arises from the
purposes which are discussed in [22] here, see also [30]. In the appendix to this paper we present a
recently discovered invariant which measures how far from being an exponential family is a given
model. That invariant is useful for exploring the differential topology of statistical models. That is
particularly important when models are singular, viz models whose Fisher information is not inversible.

ENT stands for ENTropy.

Pierre Baudot and Daniel Bennequin recently discovered that the entropy function has a homological
nature [31]. We recall that in 2002 Peter McCullagh raised a fundamental geometric-topological question
in the theory of information: What Is a Statistical Model? [30] A few years after Misha Gromov raised
a similar request: The Search of Structure. Fisher Information [15,16].

Those two titles are two formulations of the same need.

The paper of McCullagh became the subject of controversy. It gave rise to questions, discussions,

criticisms, see [30].
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In Part B of this paper we will be addressing this fundamental problem. A reading of the
McCullagh paper would be useful for drawing a comparison between our approach and [15,16,30].

4. The KV Topology of Locally Flat Manifolds

4.1. The Total Cohomology and Riemannian Foliations

In this section we focus on the KV algebroids which are defined by structures of locally flat manifolds.
To facilitate a continuous reading of this paper we recall fundamental notions which are needed.

Definition 18. A locally flat manifold is a pair (M, D). Here D is a torsion free Koszul connection whose
curvature tensor RP vanishes identically.

The pair (M, D) defines a Koszul-Vinberg algebroid
A= (TM,D,1)
The anchor map is the identity map of TM. The multiplication of sections is defined by D, viz
XY =DxY

forall X,Y € X(M).
The KV algebra of (M, D) is the algebra

A= (X(M),D).

The cotangent bundle T*M is a left module of the KV algebroid (TM,D,1). For every
(X,Y,0) € X(M) x X(M) x I'(T*M) the differential 1-form X - 6 is defined by

(X-0](Y) = [d(6(Y)](X) —0(X-Y).

In the right hand member of the equality above d(6(Y)) is the exterior derivative of the real valued
function 6(Y).

Let S?(T* M) be the vector bundle of symmetric bi-linear forms in M.

The vector space of sections of S?(T*M) is denoted by S(M), viz

S(M) = T(S*(T*M)).

The vector space S;(M) is a left module of the KV algebra .A. The left action of A in S;(M) is
defined by
(X-9)(Y, Z) = [dg(Y, 2)|(X) — g(X-Y, Z) — g(Y, X - Z).

We put
OY(M) = T(T*M).

The T* M-valued cohomology of the KV algebroid (TM, D, 1) is but the cohomology of A with
coefficients in Q! (M). The KV cohomology and the total cohomology are denoted by

Hiy (A, Q'(M),

Hi(A QN M)).
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Warning.

We observe that elements of Sy(M) may be regarded as 1-cochains of A with coefficients in its left module
QY(M). By [29] we have
Z3(A,C(M)) = S5\ (M). ®)

At another side we have the cohomolgy exact sequence
= Hiyres (A V) = Hiyo(A, V) = Hgy (A, V) = Hiypes(A V) — )
By Equations (8) and (9) we obtain the inclusion maps
851 (M) € Zky (A, Q' (M) € Ziy (A R).
Mutatis mutandis one also has
S$ (M)  ZE(A, QN M) N Z2(AR).
Remark 1 (Important Remarks). We give some subtle consequences of (1).
(R.1) Every exact total 2-cocycle w € C%(A,R) is a skew symmetric bilinear form. Viz one has the identity
w(X,X)=0 VXecA

(R.2) Every symmetric KV 2-cocycle g € Z%,,(A, R) is locally an exact KV cocycle, viz in a neighbourhood of
every point there exists a local section § € QY (M) such that

g = oxvb.
(R.3) Every symmetric total 2-cocycle is a left invariant cochain, viz
Z2(AR) N & (M) = S54(M).
By (R.1) and (R.3) we obtain the inclusion map
S$(M) C H2(A,R).

Let HZ, (M) be the second cohomology space of the de Rham complex of M. The following theoren is useful
for relating the total KV cohomology and the differential topology.

Theorem 4. [29] There exists a canonical linear injection of Hi (M) in H2(A,R) such that
HY(AR) = Hig(M) & S5(M)

The theorem above highlights a fruitful link between the total KV cohomology and the differential
topology. We are particularly interested in D-geodesic Riemannian foliations in a locally flat
manifold (M, D).
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Warning.

Throughout this paper a Riemannian metric tensor in a manifold M is a non-degenerate symmetric bilinear
form in M.

A positive metric tensor is a positive definite metric tensor.

In the next we use the following definition of Riemannian foliation and symplectic foliation.

Definition 19. A Riemannian foliation is an element g € Sy(M) which has the following properties

(1.1) rank(g) = constant,

(1.2) Lxg = 0 VX € I'(Ker(g)). A symplectic foliation is a ( de Rham) closed differential 2-form w
which satisfies

(2.1) rank(w) = constant,

(2.2) Lyw =0 VX eT(Ker(w)).

Warning.

When g is positive semi-definite our definition is equivalent to the classical definition of Riemannian
foliation [38—40].
The complete integrability of Ker(g) and the conditions to be satisfied by the holonomy of leaves are
equivalent to the Property (2.2).
The set of Riemannian foliations in a manifold M is denoted by RF (M). The last theorem above yields the
inclusion map
2
HAAR) - r ().
Hip (M)
We often use the notion of affine coordinates functions in a locally flat manifold. For non specialists we
recall two definitions and the link between them.

Definition 20. An m-dimensional affinely flat manifold is an m-dimensional smooth manifold M admitting
a complete atlas {(Uj, ¢;) } whose local coordinate changes coincide with affine transformations of the affine
space R™.

We denoted an affine atlas by
A= {9}

Definition 21. An affinely flat structure (M, A) and a locally flat structure (M, V) are compatible if local
coordinate functions of (M, A) are solutions to the Hessian equation

VZxj =0

Theorem 5. For every positive integer m the relation to be compatible with a locally flat manifold is an
equivalence between the category of m-dimensional affinely flat manifolds and the category of m-dimensional
locally flat manifolds.

4.2. The General Linearization Problem of Webs

In the framework RF (M) the inclusion

H2(A,R)
7H§R M) C RF(M)
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may be rewritten as the exact sequence
O — H2 (M) — H2(A R) — RF(M).

Let (M, V) be a locally flat manifold whose KV algebra is denoted by A. Every finite family in
HZ(A,R) is a family of V-geodesic Riemannian foliations.

There does not exist any criterion to know whether a manifold supports Riemannian foliations.
The exact cohomology sequences we have been performing provide us with a cohomological method
for constructing Riemannian foliations in the category of locally flat manifolds. This is an impact of the
theory of KV homology on DTO.

In the next section we will introduce other new ingredients which highlight the impacts on DTO
of the information geometry.

Further we will see that those new machineries from the information geometry have a
homological nature.

Another major problems in the differential topology is the linearization of webs. Among references
are [41-43].

Definition 22. Consider a finite family of distributions D; C TM, j := 1,2,..., k. Those distributions are in
general position at a point x € M if for every subset | C {1,2,...,k} one has

dim() " Dj(x)) = min {dim(M),Zdim(Dj(x))} .

j€l j€l
Definition 23. A k-web in M is a family of completely integrable distributions which are in general position
everywhere in M.
A Comment.

The distributions belonging to a web may have different dimensions. An example of problem is the
symplectic linearization of lagrangian 2-webs.

Let (Dj,j :=1,2) be a lagrangian 2-web in a 2n-dimensional symplectic manifold (M, w). The challenge
is the search of special local Darboux coordinate functions

(%, ) = (X1, 00y X1, Y1, s Y-

Those functions must have three properties
(1): w(x,y) = Xjdxj Adyj; (2) : The leaves of Dy are defined by x = constant; (3): The leaves of D; are defined
by y = constant.

Definition 24. An affine web in an affine space is a web whose leaves are affine subspaces.

Definition 25. A web in a m-dimensional manifold is linearizable if it is locally diffeomorphic to an affine web
in a m-dimensional affine space.

Example 1. In the symplectic manifold (RZ, edx A dy) one considers the lagrangian 2-web which
is defined by
L1 = {(x,y)|x = constant},
Ly = {(x,y)ly = constant} .
This lagrangian 2-web is not symplectic linearizable.

Example 2. We keep (L1, L) as in example.1. It is symplectic linearizable in (R?, (¢* + ¢¥)dx A dy).
The linearization problem for lagrangian 2-webs is closely related to the locally flat geometry [10,44,45].
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Example 3. What about the linearization of the 3-web defined by Ly := {(x = constant,y)},
Ly = {(x,y = constant)} , L3 := {e~¥(x +y) = constant}, (x,y) € R

Up to today the question as to whether it is linearizable is subject to controversies, see [42] and
references therein.

4.3. The Total KV Cohomology and the Differential Topology Continued

We implement the KV cohomology to address some open problems in the differential topology.
For our purpose we recall a few classical notions which are needed.

Definition 26. A metric vector bundle over a manifold M is a vector bundle V endowed with a non-degenerate
inner product < v,v* > .

A Koszul connection in a vector bundle V is a bilinear map
I[(TM) xI(V) 3 (X,v) = Vxv e (V)
which has the properties

Vixv = fVx0¥o,Vf € Coo(M), (10a)
Vxfv=df(X)v+ fVxo¥o,Vf € Coo(M). (10b)

Definition 27. A metric connection in (V, < —,>) is a Koszul connection V which satisfies
d(<v,v* >)(X)— < Vxu,v* > — <09, Vxv* >=0.

Definition 28. Let (M, D) be a foliation in the usual sense, viz D has constant rank and is in involution.
(1): (M, D) is transversally Riemannian if there exists a § € Sy(M) such that

D = Ker(g).
(2): (M, D) is transversally symplectic if there exists a (de Rham) closed differential 2-form w such that
D = Ker(w)
A transversally Riemannian foliation and a transversally symplectic foliation are denoted by

(D.g),
(D, w).

Definition 29. Given a Koszul connection ¥V, a transversally Riemannian foliation (D, g) (respectively a
transversally symplectic foliation (D, w)) is called V-geodesic if

Vg=0,
Vw=0

The notions of transversally Riemannian foliation and transversally symplectic foliation are
weaker than the notion of Riemannian foliation and symplectic foliation. However if V a torsion
free Koszul connection every Vgeodesic transversally Riemannian foliation is a Riemannian foliation.
Every V-geodesic transversally symplectic foliation is a symplectic foliation.

For the general theory of Riemannian foliations the readers are referred to [39,40,46], see also the
monograph [38] and the references therein.
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We have pointed out that criterions for deciding whether a smooth manifold admits Riemannian
foliations (respectively symplectic foliations ) are missing. Our purpose is to address this existence
problem in the category SLC whose objects are symmetric gauge structures. Such an object is
a pair (M, V) where V is a torsion free Koszul connection in M. The category of locally flat
structure LF is a subcategory of SLC. The theory of KV homology is useful for discussing geodesic
Riemannian foliations in the category L£F. In a locally flat manifold (M, D) we have been dealing with
the decomposition

H2(A,R) = Hi(M) ® SP(M).

Here A is the KV algebra of (M, D).
Let by(M) be the second Betti number of M. We define the numerical geometric invariant (D) by

r(D) = dim(HZ(A,R)) — by(M).
Formally (D) is the codimension of H3, (M) C H2(A,R), viz

H2(A,R)

r(D) = dim(w

)-
We consider the exact sequences
O = Hig(M) = Hi(AR) — 55'(M) =0

and
— H2 (A R) — H2(AR) — H2,, (A R) — H2 (R,R) —

From those exact sequences, one deduces the equality

HI(AR) HL(AR)

H2,. (M) H3, (M)

Thus (D) is formally the dimension of Sy*(M).
The present approach leads to the following statement

Proposition 1. If r(D) > 0 then M admits non trivial D-geodesic Riemannian foliations.

Proof. Let B be a non zero element of S5*(M) and let D be the kernel of B.

(1) Suppose that
0 < rank(D) < dim(M)

Therefore, (M, B) is a D-geodesic Riemannian foliation.
(2) Suppose that
rank(D) = O.

Then (M, B) is a Riemannian manifold the Levi-Civita connection of which is D. Therefore, the
proposition holds. [

Before proceeding we define three numerical invariants
r(M) = max {r(D)|D € LC(M)},

s(M, A) = max {rank(B)\B € s;‘(M)},
s(M) = max{s(M, A)|D € LF(M)}.
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The non negative integers (M) and s(M) are global geometric invariants. They connect the
total KV cohomology to geodesic Riemannian foliations. By this viewpoint the proposition has an
interesting corollary.

Corollary 1. In an m-dimensional manifold M suppose that the following inequalities are satisfied
0<s(M) < m.

Then the manifold M admits a locally flat structure (M, D*) which supports a non trivial D*-geodesic
Riemannian foliation.

The integer s(M) is a local characteristic invariant of some class of 2-webs in Hessian manifolds.
Let (M, D) be a locally flat manifold whose KV algebra is denoted by A. we recall that a Hessian
metric tensor in (M, D) is a inversible cocycle g € ZZ,,(A, R).

Theorem 6. Let (M,D,g) and (M*,D*,g*) be m-dimensional Hessian manifolds. We assume that the
following inequalities hold
0<s(M,D) =s(M*,D*) =s <m.

Then M and M* admit linearizable 2-webs which are locally isomorphic.

Proof. The proof is based on methods of the information geometry.
Let A and Ax be the KV algebras of (M, D) and of (M*, D*) respectively. By the hypothesis there
exists a pair of geosic Riemannian foliations

(B,B*) € Ss* x S5t
such that
rank(B) = rank(B*) = s.

By the dualistic relation both M and M* admit locally flat structures (M, D) and (M*, D*)
defined by
8(Y,Dx2) = Xg(Y,Z) — g(DxY, Z),

8" (Y, DxZ) = Xg"(y, 2) — 8"(DXY, 2).
Their KV algebras are denoted by A and A*.

Stepa
There exists a 1-cocycle
€ Zi(AA)
such that
B(X,Y) = g(p(X),Y),
Ker(B) = Ker ().

By the definition of D we have

TM = Ker(ip) @ im(1p).

Further im () is D-geodesic and Ker(B) is D-geodesic. Therefore, the pair

(Ker(y), im(y))
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is a 2-web in M.
In (M*,D*, ¢*) we obtain similar 2-web

(Ker(y"), im(")).
By the choice of B and B* we have
rank(Ker()) = rank(Ker(¢*)) = m —s.

Now we perform the following arguments.
(a): The foliation B is D-geodesic. In a neighbourhood of every point py € (M, D) we linearize B
by choosing appropriate local affine coordinate functions

(%, y) = (X1, s Xim—s, Y1, s Ys)-
The leaves of Ker(y) are defined by
y = constant.
Thereby those leaves are locally isomorphic to affine sub-spaces.

Step b
The distribution im(yp) is D-geodesic. Therefore, near the same point pg € (M, D) we linearize
im(1p by choosing appropriate local affine coordiante functions
(% y7) = (¥, e)-
The leaves of im(ip) are defined by

x* = constant.

Thus near py the foliation defined by m () is isomorphic to an linear foliation.

Step ¢

By both step a and step b we choose a neighbourhood of py which is the domain of systems
of appropriate local coordinate functions (x,y) and (x*,y*). From those data we pick the local
coordinate functions

(%, y%) = (X1, e Xi—s, Y1, s V5 )-

So we linearize the 2-web (Ker(y), im(yp)) with the local coordinate functions (x,y*).

(Ker (), im(y))-

Thus near the py the 2-web (Ker(¢),im(1p)) is isomorphic to the linear 2-web (L1, L,) which is
defined in R" by
R" =R"° x R°.
Step d

Ata point p§ in M* we perform the construction as in step a and in steps b and ¢, then we linearize
(Ker(y*),im(ipx)) by choosing appropriate local coordinate functions

(2% y%) = (3 s s R 93").
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In final, near the p§, € M* the web (Ker(y*),im(y*)) is diffeomorphic to the affine web whose
leaves are parallel to a decomposition

RW’ — VT’I*S X VS.
Here V™% and V* are vector subspaces of R™. Their dimensions are m — s and s.
Conclusion.
There exists a unique linear transformation ¢ of R™ such that
P(R" ™ x 0) = V"3,
¢(0xR%) = V.
Thereby there is a local diffeomorphism ® of M in M* subject to the requirements
®(po) = po.
(%,y") 0@ = (x,y").
The differential of ® is denoted by ®.. We express the properties above by
®(po) = por
@ [Ker(),im(y)] = [Ker(y"), im(p")].
This ends the sketch of proof of Theorem. [

In the next we use the following definitions.
Definition 30. A finite family
{B;, Jcz}cSMm)

is in general position if the distributions {Ker(Bj), j € ]} are in general position.
The following statement is a straight corollary of the theorem we just demonstrated.

Proposition 2. In a locally flat manifold (M, D) with ¥(D) > 0 every finite family in general position define a
linearizable Riemannian web.

4.4. The KV Cohomology and Differential Topology Continued

We have seen how the total cohomology and linearizable Riemannian webs are related.
More precisely the theory of KV cohomology provides sufficient conditions for a locally flat manifold
admitting linearizable Riemannian webs. That approach is based on the split exact sequence

0 — H2z(M) = H2(A,C®(M)) — S5* (M) — 0.

4.4.1. Kernels of 2-Cocycles and Foliations

Not all locally flat manifolds admit locally flat foliations. The existence of locally flat foliations
is related to the linear holomnomy representation, viz the linear component of the affine holonomy
representation of the fundamental group. Via the developing map the affine holonomy representation
is conjugate to the natural action of the fundamental group in the universal covering. The KV
homology is useful for investigating the existence of locally flat foliations. To simplify we work in the
analytic category. So our purposes include singular foliations.
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For those purposes we focus on an elementary item which has a notable impacts on our request.
Let (M, D) be a locally flat manifold whose KV algebra is denoted by .A. Let g € C2(A,C®(M)).
The left kernel and the right kernel of g are denoted by Ker(g) and K%r(g) respectively.
Ker(g) is defined by
g(X,Y)=0 VYeA

KO%r(g) is defined by
gV, X)=0 vyeA

The scalar KV 2-cocycles have elementary relevant properties

(1) The left kernel of every KV 2-cocycle is closed under the Poisson bracket of vector fields.
(2) The right kernel of every KV 2-cocycle is a KV subalgebra of the KV algebra A.

We translate those elementary properties in term of the differential topology

Theorem 7. In an analytic locally flat manifold (M, D)

(1)  The arrow
Ziy(A,C®(M)) 3 g = Ker(g)

maps the set of analytic 2-cocycles in the category of analytic stratified foliations M,
(2)  The arrow
Ziy(A,C¥(M)) 5 g = Kler(g)

maps the set of analytic 2-cocycles in the category of stratified locally flat foliations,
(3)  Ifa 2-cocycle g is a symmetric form then Ker(g) is a stratified locally flat transversally Riemannian foliation.

The vector subspace of symmetric 2-cocycles the kernels of which are D-geodesic is denoted
by Z%,,(A). The corresponding cohomology vector subspace is denoted by

Hgy(A) C Hiy (A, C*(M)).
By the exact sequence
O — Hig(M) — HZ(A,C®(M)) — S5'(M) — 0
we have the inclusion map

HZ(A,C®(M -

HAACYM) g (1)  RE(M).

H3p (M) kv
dR

5. The Information Geometry, Gauge Homomorphisms and the Differential Topology

We combine the dualistic relation with gauge homomorphisms to relate the total cohomology and
two problems.

(i) The first is the existence problem for Riemannian foliations.
(ii) The second is the linearization of webs.

Those relationships highlight other roles played by the total KV cohomology. Through this section
we use the brute coboundary operator.

5.1. The Dualistic Relation

We are interest in the foliation counterpart of the reduction in statistical models. The statistical
reduction theorem is Theorem 3.5 as in [18]. We recall the notions which are needed.
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Definition 31. A dual pair is a quadruple (M, g, D, D*) where (M, §) is a Riemannian manifold, D and D*
are Koszul connections in M which are related to the metric tensor g by

Xg(Y,Z) = g(DxY,Z)+g(Y,DxZ) VX,Y,Z.

We recall that a Riemannian tensor is a non degenerate symmetric bilinear 2-form.
The dualistic relation between linear connections plays a central role in the information
geometry [17,18,47,48].

Definition 32. Let (M, g) be a Riemannian manifold.

(1) Adual pair (M, g, D, D*) is called a flat pair if the connection D is flat, viz RV = 0.
(2) A flat pair (M, g, D, D*) is called a dually flat pair if both (M, D) and (M, D*) are locally flat manifolds.

Given a dual pair (M, D, D*) let us set A = D — D*. Here are the relationships between the torsion
tensors TP and TP (respectively the relationship between the curvature tensors RP and RP")

g(RP(X,Y)-Z,T) +g(Z RP(X,Y)-T) =0,
8(TP(X,Y),Z) - g(TP (X,Y), Z) = g(Y, A(X, Z)) — g(X, A(Y, Z)).

Proposition 3. Given a flat pair (M, g, D, D*), the following assertions are equivalent.

(1)  Both D and D* are torsion free.
(2) D is torsion free and A is symmetric, viz

A(X,Y) = A(Y, X).
(3) D* is torsion free and the metric tensor g a is KV cocycle of the KV algebra A* of the locally flat
manifold (M, D*).
(4)  The flat pair (M, g, D, D*) is a dually flat pair.

Proof. Let us prove that 1 implies (2)
If both TP and TP" vanish identically then A is symmetric, viz A(X,Y) = A(Y, X).

Let us prove that (2) implies (3).
Since D is a flat connection, (2) implies that both the torsion tensor and the curvature tensor

of D vanish identically. Then (M, D) is a locally flat manifold whose KV complex is denoted by
(C*(A,R), 6kv). Using the dualistic relation of the pair (M, g, D, D*) one obtains the identity

kve(X,Y,Z) = g(A(X,Y) — A(Y,X),Z) = ¢(Tp+(X,Y), Z),
therefore (2) implies (3).
Let us prove that (3) implies (4).

The assertion (3) implies that (M, D*) is a locally flat manifold. Since g is dxy-closed D is
torsion free. Thereby (M, g, D, D*) is a dually flat pair.

Let us prove that (4) implies (1).
This implication derives directly from the definition of dually flat pair. [
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A Comment.

From the proposition just proved arises a relationship between the dually flatness and the KV cohomology.

Indeed let (M, D°) be a fixed locally flat manifold whose KV algebra is denoted by A°. Let Cy,, (A%, R) be
the KV complex of R-valued cochains of the KV algebroid (TM, D°,1). We know that every g € Rie(M) yields
a flat pair (M, g, D%, D8).

Here DS is the flat Koszul connection defined by

§(D5Y, Z) = Xg(Y, Z) — g(Y, DY Z).

Proposition 4. The following assertions are equivalent.

(1) (M,g,D° D8) is a dually flat pair.
2 Sy(8)=0

The scalar KV cohomology of a fixed locally flat manifold (M, D°) provides a way of constructing
new locally flat structures in M. Indeed let us set

Hes(M, D°) = 72, (A%, R) N Rie(M).

For every ¢ € Hes(M,D") there is a unique D& € LF(M) such that (M,g, D D?) is a
dually flat pair.
So the dualistic relation leads to the map

Hes(M,D°) 5 ¢ — DS € LF(M).

We recall that a gauge map in TM is a vector bundle morphism of TM in TM which projects on
the identity map of M. The readers interested in others topological studies involving connections and
gauge transformations are referred to [49].

Given two symmetric cocycles g, ¢* € Hes(M, D) there is a unique gauge transformation

¢*: TM — TM

such that
§(XY) =g(@"(X),Y).

The following properties are equivalent
$(DYY) = DXo(Y), (11a)
DS = DS, (11b)

We fix a metric tensor g+ € Hes(M, D°). A gauge transformation ¢ is called g-symmetric if we have

8(@(X),Y) =g(X,9(Y)) V(X,Y).

Every g-symmetric gauge transformation ¢ defines the metric tensor

(X, Y) = g(¢(X),Y).

This gives rise to the flat pair
(M, gy, D°, DS0).

To simplify we set
D? = D+
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We note Sym(g) the subset of g-symmetric gauge transformations ¢ such that the following
assertions are equivalent

(1) ¢ € Sym(g).
(2) (M, gy, D D?)is a dually flat pair.

The Lie group of D%-preserving gauge transformations of TM is denoted by G°. It is easy to see
that for every ¢ € Sym(g) the following assertions are equivalent

1) ¢ec,
(2) gp € Hes(M, D).

Henceforth we deal with a fixed g* € Hes(M, D°. The triple (M, g*, DY) leads to the dually flat
pair (M, g, D% Dg"). We set
D* =Df.
The tangent bundle TM is regarded as a left KV module of the KV algebroid (TM, D*,1).
The KV algebras of (M,D°) and of (M,D*) are denoted by A’ and by .A* respectively.
Their coboundary operators are noted 6% and * respectively.
We focus on the role played by the total KV cohomology of the algebroid (M, D*,1).

Let ¢ be a g*-symmetric gauge transformation. Then ¢ gives rise to the metric tensor gy which is
defined by

8p(X,Y) = g (9(X), V).
Lemma 3. The following assertions are equivalent,
(1) gy € Hes(M, DY),
(2) ¢ € ZLA,A).
Hint.

Use the following formula
Rvsp(X,Y,Z) = g (5:p(X,Y), Z).

Following the pioneering definition as in [2] a hyperbolic locally flat manifold is a positive exact Hessian
manifold (M, D, gy 0). We extend the notion of hyperbolicity by deleting the condition that 6k is positive.
Now denote by Hyp(M, D°) the set of exact Hessian structures in (M, D°).

A hyperbolic structure is defined by a triple (M, D, 0) where (M, D) is a locally flat manifold and 0 is a de
Rham closed differential 1-form such that the symmetric bilinear dgy0 is definite.

The following statement is a straightforward consequence of Lemma 3.

Corollary 2. The following statements are equivalent.

(1) gy € Hyp(M, D),
(2) ¢ € Blr(A*,A%)

Proof of Corollary. By (1) there exists a (de Rham) closed differential 1-form 6 such that
gp(X,Y) = X0(Y) — 6(D%Y).
Let ¢ be the unique vector field such that

0 =1:8"
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Therefore one has
g (P(X),Y) = Xg*(&,Y) — 8" (& DY)

Since the quadruple
(M;g*, DO, D*)

is a dually flat pair one has the identity

8 (¢(X),Y) = 8" (DxE,Y).

Thus we get the expected conclusion, viz

$(X) = DxE.

Conversely let us assume that there exists a vector ¢ satisfying the identity

$(X) = Dx.
That leads to the identity
8" (DxZ,Y) = Xg"(¢,Y) — 8(¢, DXY)-
In other words one has
8 € Hyp(M, D°).
This ends the proof of Corollary 2.

The set of g«-symmetric gauge transformation is denoted by X(g*).
We have the canonical isomorphism

5(3°) 3 ¢ — gp € Rie(M). (12)

Now we define the sets

Zy (A" A) = 2(87) N Z (AT AY),
Br(A", A") = £(g") N By (A", A").

Combining Lemma 3 and its corollary with the isomorphism Equation (12). Then we obtain
the identifications

ZL(A*, A*) = Hes(M, D*),
BL(A*, A*) = Hyp(M,D*).

Reminder.

We recall that a hyperbolic manifold (or a Koszul manifold) is Sy -exact Hessian manifold (M, g, D).

It is easily seen that the set of positive hyperbolic structures in a locally flat manifold (M, D) is a convex
subset of Hes(M, D).

So show the Koszul geometry is a vanishing theorem in the theory of KV homology of KV algebroids.
The theory of homological statistical model (to be introduced in Part B) is another impact on the information
geometry of the KV cohomology.

At the present step we have the relations

Hes(M, D*)

Sl HEy (A R),
Hyp(w, D7) < Mer AR
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ZL(A, A*) _ Hes(M,D¥)
Bi(A*, A)  Hyp(M,D*)’
Another outstanding result of Koszul is the non rigidity of compact positive hyperbolic manifolds [2].
The non rigidity means that every open neighborhood of a positive Hyperbolic locally flat manifold (M, D, dxy0)
contain another positive hyperbolic locally flat structure which is not isomorphic to (M, D). This non rigidity
property may be expressed with the Maurer—Cartan polynomial function PI\"/‘IC of (M, D) ( see the local convexity
theorem in [29]. In the next sub-subsection we revisit the notion of dual pair of foliations as in [18].

5.1.1. Statistcal Reductions

The statistical reduction theorem is the following statement.

Theorem 8 ([18]). Let (M, g, D, D*) be a dually flat pair and let N be a submanifold of M. Assume that N is
either D-geodesic or D*-geodesic. Then N inherits a structure of dually flat pair which is either (N, gn, D, DY)
or (N,gn, Dn, D*)).

The foliation counterpart of the reduction theorem is of great interest in the differential topology of
statistical models see [18]. In the preceding sections we have addressed a cohomological aspect of this
purpose. The matter will be more extensively studied in a forthcoming paper (See the Appendix A).

In mathematical physics a principal connection 1-form is called a gauge field.

In the differential geometry a principal connection 1-form in a bundle of linear frames is called a
linear connection.

In the category of vector bundle Koszul connections are algebroid counterpart of principal
connection 1-forms.

In a tangent bundle TM, depending on concerns and needs Koszul connections may called linear
connections or linear gauges.

Definition 33. Let D, D* € LC(M). A vector bundle homomorphism
$:TM — TM
is called a gauge homomorphism of (M, D) in (M, D*) if for all pairs of vector fields (X, Y) one has
Dy (Y) = p(DxY).

The vector space of gauge homomorphisms of (M, D) in (M, D*) is denoted by M (D, D*).
The vector space M(D, D*) is not a C*(M)-module.

5.1.2. A Uselful Complex

In this subsubsection we fix a dually flat pair (M, g, D, D*) whose KV algebras are denoted by
A and by A*. The tangent bundle TM is endowed the structure left module of the anchored KV
algebroids (TM, D, 1) and (TM, D*,1). This means that each of the KV algebras A or A* is regarded as
a left module of itself.

We consider the tensor product

C = Ci(A*, A*) ® CE(AR).
We endow C with the Z bi-grading.
CY = CL(A", A") @ C®(M),
C% = A* @ CL(A,R),
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Cil = CL(A*, A*) @ Chy (A R).

We recall that C*(A,R) stands for C*(A, C®(M)).
For every non negative integer g we set

Cl =% jqC.
We defines the linear map
51‘]‘ . Ci,j N Ci+1,j D Ci,j+1

by _
0ij =0 @1+ (1) @0z

So we obtain a linear map
1 — cotl

Therefore, we consider the bi-graded differential vector space
C:= (C™, 04x).

That is a bi-graded cochain complex whose g'"

inherits the bi-grading

cohomology is denoted by H7(C). The cohomology

H(C)= Y, HY(C).
[i+7=4]
Here B ) .
_ CHN[ZL(A, A) ® Zr(AR)]

i
H (C) im((g,',]l]‘) + im(&i,j — 1)

In the next subsubsection we shall discuss the impacts of this cohomology.

Remark 2. The pair (C**,6..) generates a spectral sequence [34]. That spectral sequence is a useful tool for
simultaneously computing both the KV cohomology and the total KV cohomology of KV algebroids. Those
matters are not the purpose of this paper.

5.1.3. The Homological Nature of Gauge Homomorphisms

Giving a dually flat pair (M, g, D, D*) one considers the linear map
CHUA A 5y » gy € CH2

Here the symmetric 2-form gy is defined by

ap(X,Y) = S [0, V) + (X (1))

To relate the bi-complex (C**,6**) and the space of gauge homomorphisms we use the
following statement.

Theorem 9. Given a gauge morphism
$:TM — TM

the following statements are equivalent

(1) e M(D,D¥),
(2) S12(p@qy) =0
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Proof. (1) implies (2).
Suppose that € M(D, D*). Then we have
Dy (Y) = p(DxY) V(X,Y).
Since both D and D* are torsion free one has the identity
D4 (Y) = (DxY) = Dyy(X) + ¢ (DyX) = 0.

Thus ¥ is a (1,0)-cocycle of the total KV complex (C**, 8,).
At another side the relation Dy o ¢ = ¢ o Dx leads to the identity

DXW) =0.
So qy is a (0,2)-cocycle of complex (C**, .+ ). We conclude that
S12(¢ ®qy) =0, QED.

(2) implies (1).
We recall the formula
S2(p @ qy) = (0p) ® gy — P ® Srqy.

By this formula
Si2(p®qy) € P2 C

Thus the statement (2) is equivalent to the system
orp =0,
0rqy =0. O
To continue the proof we perform the following lemma.
Lemma 4 ([29]). For every symmetric cochain B € C%2, viz
B(X,Y) = B(Y,X)
the following identities are equivalent

6B =0,
VB =0,

By Lemma 4 the bilinear form gy is D-parallel. Thereby we get the identity
Xqy(Y, Z) — qp(DxY,Z) — qy(Y, DxZ) = 0.
To usefully interpret this identity we involve the dualistic relation
Xg(Y,Z) = g(DxY, Z) + g(Y, D% Z).
This expression leads to the identity

8(Dxp(Y) = ¥(DxY), Z) +g(Y, Dx(2) — $(DxZ)) = 0.
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A highlighting consequence is the identity
Dip(Y) = $(DxY) = Dy (X) — p(DyX). (15)
To every vector field X we assign the linear map
Y = Sx(Y) = DY — ¢(DxY).
Then we rewrite Equations (14) and (15) as
8(5x(Y), Z) +g(Y,5x(2)) =0,

Sx(Y) = Sy(X).

We consider the last identities in the framework of the Sternberg geometry [50,51].
Since the application
(X,Y) = Sx(Y)

is C®°(M)-bi-linear it belongs to the first Kuranishi-Spencer prolongation of the orthogonal Lie
algebra so(g). Thereby Sx(Y) vanishes identically. In other words we have

¢ € M(D,D*).

This ends the proof of Theorem
A Comment.

The Sternberg geometry is the algebraic counterpart of the global analysis on manifolds. It has been
introduced by Shlomo Sternberg and Victor Guillemin. It is an algebraic model for transitive differential
geometry [50]. In that approach the Riemannian geometry is a geometry of type one. All of its Kuranishi-Spencer
prolongations are trivial. The unique relevant geometrical invariant of the Riemnnian geometry is the curvature
tensor of the Levi-Civita connection. Except the connection of Levi-Civita the other metric connections have
been of few interest. Really other metric connections may have outstanding impacts on the differential topology.
I shall address this purpose in a forthcoming paper.

5.1.4. The Homological Nature of the Equation FEVY

Before proceeding we plan to discuss some homological ingredients which are connected to the
differential equation
FEVV' . DVV'(yp)=o.

Let us consider a dually flat pair (M, g*, D, D*) and the KV complex
P e CH =LA, A).
Lemma 4 yields the following corollary.

Corollary 3. We keep the notation used the preceding sub-subsection. Given a gauge morphism  the following
statements are equivalent.

(1) ¢ ®@gqy is an exact (1,2)-cocyle,
(2) € BL(A*, A).

Proof. Assume that the assertion (2) holds. Then there is { € A* satisfying the condition

$(X) = DX
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Thereby one has
Ipe® € Z2(AR).

So one gets
D*E®qp-¢ = d02[8 ® qp=¢].

Therefore assumption (2) implies (1).
Conversely assume that (1) holds, viz the (1,2)-cochain ¢ @ gy is exact.
There exists

FRamyY ®p e CO? 4l

such that
P @ qyp = d2(E ®a) +61,1(p" ® B).
Thus for vector fields Z, X, Y we have
Y(Z) @ qp(X,Y) = 6L @a(X,Y) +E®6:a(Z,X,Y) + 619" (Z,X) @ B(Y) + *(Z) © 6TB(X, ).
Since
Pp®@qy € C'? = C(A", A*) @ C2(A,C¥(M))

the exactness of ¢ @ g, implies
orx =0,

a(X,Y) = a(Y, X).

Therefore
P(Z2) @ qy(X,Y) = 68(Z) @a(X,Y) + 9" (Z) @ 5:B(X, Y).

Now we observe that
STB(X,Y) +6:8(Y,X) = 0.

In final we get
P(Z) ®qyp(X,Y) = 01¢(Z) @ (X, Y).

So we obtain
¥(2) = Dz¢,
gp(X,Y) = a(X,Y).
This end the proof of the corollary. [

From the mapping
C>yp—ypegyect?

we deduce the canonical linear map
Hy (A", A%) 5 [¢] — [y ® 9] € H?(C).

We define another map
Cl,O N Cl/z

by

Here the differential 2-form w is defined by

wp(X,Y) = S8, Y) - (X, p(1))]
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This yields a linear map
H( A, A7) 5[] = [ @ wy] € H(O).

Now let (M, g, V, V*) be a dually flat pair whose KV algebras are denoted by A and A*.
We identify the vector space I'(Hom(TM, TM)) with the space CL(A*, A*).
We keep the notation DVV', i, (51']- and qy. Therefore, we can rephrase Lemma 4 as it follows.

Proposition 5. For every section  of Hom(TM, TM) the following assertions are equivalent.
(1): DYV (p)=0,
(2): d12(qy) =0

Here is an interesting feature. In a dually flat pair (M, g, V, V*) we combine the double complex
{chai}

P — qy.

That allow us to replace the differential equation

with the correspondence

FEVV': DVV(y)=0
by the homological equation
12() = 0.

That is a relevant impact on the global analysis of combinations of the KV cohomological methods
with methods in the information geometry.

5.1.5. Computational Relations. Riemannian Foliations. Symplectic Foliations: Continued

We continue to relate the vector space of gauge homomorphisms and the differential topology.
The tools we use are the KV cohomology and the Amari dualistic relation.

Let (M, g, D, D*) be a dual pair. The vector subspace of g-preserving elements of M (D, D*) is
denoted by M(g, D, D*). Thus every i € M(g, D, D*) satisfies the identity

8((X),Y) +8(X,¢(Y)) = 0.
Now we fix a Koszul connection D? and we define the map
Rie(M) > g — D% € LC(M).

by setting
8(DYY, Z) = Xg(¥, Z) - g(¥, D} Z).
We define the non negative integers

My (DO, D?)

ne(D°) = dim| 37 50 sy

L

) MX(DO,Dg)}
xeM ' My(g, D0, D8)"
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Lemma 5. The integer n(D°) does not depend on the choice of g € Rie(M).

An Idea.

We fix a metric tensor g. For every g* € Rie(M) there is a unique g-symmetric vector bundle morphism
¢ € X(g) such that

81 (XY) = g(¢(X),Y).

Therefore, we have

¢ Lo M(D°, D) = M(g*,D°, DS"),
¢ "M(g,D°, D8) = M(g*,D° Dg").

Now one defines the numerical invariant n(M).

Definition 34.
n(M) = max {n(D)|D € SLC(M)}.

Given a Koszul connection V the vector space of V-parallel differential 2-forms is denoted
by 07 (M).
Every dual pair (M, g, V, V*) gives rise to the linear isomorphisms

M(V, V)
M(g, V,V*)

2): MgV, V) 29— wy € QY (M)

1): 3 [Y] = gy € S (M),

The isomorphism (1) derives from the linear map

(1) 9= ap(X,Y) = [0, ) + (X, y(¥)]

The isomorphism (2) is defined by

(25§ = wp(X,Y) = 2 [2H(X),Y) (X, p(¥)]
Proposition 6. Let (M, g, V,V*) be a dual pair. The inclusion map
M(g, V,V*) = M(V,V7)
induced the split short exact sequence

(s 5ok k%) 0—>QZV(M)—>M(V,V*)—>SZV(M)—>O.

Reminder.

According our previous notation elements of QY (M) are V-geodesic symplectic foliations. Those of
Sy (M) are V-geodesic Riemannian foliations. Thus we apply methods of the information geometry to relate the
gauge geometry and the differential topolgy.

Digressions.

Our construction may open to new developments. Here are some unexplored perspectives.

(a) A V-geodesic symplectic foliation w € Q¥ might carry richer structures such as Kahlerian structures.
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(b)  Suppose that the manifold M is compact and suppose that g € Sy (M) is a positive Riemannian foliation, viz
3(X,X)>0 VX.

Then the theory of Molino may be applied to study g [38]. Therefore, the structure theorem of Molino tells
that g gives rise to a Lie foliation whoses leaves are the adherences leaves of g [39].

(c)  In the principal bundle of first order linear frames of M the analog of a Koszul connection V is a principal
connection 1-form w whose curvature form is denoted by Q). The curvature form is involved in constructing
characteristic classes of M, (the formalism of Chern-Weill.)

At another side V-geodesic Riemannian foliations and V-geodesic symplectic foliations are
Lie algebroids. They have their extrinsic algebraic topology. In particular the theory of integrable
systems may be performed in every leaf of w € Q) (M). If one considers the a-connections in a
statistical model those new insights may be of interest.

Here is an interpretation of the numerical invaraint n(V).

Theorem 10. We assume there exists V€ SLC(M) whose linear holonomy group H(V) is neither
an orthogonal subgroup nor a symplectic subgroup. If n(V) > 0 then the manifold M admits a couple
(Fr, Fs) formed by a V-geodesic Riemannian foliation JF, and a V-geodesic symplectic foliation Fs.

Proof. Let ¢ be a Riemannian metric tensor in M. Since
n(V) < dim(8y (M)(x))
for all x € M there exists ¢ € M(V,V(g) such that
v € ST (M)\ {0},
wy € Q7 (M)\ {0}
The assumption that the holonomy group H(V) is neither orthogonal nor symlectic implies
Ker(gqy) # 0,

Ker(wy) # 0.

Both distributions Ker(qy) and Ker(wy) are V-geodesic. Since V is torsion free those distributions
are completely integrable.
For all X € I'(Ker(qy)) we have

Mutatis mutandis for all X € I'(Ker(wy)) we have
Lxu),p =0.
From those properties we conclude
(M, Ker(qy),qy) is a V-geodesic Riemannian foliation, (M, Ker(wy),wy) is a V-geodesic

symplectic foliation.
The theorem is proved. [
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A Useful Comment.

Let (M, D) be a locally flat manifold whose KV algebra is denoted by A. To every dual pair (M, g, D, DS)
we assign the short split exact sequence

0 — 034 (M) = M(D, D) — S5'(M) — 0
which is canonically isomorphic to the short exact sequence

0 — M(g,D,D8) — M(D,D8) — S5*(M) — 0.

We have already defined the geometric invariant

#(D) = dim(H2(A,R)) — by(M).

We observe that the integer n(D) is a byproduct of methods of the information geometry while r(D) is a
byproduct of homological methods. However the split short exact sequence (****) leads to the equality

Here is a straight consequence of the theorem we just proved.
Proposition 7. Every odd-dimensional manifold M with n(M) > 0 admits a geodesic symplectic foliation.
The dualistic relation of Amari has another significant impact on the differential topology.
Definition 35. We consider a dual pair (M, g,V,V*). Let p € M(V,V*).
(1)  The g-symmetric part of , Y™ is defined by

ST (X),Y) = Sl8W00,) + (X PV

(2)  The g-skew symmetric part of ¢, $~ is defined by
1
8y~ (X),Y) = S[e(9(X),Y) — g(X, p(Y))].

Theorem 11. Let (M, g, V,V*) be a dual pair where (M, g) is a positive Riemannian manifold. Let € M(V,V*).

(1) The g-symmetric part ™ is an element M(V,V*) whose rank is constant.
(2)  We have the g-orthogonal decomposition

TM = Ker(yp") @im(yp™).
(3)  Ifboth V and V* are torsion free then Ker(y+) and Im(y ™) are completely integrable.

A Digression.

We recall that a statistical manifold is a torsion free dual pair (M, g,V ,V*). If the vector space M(V,V*)
is non-trivial then it plays an outstanding role in the differential topology of M. We define a canonical map of
M(V,V*) in the category of 2-webs by

M(V, V%) 3 ¢ — Ker(p™) @ im(pT).
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Thus one may regard elements of M(V,NV*) as orthogonal 2-webs in M.
We keep our previous notation. The we have

(X, Y) = 8" (X),Y),
wyp(X,Y) =gy~ (X),Y).
Now suppose that (M, g,V ,V*) is a dually flat pair whose KV algebras are noted A and A*. We take into
account the inclusion
M(V,V*) C ZL(A7, A).
We have a map of M(V,V*) in the space of de Rham 2-cocyles which is defined by
M(V, V%) 3 ¢ = wy.
Assume that the cocycle p € M(V,V*) is exact. Then there exists ¢ € A* such that
P(X)=Vyi vVXeA
By the dualistic relation one easily sees that
wy = dgr (1¢8)-
Therefore one gets a canonical linear map
Hy(A", A") 3 [§] = [wy] € Hip(M,R).
The next subsubsection is devoted to a few consequences of items we just discussed.

5.1.6. Riemannian Webs—Symplectic Webs in Statistical Manifolds

We introduce Riemannian webs and symplectic webs and we discuss their impacts on the topology
of statistical manifolds. We recall that a Riemannian foliation is a symmetric bilinear form g € S;(M)
with the following properties

(a) rank(g) = constant,
(b) Lxg=0VX €T (Ker(g)).

We put
D = Ker(g).

To avoid confusions the pair (D, g) stands for the Riemannian foliation g.

Definition 36. A Riemannian k-web is a family of k Riemannian foliations in general position (D}, g;),
ji=1,..,k. A symplectic k-web is a family of k symplectic foliations in general position (Dj,wj);j =1, ..., k).

Let (M, g, D, D*) be a dually flat pair whose KV algebras are denoted by A and .A*. We recall
the inclusion

M(D,D¥) C ZL(A*, A%).

Consider a statistical manifold (M,g,V,V*). By the classical theorem of Frobenius every
V-parallel differential system in M is completely integrable.
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In a statistical manifold (M, g, V, V*) we consider a V-geodesic Riemannian k-web
g€ Sy (M);j:1,...kl.

The distributions
D] = Ker(g ])

are in general position. We consider the family ‘P}* € %(g) defined by
S(¥(X),Y) = g(X, V).
We get the family of g-orthogonal 2-webs defined by
™ = Ker(‘i’f) ® lm(‘I’]*)

Mutatis mutandis we can consider a V-geodesic symplectic web
[wj € QY (M);j :=1,...,K].

There is family of g-skew symmetric gauge morphisms ¥ defined by
g(‘I’].’(X),Y) = w;i(X,Y).

Since V and V* are torsion free Ker(¥;") and im(¥;") are completely integrable. Since g is positive
definite we get the 2-web

TM = Ker(¥;) @ im(¥; ).

Further every leaf of im (‘Y;) is a symplectic manifold.

Definition 37. Let w € QO (M) be a non trivial symplectic foliation in a statistical manifold (M, g, V, V*).
Consider ¥~ € M(V, V") defined by

(¥ (X),Y) = w(X,Y).
The differential 2-form w is called simple if the foliation Ker(¥ ™) is simple.
In a statistical manifold (M, g, V, V*) every non trivial symplectic web
[wij=1,.] C QY (M)

gives rise to a family of g-orthogonal 2-webs. So in this approach the role played by Sy (M) is similar to
the role played by QY (M). Our construction of Riemannian webs and symplectic webs in the category
of dually flat pairs holds in the category of statistical manifolds.

At one side, in a dually flat pair (M, g, D, D*) our approach yields linearizable webs. This property
does not hold in all statistical manifolds.

At another side, in a statistical manifold (M, g, V, V*) a Riemannian web

[gj €] cS (M)

or symplectic web
[wj,j € 1] € OF (M)

gives rise to families of orthogonal 2-webs. This property does not hold in all dually flat pairs.
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The considerations we just discussed may have remarkable impacts on the topological-geometrical
structure of statistical manifolds.
From our brief discussion we conclude

Theorem 12. Consider a statistical manifold (M, g,V,V*). Every non trivial simple symplectic foliation
w € QO (M) is defined by a Riemannian submersion on a symplectic manifold.

Corollary 4. Every non trivial simple symplectic web [w;,j € J] C QY (M) is defined by family of Riemannian
submersions on symplectic manifols.

5.2. The Hessian Information Geometry, Continued

In [52] Shima pointed out that the Fisher informations of many classical statistical models are
Hessian metric tensors.

At another side the exponential models (or exponential family) may be considered as optimal
Statistical models.

As already mentioned there does not exists any criterion for knowing whether a given statistical
model is isomorphic to an exponential model [22], [13]

In the category of regular models, viz models whose Fisher information is a Riemannian metric,
it is known that the Fisher information of an exponential model is a Hessian Riemannian metric [18,52].

In this subsection we address the general situation. We give a cohomological characterization of
exponential models. We also introduce a new numerical invariant # which measures how far from
being an exponential family is a given statistical model. See the Appendix A to this paper.

We recall that the metric tensor g of a Hessian structure (M, D, g) is a 2-cocycle of the KV complex
[CRv (A R), 0kv].

To non specialists we go to recall some constructions in the geometry of Koszul [2,52], see also [53].

Let (M, x*), D) be a pointed locally flat manifold whose universal covering is denoted by (M, D).
Here the topological space M is the set of homotopy class of continuous paths

{([0,1],0) = (M, x")}.
Its topology is the compact-open topology. Let ¢ be a continuous path with
c(0) = x*.
For s € [0,1] the parallel transport of Ty« M in T,(;)M is denoted by 7. One defines Q(c) € T+ M by

Q0 = [ (s

The tangent vector Q(c) depends only on the homotopy class of the path c. Therefore, Q defines
a local homeomorphism
Q:M— TyM.

Let 711 (x*) be the fundamental group at x*. Let [y] € 7y (x*). The natural left action
m(x*) x M — M
is given by the composition of paths, viz
(Y[ = [red.

The parallel transport along a loop 7(t) yields a linear action of 77y (x*) in Ty» M which is denoted

by f([7)-
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Let [v], [v*] € m1(x*). The composition of paths leads to the formula

QU D = F(h(lr]) + QD).

The last relation shows that the pair (f,Q) is an affine representation of 7 (x*) in Ty=M.
This representation is called the holonomy representation of the locally flat manifold (M, D). The group
(f, Q) (7t (x*)) is called the affine holonomy group of (M, D). Its linear component f(7r1(x*)) is called
the linear holonomy group of (M, D).

Definition 38 ([2]). An m-dimensional locally flat structure (M, D) is called hyperbolic if Q(M) is a convex
domain not containing any straight line in Ty M.

Definition 39. A locally flat manifold (M, D) is complete if the map Q is a diffeomorphism onto Ty M.

Among the major open problems in the theory of space groups is the conjecture of Markus.
Conjecure of Markus: a compact locally flat manifold (M, D) whose linear holonomy group is
unimodular is complete.

Before pursuing we recall KV cohomological version of Theorem 3 as in [2].

Theorem 13 ([2]). A necessary condition for a locally flat manifold (M, D) being hyperbolic is that (M, D)
carries a positive Hessian structure whose metric tensor is exact in the KV complex of (M, D). This condition is
sufficient if M is compact.

We have already mentioned a notable consequence of this theorem of Koszul. In the category of
compact locally flat manifolds the subcategory of hyperbolic locally flat structures is the same thing as
the category of positive exact Hessian structures. So The geometry of compact hyperbolic local flat
manifolds is an appropriate vanishing theorem.

In the preceding sections the family of Hessian metrics in a locally flat manifold (M, D) is denoted
by Hes(M, D). Therefore, H"es(M) stands for the sub-family of positive Hessian metric tensors. It is
a convex cone in Rie(M).

We have already used the KV complex for expressing the dually flatness. More precisely let (M, D)
be a fixed locally flat manifold whose KV algebra is noted .A. A dual pair (M, g, D, D(g)) is dually flat if
and only if g € Z2,,(A, R). Therefore, every dually flat pair (M, g, D, D*) yields two cohomology classes

[g]D € HIZ(V('A/R)/

8lp € Hyy (A", R).

Thereby, we can use methods of the information geometry for rephrasing Theorem 3 as in [2].

Theorem 14. A necessary condition for (M, D) being hyperbolic is the existence a positive dually flat pair
(M, g, D, D*) such that
8] =0 € Hy(AR).

If M is compact this ( vanishing ) condition is sufficient.

About the geometry of Koszul the non specialists are referred to [2,7,8,52] and bibliography
therein [12].

About applications of the geometry of Koszul the readers are refereed to [12,13,54,55].

About relationships between the theory of deformation and the theory of cohomology, the readers
are referred to [9,27,56].

190



Entropy 2016, 18, 433

5.3. The -Connetions of Chentsov

Still, nowadays, the information geometry deals with models (®,P) whose underlying
m-dimensional manifold ® is an open subset of the euclidean space R™. Further the Fisher information
g is assumed to be regular, viz (®, g) is a Riemannian manifold. In this paper this classical information
geometry is called the local information geometry. This “local nature” will be explained in Part B of
this paper.

At the moment we plan to investigate other topological properties of the local statistical models.

Let (O, P) be an m-dimensional local statistical model for a measurable set (E, Q). The manifold ©®
is a domain in the Euclidean space R™. The function P is non negative. It is defined in © x E. We recall
the requirements P is subject to.

(1) V¢ € E the function
®360— P(6,8)

is smooth.
(2) VO € O the triple
(E,Q,P(G, _))

is a probability space.
(3) V6,0" € © with 0 # 0* there exists ¢ € E such that

P(8,¢) # P(9/,0).

(with the requirement (3) (©, P) is called identifiable.)
(4) The differentiation dy commutes with the integration [ . The Fisher information of a model (®, P)
is the symmetric bi-linear form g which is defined by

8(X,Y)(0) = /: P(6,0)|[dplog (P)]“*(X, Y))(6, 8)de.

Here dy stands for the differentiation with respect to the argument 6 € ©.
(5) The Fisher information is positive definite.

Remark 3. The Fisher information g can be defined using any Koszul connection V according to the
following formula

X)) = — [ P(O.2)(THog(P))(X, V)](6,2)).

The right member of the last equality does not depend on the choice of the Koszul connection V.

From now on, we deal with a generic statistical model. This means that we do not assume the Fisher
information g is definite.

Let 6 = (64, ..., 0,) be a system of Euclidean coordinate functions in R™. To every real number « is assigned
the torsion free Koszul connection V* whose Christoffel symbols in the coordinate (6;) are

N 0%log(P(6, 1 —a dlog(P(6,&)) dlog(P(6,¢)) . ol 6,
5~ [ PO Ogéia(ej 0) ;1o Og(ae(, 0) og(aeg 0), og(az;(k )

This definition agrees with any affine coordinate change. We put 9; = %. We have

V40 =Y Tt 0
k
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Now we assume a model (©, P) is regular. Then the Christoffel symbols and the Fisher information are

related by the formula
F;?;-,k = g(Vng],ak)

Further every quadruple (®, g, V*,V~%) is a statistical manifold [18,48].
Thus we have a family of splitting short exact sequences

0—- QY (@) = M(V V) = & (@) = 0.

So the machinery we have developed in the preceding sections can be performed to explore the differential
topology of regular local statistical models. For that purpose the crucial tool is the family of vector space

55(0) =55 (©).
We consider the abstract trivial bundle
Ua[S* x {a}] = R

whose fiber over « € R is S(@). To every B € S*(©) we assign the unique ™ € L(g) defined by
8T (X),Y) = B(X,Y).

The machinery in the preceding subsection leads to the following proposition.

Proposition 8. We assume (©, P) is reqular.

(1)  Every non zero singular section
R>a— B, € SY(O)

gives rise the family of (g-orthogonal) 2-web
TO = Ker(y™) @ im(yp™*).
Further according to the notation used previously (By) is a family of Riemannian foliations as in [39,40].
(2) By replacing S*(®) by QY (®) every non zero singular section
R3a— w, €0 (0)

yields a family of symplectic foliations wy.

Reminder.
(i) & — By is called a singular section if each B, is non inversible.
(ii) & — wy is called a simple section if each wy is simple.

We have used some gauge morphisms to construct Riemannian submersions of statistical manifolds over
symplectic manifolds. The notions we just introduced lead to similar situations.

Theorem 15. Let (O, P) be a reqular statistical model whose Fisher information is denoted by g. Every simple
non zero singular section
R>a — wy € Q%(O)

defines an a-family of Riemannian submersions of (©, g) onto symplectic manifolds.
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Proposition 9. We assume a model (®, P) is regular. For every nonzero real number « one has

MV, V) A M(V%, V%) = M(g, V%, V*) + M(g,V*, V).

The Sketch of Proof. The proof is based on the short exact sequences
0 — M(g, V, V™) = M(V*, V™) = S (©) =0,

0— M(g, V5 V") = M(V V%) = S5V(@) = 0.

Let us suppose that the conclusion of the the proposition fails. Then there is a nonzero 2-form
Be Sy (@)NSy ().

(1) If Ker(B) =0, then both V* and V~* coincide with the Levi-Civita connection of B. This implies
« = 0, this contradicts our choice of «.

(2) 1If Ker(B) # O then Ker(B) and Ker(B)* are geodesic for both V* and V. Thus the pair
(Ker(B), Ker(B)™*) defines a g-orthogonal 2-web.

At one side, by the virtue of the reduction theorem as in [18] every leaf F of Ker(B)* inherits a
dual pair (F,gr, VE, V"),

At another side, B gives rise to the Riemannian structure (F, B). Furthermore both V§ and V;*
are torsion free metric connections in (F, B). Thereby one gets

® _ 7
F_VF

The last equality holds if and only if # = 0. This contradicts our assumption. The proposition
is proved. [

The proposition above is a separation criterion for a-connections in the following sense. For every
nonzero real number « the vector subspace Sy “(©) is transverse to Sy "(@) in the vector space S, (®)
of symmetric forms in ©.

5.4. The Exponential Models and the Hyperbolicity

A challenge is the search of a criterion for deciding whether a model (©, P) is an exponential family.
That is the challenge in [22]. Still, nowadays, this problem is open.

The Fisher information of a regular exponential model is a Hessian Riemannian metric. We are
going to demonstrate that the converse is globally true. Our proof is based on cohomological arguments.

In the Appendix A to this paper we introduce a new numerical invariant (@, P) which measures
how far from being an exponential family is a model (O, P).

The invariant / derives from the global analysis of differential operators

Da = Dva,
Dt =DV,

Now we are going to provide a cohomological characterization of exponential models.
Before pursuing we recall a definition.
Let0;,j:=1,..,m be a system of Euclidean coordinate functions of R™.

Definition 40. [18] An m-dimensional statistical model (®, P) is called an exponential model for (2, Q) if
there exist a map

E3 & [C(),Fi(8), - Fu(@)] € R™!
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and a smooth function
CEXEERV(IRSPIN

such that

m

P(6,8) = exp(C(&) + Y_F/ ()6 — (61, . bm)).

1

Theorem 16. Let (E,Q)) be a measurable set and let (O, P) be an m-dimensional statistical model for (&, ().
The Fisher information of (®, P) is denoted by g. The following statements are equivalent.

(1) There exists V € LF(O) such that
dkvg =0,

(2)  The model (®, P) is an exponential model.

Demonstration.

2)= ().
We assume that (2) holds. Then we fix a system of affine coordinate functions

0= (61, ... 0).

By the virtue of (2) we have

PO.2) = exp(CO) + P00 900).
Here p € C*(®) and (C,F)(&) = (C(&), FY(¢), .., F™(&)) € R™*L. Therefore, one has

Plog(P(0,5) _ Py

20,00,  00,00;"
Thereby one can write
- [pe £ Plos(P,2)) _ #*(6,¢)
5 00;00; 90;00;

This shows that we have
g = dkv(dy) € Bxy(AR).

The implication (2) — (1) is proved.
1) = (2).

We use a strateqy similar to that used in [52]. However our arguments do not depend on rank(g).
Let V € LF(®) whose KV algebra is denoted by A. We assume

8 € Zgy(A,C7(0)).

Thus we have
JKVg =0.

In (©,V) we fix a system of local affine coordinate functions

{91,~--r Om}
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whose domain is a convex open subset U. We write the matrix of Fisher information g in the basis

e

8= Zg,]de,dej

namely

Here
d 0

The assumption

(SKVg =0
is equivalent to the system
98 _ 98k _
o 00,
foralli,j k.
We use a notation which is used in [52]. We consider the differential 1-forms
I’l] = Z gl‘]‘dei.
i

Every differential 1-form h; is a de Rham cocycle. By the Lemma of Poincaré the convex open set U supports
smooth functions ¢j, j =: 1,...,m which have the following property

d; = h;.
We put
]
Then we have
(Gro) (o o) = g
Kvee i oe, e, ~ S

Thus the differential 1-form Y; ¢;d0; is de Rham closed.
Since U is convex it supports a local smooth function ¥ such that

d¥ =Y ¢;db;.

So we get
d 9 %y
830, 36, = 26,00,

To continue we fix 0y € U and we consider the function
0 — a(f)

which is defined in U by
a(0) = [ P(B0,&)[p(6) +log(P(0,£))e.

&

Now recall that the integration | commutes with the differentiation %. Therefore, Vi, j < dim(®) one has

Pa_ o _ P (p + log(P))
96,00, ®) = /: P (GO'C)TBQ(G, ¢)dg.
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The identities above show that
% @)
6,00,

forall 0y € U. Thereby the function
0 — 9(6) + log(P(6,))

depends affinely on 0, ...,0,,. So there exists a R _valued function
E3¢ - (CE) RE), - Fn(§) € R

such that

m

(9) +10g(P(9,8)) = C(§) + }_E(£)e:-

1

In final we get
P(9,8) = exp(C(&) + Y _E(£)6; — (9))

forall (6,¢) € U x E. So (O, P) is locally an exponential family.

Since the exponential function is injective this local property of (®,P) is a global property, in other
words the model is globally an exponential model. In final assertion (1) implies assertion(2). This ends the
demonstration of the theorem

Some Comments.

(i) It must be noticed that the demonstration above is independent of the rank of the Fisher information g.
Therefore, the theorem holds in singular statistical models.

(ii) In regqular statistical models the theorem above leads to the notion of e-m-flatness as in [18].

(iii) When the Fisher information g is semi-definite the dualistic relation is meaningless. However data
(©,8,V,V*) may be regarded as data depending on the transversal structure of the distribution Ker(g).

(iv) In the analytic category the Fisher information is a Riemannian foliation. Therefore, both the information
geometry and the topology of information are transversal concepts. This may be called the transversal
geometry and the transversal topology of Fisher-Riemannian foliations.

(v) The theorem above does not solve the question as how far from being an exponential family is a given model.
It only tells us that exponential families are objects of the Hessian geometry.

The framework for addressing the challenge just mentioned is the theory of invariants. That is the
purpose of a forth going work. Some new results are anounced in the Appendix A to this paper.

6. The Similarity Structure and the Hyperbolicity

We consider a dually flat pair (M, g, V, V*). Both (M, V, g) and (M, g, V*) are locally hyperbolic in
the sense of [2]. So they locally support the geometry of Koszul. That is a consequence of the classical
Lemma of Poincare.

Every point of M has an open neighborhood U supporting a local de Rham closed differential 1-forms

w e C}W(.A,]R)

and
w* e C}W(.A*,]R)

subject to the following requirements
giU = dw,

gu =6 w*.
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By the virtue of Theorem 3 as in [2], for both (M, g, V) and (M, g, V*) being globally hyperbolic it
is necessary that
[s]=0€ Hgy(AR)

and
8] = 0 € Hgy (A" R).

Every choice of local differential 1-forms w and w* gives rise to a unique pair of local similarity
vector fields (H, H*), viz
VxH =X,

ViH* = X

for all vector fields X. The vector fields H and H* are Riemannian gradients of w* and of w respectively.
This means that those differential 1-forms are defined by

w =1Hg,

w* =18

Here 1y stands for the inner product by H, viz
tng(X) = g(H, X).
This short discussions lead to the following statement

Theorem 17. Let (M, g, V,V*) be a compact dually flat pair whose KV algebras are denoted by A and by A*.
The following assertions are equivalent

(1) The locally flat manifold (M, V) is hyperbolic,

(2)  the locally flat manifold (M, V*) admits a global similarity vector field H*.

Definition 41. Let V € LC(M).

(1)  The gauge structure (M, V) is called a similarity structure if V admits a global similarity vector field
He X(M).
(2)  Adual pair (M, g,V,NV*) is a similarity dual pair if either (M, V) or (M, V'*) is a similarity structure.

The following proposition is a straightforward consequence of our definition.

Proposition 10. If a gauge structure (M, V) is flat and is locally a similarity structure, then (M, V) is a locally
flat manifold

7. Some Highlighting Conclusions

In this Part A our aim has been to address various purposes involving the theory of KV homology.
Doing that we have pointed significant relationships between some major topics in mathematics and
the local information geometry. Those relationships might be sources of new investigations.

We summarize some relevant relationships we have been concerned with.

7.1. The Total KV Cohomology and the Differential Topology

We have addressed the existence problem for a few major objects of the differential topology.
Riemannian foliations and symplectic foliations. Riemannian webs and their linearization problem.
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To those questions we have obtained substantial solutions in the category of locally flat manifolds.
The cohomological methods we have used are based on the split exact short cohomology sequence

0 — H2x(M,R) — H2(A,R) — S5'(M) — 0.
7.2. The KV Cohomology and the Geometry of Koszul

The Hessian Geometry is a byproduct local vanishing Theorems in the theory of KV cohomology.
The geometry of Koszul is a byproduct of global vanishing Theorem in the same sitting.

7.3. The KV Cohomology and the Information Geometry

The category of finite dimensional statistical models for a measurable set (&, Q) contains the
subcategory of finite dimensional Hessian manifolds. From this viewpoint the Hessian information
geometry is nothing but the exponential information geometry (i.e., the geometry of exponential
families and their genelarizations). The framework for those purposes is closely related to vanishing
Theorems in the theory of KV cohomology.

At another side cotangent bundles of Hessian manifolds are Kaehlerian manifolds. This aspect
has been discussed by many authors, see [52] and the bibliography ibidem.

7.4. The Differential Topology and the Information Geometry

A lot of outstanding links between the differential topology and the information geometry are
based on the dualistic relation of Amari. This approach leads to significant results in the category
of statistical manifolds. In a statistical manifold (M, g, V, V*) we have introduced the splitting short
exact sequence

0= QY (M) = M(V,V*) = Sy (M) — 0.

Here (i) QY (M) is the space of V-geodesic symplectic foliations in M; (i) Sy (M) is the space of
V-geodesic Riemannian foliations in M.

The numerical invariant #(V) has outstanding impacts on the differential topology of M. See our
results on orthogonal 2-webs and on Riemannian submersions on symplectic manifolds.

7.5. The KV Cohomology and the Linearization Problem for Webs
In a locally flat pair (M, g, V, V*) we consider the short exact sequence
0 — OF (M) = M(V,Vx) = & (M) = O.

The linearization of webs of is a difficult outstanding problem in the differential topology.
GK[QY (M)] stands for the family formed by

(w1, ey wi] C QZV(M)

such that
dim[X;Ker(w;)] = min[dim(M), Z,dim(Ker(wj))]-

GF[SY (M)] stands for the family formed by
[By, ... Be] € 85 (M)

such that
dim[¥;Ker(B;)] = min[dim(M), Zdim(Ker(B;))].

(i) Elements of GP[Q)Y (M)] are LINEARIZABLE symplectic k-webs.
(i) Elements of GP[Sy (M)] are LINEARIZABLE Riemannian k-webs.
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We have introduced the double complex
{c il = CL(AY, A") @ CL(A,C®(M)), 5,,} .

It gives rise to spectral sequences which may be useful for computing the KV cohomologies
H x¢ (A*, A*) and H gy (A, C®°(M)). That is not the purpose of this paper. However this double
complex is useful for replacing the first order differential equation

DYV (p) =0

by the homological equation
(51[217,# =0.

We have proved the homological nature of the space of gauge homomorphisms M (V, V*). This is
useful for relating the image of M(V, V*) in HL(A*, A*) and the pair H3, (M), H'*(C).

8. B. The Theory of Statistical. Models

In the introduction of this paper we have recalled the problem raised by Peter McCullagh.

What is a statistical model [30]?

By the way we have recalled a variant request of Misha Gromov.

In a Search for a Structure. The Fisher Information [15,16].

McCullagh and Gromov choose the same framework for addressing their purpose, The theory of
category. This Part B is devoted to the same purpose.

Further the moduli space of isomorphism class of objects of a category C is denoted by [Ca].
In general it is difficult to find an invariant inv, which encodes [Ca]. Subsequently to the questions
raised by McCullagh and by Gromov the moduli space of isomorphism class of statistical models
is discussed in this Part B. Nowadays, there exists a well established theory of statistical models.
The classical references are Amari [17], Amari and Nagaoka [18]. Other remarkable references
are Barndorff-Nielsen (Indian Journal of Mathematics 29, Ramanujan Centenary Volume) [21,24],
Kass and Vos [37], Murray-Rice (Chapter 1, Section 15 in [22]). In Part A of this paper we have been
dealing with this current theory. It has been called the local theory. We suggest reading the attempt by
McCullagh to establish a conceptually consistent theory of statistical models [30]. In its time, the paper
of McCullagh had been the object of controversy and questions.

We are aimed at re-establishing the theory of statistical models. Our motivations have emerged
from some criticisms.

The current theory presents some deficiencies that we plan outlining. (i) A weakness of the
current theory is its lacking in geometry; (ii) In the literature on the information geometry many
references define an m-dimensional statistical model as an open subset of an Euclidean space R™.
Though this definition may be useful for dealing with coordinate functions, it is topologically and
geometrically useless. Let I be the group of measurable isomorphisms of a measurable set (E, Q).
The information geometry of a statistical model M includes the geometry in the sense of Erlangen
program of the pair [M, I'].

Let M and M* be m-dimensional statistical models for the same measurable set (Z,Q).
An isomorphism of M on Mx looks like an sufficient statistic. The geometries [M,I'] and [Mx,I]
provide the same information. So the impact on the applied information geometry of the theory of
moduli space is notable. Subsequently the search for characteristic invariants presents a challenge.
An invariant is called characteristic if it determine a model up to isomorphism. So a characteristic
invariant encodes the moduli space. That increases the interest in the search of both McCullagh
and Gromov.

The Fisher information of widely used models are Hessian metrics [52]. This observation is
relevant. However the Fisher information is not a characteristic invariant.
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We intend to face the following challenges.
Challenge 1. Revisit the theory of geometric statistical models for measurable sets.
Challenge 2. The Search for a geometric characteristic invariant for statistical models. We recall that
such an invariant will encode the points the moduli space of models. Before continuing we recall
some definitions.

Definition 42. A geometric invariant of a model for (E, Q) is a datum which is invariant under the action of
the symmetry group Aut(E,Q)).

The framework which is useful for re-establishing the theory of statistical models is the category
of locally trivial fiber bundles.

As we have mentioned the need for introducing a new theory of statistical model emerges from
some criticisms. We recall the definition a statistical model [18,22,24].

Definition 43. An m-dimensional statistical model for a measurable set (Z,Q)) is a pair (®, P) having the
properties which follow.

(1)  The manifold © is an open subset of the m-dimensional Euclidean space R™.
(2) P is a positive real valued function

O xE> (6, — P6,¢) R

subject to the requirements which follow.
(3)  The function P(6,¢) is differentiable with respect to 6 € ©.
(4)  For every fixed 6 € © one set

then the triple

is a probability space, viz

Furthermore the operation of differentiation

d
dyg = 70
commutes with the operation of integration .
(5) (©,P) is identifiable, viz for 6,6* € ©
Py = Py
if and only if
0 =0"

(6)  The Fisher information

$0(X,Y) = [ P(6,8)ldolog(P(6, )2 (X, Y)dz

is positive definite.

Some Criticisms.

The First Critique
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The first critique arises from requirement (5).
From the viewpoint of fiber bundles the requirement (5) is useless. Consider the Cartesian product

E=0OxE.
That is the same thing as the trivial fiber bundle
£3(0,8) - n(h,¢) =0€0O.

Therefore Py is the restriction to the fiber & of the function P.
The Second Critique

The second critique emerges from the requirement (1).
This requirement (1) is too restrictive. It excludes many interesting compact manifolds such as
flat tori, euclidean sphere, compact Lie groups.

The Third Critique

From the viewpoint of the differential topology the requirement (6) may be damage to the
topology of ®. When the Fisher information g is singular its kernel is in involution. Thus the
topological-geometrical information that are contained in g are transverse to the distribution Ker(g).
If Ker(g) is completely integrable then topological and geometrical informations which are contained
in g are transversal to the foliation Ker(g). See Part A of this paper. This ends the criticisms.

To motivate for deleting the requirement (1) we construct a compact statistical model which
satisfies all of the requirements except the requirement (1).

Let & be the tangent bundle of the circle S'. E is the trivial line bundle

S'xR>(0,t) =0 €S
We consider the fonctions f, F and P defined by

126 0, p
142

f(6,1) = [sin’(

PO,t) =
The function P(6, t) has the following properties

(i) (i) : P(6,t) is smooth,

(i) P(0t)=PQ2m,t) VtER,

(iii) the % commutes with [,

(iv) P(6,t) <1 V(6,t) € S' xR,

(v) if0<0,0" <27 then Py = Py if and only if 6 = 6%,
vi) [P, t)dt =1.

These properties show that there is a one to one correspondence between the circle S and a subset
of probability densities in R. Thus S! is a compact 1-dimensional manifold of probabilities in the
measurable set (R, B(IR)). Here B(R) is the family of Borel subsets of R.

So (S', P) is a compact parametric model for (R, B(R)).
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A Digression.

Let {(G)j,Pj),j = 1,2} be statistical models for measurable sets {(Ej, Qj),j = 1,2}. We put
0= @1 X @2,
(E,Q) = (E1 x Ep, O x (),
P=P®D.
The function P is defined in © x E by

P((61,62), (G1,62)) = P1(61,61)Pa(62,¢2)

The integration on Z is defined by

/Ef((91/92)r (61,62))d(G1,82) = / 2f((91,92), (81,82))d¢1dSa.

Hy X &,

Thus we get

[P0, @ @G = [ PO, E)Pa(02, C2)E G = 1.

= B X3,

So (O, P) is a statistical model for [Eq x By, (g x ().
One is in position to prove that every Euclidean torus T™ is a statistical model for (R™, B(R™)).

Another Construction.

For every positive integer m we consider positive real numbers
ap <o <. <ty

and the real functions which are defined by

126 0
fi(6,t) = si112(1_i_iﬂ)cosz(;)e*t2 +ocjt2 (6,t) €E,

00
Fo)= [ e

Pi(6,t) e 1
(0,8) = ———.
! F;()

Now we consider the tangent bundle of the m-dimensional flat torus TT™,
T" =S x ' x .. x S
Let
(6,t) = [(61,11), (B2, t2), ey (O, 1)) € TT™.
We put
F(6) = / e YOt g dty . dty,
o~ TH (61
F(6)
The function P (6, t) satisfies the following requirements

P(O,1) =

202



Entropy 2016, 18, 433

(1) If6 # 6" there exists t** € R™ such that
P(6,t™) # P(6",t),

(2) P(6,t) <1Y(6,t) € TT™,
(3) [ P(6,t)dt =1.

We deduce that the pair (T™, P) is an m-dimensional manifold of probability densities in the measurable
set (R™, B(R™)).

The image of every local chart of T™ is a local statistical model in the classical sense [17,18,22]. This ends
the Digression.

We are motivated for introducing a new theory of statistical models whose localization yields the
current theory. The theory we introduce is an answer to McCullagh and to Gromov.

8.1. The Preliminaries

In this Part B we face three major challenges.
Challenge 1. Taking into account the criticisms we have raised our aim is to introduce a new theory of
statistical model whose localization leads to the classical theory of statistical models.
Challenge 2. The second challenge is the Search for an invariant which encodes the point of the moduli
space of isomorphism class of statistical models.
Challenge 3. We introduce the theory of homological statistical model and we explore the links between
this theory and the challenge 2.
Challenge 4. The fourth challenge is to explore the relationships between “challenge 1, challenge 2,
challenge 3” and “Vanishing Theorems in the theory of KV homology”.

The theory of KV cohomology and the geometry of Koszul play important roles. We introduce
the needed definitions.

Let (E,Q)) be a measurable set. Let Aut(E,()) be the group of measurable isomorphisms of E.
Let (M, D) be a locally flat manifold whose KV algebra is denoted by .A.

We keep the notation used in Part A of this paper. For instance S,(M) is the vector space of
differentiable symmetric bi-linear forms in M.

Definition 44. A random Hessian metric in (M, D) is a map
MxZ53 (x,8) = Q(x,¢) € S[TyM],
which has the following properties

(1) for every vector field X the real number Q(x, ¢)[X, X] is non negative, furthermore Vo € TM \ {0} 3¢ € &
such that

Q(x,&)(v,0) >0,

(2) forevery { € &, the random KV cochain
(X,Y) = Qe(X, Y)(x)

with
Qé(Xl Y) (x) = Q(X, g) (Xl’/ YX)
is a random cocycle of the KV complex [Cy, (A, C®(M)), dkv].
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Let (E,Q), p) be a probability space. A random Hessian metric Q generates a Hessian structure

(M, 8, D) whose tensor metric g is defined by

(X = QX V)pE)dz.

The group Aut(E,()) of measurable isomorphisms of (&, Q2) is denoted by I

Warning.

When E is a topological space elements of T are continuous maps. When Z is a differentiable manifold
elements of T are differentiable maps. Let P(E) be the Boolean algebra of all subsets of E. The abstract group

Aut(8,P(E)) is a subgroup of the group Isom(Z) of isomorphisms of the set &.

Definition 45. A measurable set (E,Q)) is called homogeneous if the natural action of T in & is transitive.

Throughout this paper we will be dealing with homogeneous measurable sets. Below we

introduce the framework of the theory of statistical models.

8.2. The Category FB(I',E)

8.2.1. The Objects of FB(T,E)

Definition 46. An object of the category FB(E, ) is a datum [E, 71, M, D] which is composed as it follows.

(1)

(2
(3)

=~

(4)

5)

M is a connected m-dimensional smooth manifold. The map
m:&—=M

is a locally trivial fiber bundle whose fibers £y are isomorphic to the set Z.
The pair (M, D) is an m-dimensional locally flat manifold.
There is a group action

I'x[Ex M| XxR"3 (7,[e,x,0]) = [[(v-e),r x,7-0] € [Ex M] x R"™.
That action is subject to the compatibility requirement
n(y-e)=vy-m(e) Veel.
Every point x € M has an open neighborhood U which is the domain of a local fiber chart
Dy x Py [Eu x U] 3 (ex,x) — [Dylex), pu(x)] € [R™ x E] x R™.
The local charts are subject to the following compatibility relation

o (U, ¢u) is an affine local chart of the locally flat manifold (M, D),
o ¢u(n(e)) = p1(Pule)).
We set

Dule) = (Bule), Gule)) € R™ x E.
Let (U, ® x ¢) and (U*, P* x ¢*) be two local charts with

Unu* # o,
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then there exists a unique vy~ € I such that

[Yyuu- - @](e) = ®*(e) Ve € Eunur-
Comments. Requirements (3) and (4) mean that

[@u(e), pu(r(e)] = [[bu(e), u(e)], bule)]
Both requirements (4) and (5) yield the following remarks: the following action is differentiable
I'xM>3 (y,x) >7v-x€M,
the following action is an affine action
I'xR"> (v,0) =76,
both the left side member and the right side member of (5) have the following meaning.
ruur - [9u(e),Gu(e)] = [Bu-(e), Su-(e)]-

Consequently (5) implies that for all x € U N U™ one has

FJuu- - ¢(x) = ¢* (x).

Therefore we get
Tuur = ¢* ol
Suppose that U, U* and U** are domains of local chart with

unu nu*™ #o

then
Yusu © Yuur = Yuur-

The requirement (3) means that the fibration 77 is I' equivariant.
The Figure 2 expresses the requirement property (3).

E Y E

Figure 2. Fibration.

We recall that the group I acts in both £ and M. Figure 2 expresses that the projection 7 of £ on
M is I'-equivariant.
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8.2.2. The Morphisms of FB(I, E)

Let [€, 1, M, D] and [£*, ©*, M*, D*| be two objects of FB(I,E).
Let ¥ x i be a map
[Ex M]3 (e,x) = (¥(e), p(x)) € [EF x M*].

Definition 47. A pair (Y x o) is a morphism of the category F B(I', E) if the following conditions are satisfied

(m.1): oY =¢om,
(m.2): both ¥ and 1 are T-equivariant isomorphism, that is to say

¥(y-e) =7 ¥(e),

Yly-x) =7-9(x),
(m.3): ¢ is an affine map of (M, D) in (M*, D*).

The Figure 3 represents the properties (m.1) and (m.2). We are going to define the category of
statistical model for (E, Q)). The framework is the category FB(T, E).

G
¢)M*
A9 By
uu*
Dy
Y pl
T Y Y pl
[
C
> uu*
A Pu B

Figure 3. Equivariance.

At one side we recall that the group I' also acts in R™ x E. At another side the localizations are
made coherent thanks to Cech cocycles 7y;+. Figure 3 tells two informations. Firstly localizations are
I'-equivariant, secondly thanks to Cech cocycles localizations are coherent.

8.3. The Category GM(ZE, Q)

We keep the notation used in the previous subsections. Our purpose is the category of statistical
models GM(E, Q).

8.3.1. The Objects of GM(E, Q)

Definition 48. An m-dimensional statistacal model for (E, Q) is an object of FB(T, ), namely
M = [£, 7, M, D]
which has the following properties (p.).

[p1]: For every local chart (U, Py X ¢pyp) the subset

[0y x E] = ®u(&u)
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supports a non negative real valued function Py subject to the following requirements.

[o1.1): For every fixed ¢ € B the function
Ou>60— Pu(e,é)

is differentiable.
[p1.2]: For every fixed 0 € @y the triple
(8,Q,Py(6,-))

is a probability space. Further the operation of integration [ commutes with the operation of differentiation

_d
dy= 4.

[p1.3]: Let (U, @y x ¢y, Py) and (U*, Dy« x pu-, Pu+) be as in [p1.1] and in [o12].
Ifunu* # @ then Py, Py~ and vy are related by the formula
Py o yuus = Pu.

[o14): Let U C M be an open subset and let y € T. Let us assume that both U and «y - U are domains of
local charts

(U, @y x ¢u, Pu)
and
(v U, @y.u X o1, Pyrur)-
We assume that those local charts satisfy p11, p1.2 and p13. Then the relations

Dyyoy=170Py,

Pyucy =7°9u,
implies the equality
Pyuoy =Py

A Comment.

Actually, ([p13)) has the following meaning:

Pus[yuus - 0u(e), yuus - Gu(e)] = Pu(Bule), fule))

Ve € Eunur-
The Figure 4 represents (p1.3)

E [ L*
I
E T E*
I AN
7
[
|
|
|
! *
T 1 T
|
|
/’- _______ T
M ¢ v M*
AN
7
M ¢ M*

Figure 4. Moduli.

This ends the comment.
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Definition 49. A datum [U, Oy x ¢y, Pu, yuu-+| as in the last definition is called a local statistical chart
of |€, 7, M, D).

Figure 4 is represents what are crucial steps toward the serach of characteristic invariants, viz
invariants encoding the points of the moduli space of statistical models. At the present Figure 4
describes the moduli space of the category FB(T, Z)

Before dealing with morphisms of the category GM(E, Q) we introduce a relevant global
geometrical invariant.

8.3.2. The Global Probability Density of a Statistical Model

We consider a COMPLETE (or maximal statistical) atlas of an object [£, 71, M, D] (of the category
GM(E,Q)), namely
Ag = [Uj, @), ¢j, Pj, vij]-
The family U; is an open covering of M. The pair &; x U; is the domain of the local chart (®; x ¢;).
We have
& =&y,

j
If U; N U; # @ then one has

¢j(x) = %ji - ¢ij(x) Vx e UiNU;.
In particular A = (U, ¢;) is an affine atlas of the locally flat manifold (M, D). We have

Therefore we set
€y, Q] = @7 {[g(y") x E], Q).

The atlas Ag satisfies requirements (p11), (p12) and (p13). In Su/ the local function p; is defined by

pj= P] o (I)j.
We suppose that

u;n u]‘ # Q.
By the virtue of of [p1 3] one has

pi(e) = pj(e)

foralle € 5U,ﬂu,"
Thereby there exists a unique function

Ese—ple)eR
whose restriction to &; coincides with p;. The restriction to &y is denoted by py. The triple
(Ex, O, px)
is a probability space.

Definition 50. The function
Ese—ple)eR

is called the probability density of the model [E, 7t, M, D).

208



Entropy 2016, 18, 433

Comments.

(i) We take into account the global probability density p. Then an object of the category GM (E, Q) is denoted by
[€,m,M,D,p].

(ii) The function p is T-equivariant. THIS IS THE GEOMETRY in the sense of Erlangen program.
(iii) We have not used any argument depending the dimension of manifolds.

The Figure 5 expresses coherence to local probability densities We are in position to define the morphisms of

the category GM(E, Q).

P;
C
D 1 \] R
] 7
> Py
@;
Y
Y Y 71
i
C
> Vi
A ¢; B
Figure 5. Localisation.
R
P;
P
\
c 7 O

Figure 6. Probability Density.

In Figure 5 one sees that modulo the dynamics of the group I' in R” x Z all localizations look alike.
Figure 6 show that local probability densities { p; } are but localizations of a global probability density p

8.3.3. The Morphisms of GM (E, Q))

Definition 51. Let M = [£, 71, M, D, p] and Mx = [E*, 1%, M*, D*, p*] be two objects of the category
GM(E, Q). A FB(T, E)-morphism

(¥ x ¢) : [, 71, M, D] — [£*, 7*, M*, D*]
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is a morphism of (€, T, M, D, p] in [E*, ", M*, D*, p*| if
pro¥=p

A Comment.

Let [£, 7, M, D] be an object of the category FB(T, E). Let G be the group of isomorphisms of [€, 7T, M, D].
If M is finite dimensional then G is a finite dimensional Lie group. The group G acts in the category M whose
objects are probability densities in [E, 1, M, D, ].

Definition 52. The orbit space space

o=

is called the moduli space of M.

A Comment.

Every trivialization of
M= [, 7, M, D, p|

is a statistical model in the classical sense [18,22]. So we have taken up the challenge 1.

8.3.4. Two Alternative Definitions

We introduce two other presentations of the category G M (E, Q). Those presentations highlight
the connection with the searches of McCullagh and Gromov. Those presentation is useful in both the
theoretical statistics and the applied statistics [17,18,21,24,55,57,58].

We consider the category MSE whose objects are a probability spaces (2, (), p).

Definition 53. A morphism of a probability space (E,Q), p) in another probability space (2%, Q*, p*) is
a measurable map ¥ of (2, Q) in (E*, Q") such that

p=p ot

Remark 4. A morphism as in the last definition has a statistical nature. An isomorphisms of (E,Q), p) on
(Ex, Qux, px) is an sufficient statistic. The category MSE is useful for introducing two variant descriptions of
the category GM(E, Q).

Definition 54. We use the previous notation.
(1) A statistical model is a locally trivial fiber bundle over a locally flat manifold
& — M.

The fibers of T are probability spaces.
(2)  The functor
[€,p] = [M,D]

is called a MSE-fibration.

The category of MSE-fibrations is denoted by FB(MSE). The morphisms the category
GM(E, Q) are called MSE-morphisms.
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Definition 55. A statistical model for a measurable set (E, Q)) is a functor of the category FB(T,E) in the
category FB(MSE, namely
€, 71, M,D] — [€,71, M, D, p]

At the present step it is clear that the information geometry is structured.

8.3.5. Fisher Information in GM(E, Q)
We consider a MSE-fibration

M:= [€,p] = (M, D).

The Fisher information to be defined is an elementg of T'(S?(T*M)).
We recall that every MSE-fiber My, x € M has a structure of probability space

My = [gx/ Qy, Px]
Let X, Y be local vector fields which are defined in a open neighbourhood of x € M.

Definition 56. The Fisher information at x is defined by

8x(X,Y) = */g p(e)[D*log(p(e))](X, Y)d(e)

X

We recall that the horizontal differentiation commutes with the integration along the

MGSE-fibers, viz
d, o/ —/oi
O Je T Jr 00

So the Fisher information g is well defined. It has the following properties

(1) g is positive semi-definite,
(2) gisan invariant of the I'-geometry in [£, 7T, M, D, p).

8.4. Exponential Models

Let [£, r, M, D, p] be an object of GM (E, (). We recall that data which are defined in £ are called
random data in the base manifold M. The operation of integration along the MSE-fibers is denoted
by [;. Thus a random datum y is called smooth if its image [ (j) is smooth.

Conversely every datum 0* which is point-wise defined in M is the image of the random datum

0 =0%orm.

So we get

9*:/F[6*o7ﬂ.

Thus at every x € M one has

A random affine function is a function

E>e—ale) eR
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subject to the requirement

Dz/azo.
F

[€,p] = M, D]

Definition 57. An MSE-fibration

is called an exponential model if the following conditions are satisfied.

(1) The base manifold M supports a locally flat structure (M, V) and a real valued function i € C®(M).
(2) The total space £ supports a real valued random function a.

(3) The triple [a, V, ] is subject to the following requirement

4) V2 [i(a) =

() ple) = explale) — p(7(e))].

Remark 5. At one side Localizations of exact Hessian homological statistical models yield the classical Koszul
Information Geometry [55]. That is but the classical Hessian Information Geometry. At another side the KV
homology learns that the Hessian information Geometry is the same think as the geometry of exponential famillies
see Part A Section 5, Theorem 16.

Reminder.

In the Appendix A to this paper the reader will find a new invariant r*(p) measuring how far from being
an exponential model is an MSE-fibration

[€,p] = [M,D].
By the virtue of results in Part A, to be an exponential model depends on homological conditions.

8.4.1. The Entropy Flow

We are going to introduce the notion of local entropy flow. Subsequently we will show that the
Fisher information of a model [€, r, M, D, p] is the Hessian of the local entropy flow.
To start we consider a MSE-fibration

[€,p] = [M,D].

That is another presentation of the statistical model [£, 77, M, D, p|.
Let [Uj, ®; x ¢}, 7ij, P;] be an atlas of [£, 7T, M, D, p]. We put

0, P] = [@;(&)), po®; 1]

Then every [0}, Pj] is a local statistical model for (£, 0)).
Le X, Y be two vector fields defined in U; and let x () and 1y (s) be their local flows defined
in U;. Then we set

®@j(e) = [0j(e), &j(e)] = [¢j(m(e)), Ei(e)], e€&
Fi(0)18(e). j(e)] = ([ppx (1) '1[6;(e)], Gj(e)),
$;(s)16;(e), &j(e)] = ([@j9y (s)9~1;1[6(e)], &)

Definition 58. The local entropy flow of the pair (X,Y) is the function En y defined by

Entl (s, )( /{P e))]1og[P;[dy (£)(®;(e))]]} dE(e)

212



Entropy 2016, 18, 433

To pursue we use the compatibility of local charts of the atlas[U;, ®; x ¢, vij, Pj] . If
un U] *Q

then forall e € guimu] we have
Di(e) = vij - Pile),

pi((e)) = vij - gi(7(e))-
We recall that (t) and §(s) are defined by
Fi() = ipx (e ',
Pi(s) = pjpv ()9 .
Those reminders are useful for concluding that whenever
u,n U] *Q

we have _ )
Entlx’y(s,t)(n(e)) = Ent]X/Y(s,t)(n(e)).

So the local entropy flow does not depend on local charts.
If both X and Y are complete vector fields then their entropy flow is globally defined. A notable
consequence is the following statement.

Theorem 18. Every MSE-fibration over a compact manifold M admits a globally defined entropy map
X (M) x X(M) 3 (X,Y) = Entxy € C*°(R?).

8.4.2. The Fisher Information as the Hessian of the Local Entropy Flow

we consider the function
Hj(s,t,¢) = Pi[(px(s)(¢(e))]log[P;[1h;(t) (®;(e))]].
Direct calculations yield

2(Hi(s,
PO (5,6) = (0,0)) = B9y €)X - Tog (@, ()] (¥ -ToglP,(¢,e)]).

We know that % commutes with [;. Therby we conclude that

92Ent;(s, e
TERS D (61) = (0,0)

gr(e)(X,Y) =
Theorem 19. We consider an MSE-firation over a compact manifold
M:=[€,p] — [M,D].
The Fisher information of M is the Hessian of the entropy map.

8.4.3. The Amari-Chentsov Connections in GM (E, ())

Let
M = [€, 1, M, D, p]
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be an m-dimensional statistical model for a measurable set (£, ()). To define the family of a-connections
we work in a local chart (®y7, yp).
We set

In the base manifold (M, D) the local chart [U, ¢,,) yields a system of local affine coordinate functions
0= (61, ).

We use the notation as in [18]. Given a real number « we define the a-connection V* by its
Christoffel symbols in the local coordinate functions 6. Those Christoffel are denoted by T7;j : k.
We proceed as it follows.

Step 1: In the open subset @; C R” we put

et P1u(6,8) | 1+a30,(8,8) 31,(6,8) ,31,(6,8)
L (9)/513”(9":){[ w06, 2 o o6 | o6, }dg'

This local definition of f?}:k agrees with affine coordinate change in @y.
Step 2: In the open subset U rj;f is defined by

oaU U
Ltk =Tijk o ¢u-

Since the definition of f;";‘:k agrees with an affine coordinate change we can use an atlas
A = [U;, @ < ¢, 7ij]

for constructing a Koszul connection V*(A). Since the construction of V*(A) agrees with affine
coordinate change the connection V*(4A) is independent from the choice of A. Every a-connection is
torsion free. So an MSE-fibration

€, p] = [M, D]

gives rise to a ma
R>wa— V* e SLC(M).

If the Fisher information g is definite then (M, g, V¥, V%) is a dual pair [17,48].
By the virtue of the definition of the Fisher information g a local section of section of Ker(g) is
a local vector field X € X' (M) such that
X-p=0.

Therefore, it is easily seen that

So if data are analytic then g is a stratified Riemannian foliation.

8.4.4. The Homological Nature of the Probability Density

We consider a MSE-fibration
M := [&,p] — [M,D].

We recall that a random differential g-form in £ is a mapping

Ese—wle) e /\‘7(T;<8))M
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such
/ w e QI(M).
F

The vector space of random differential g-forms is denoted by Q1(€).
Let @1 x ¢y be a local chart of M. We set

(Ou,E) = (¢pu(U),E) = du(&u).

We recal that in @(;(&y;) the partial differentiation % is called the horizontal differentiation in &y.

Therefore we use the relation 3 p
ey
r 00 do Jr

for setting the de Rham complex of random differential forms. Namely
QE): 05R—-0%E) = .OIE) - QTT(E).. —» Q") — 0.
The complex Q(€) is a complex of I-modules. Here
T = Aut(E,Q).
Then the cohomology space H (T, Q)(£)) is bigraded,
HPA(T, Q(E)) = HP (T, Q1(E)).
The probability density p is T-invariant. It is an element of H*?(T, Q)(E)).

8.4.5. Another Homological Nature of Entropy

One of main purpose of [14] is the homological nature of the entropy. The classical entropy
function of a statistical model [, 7r, M, D, p] is defined by

E(r(e) = [ ple")log(pe").

Y Cr(e)

In the complex Q)(€) we perform the machinery of Eilenberg [59]. That yields the exact sequence
(of random cohomology spaces)

— Hi'(6,R) — HI(E,R) — HIL(E,R) — Hl(E,R) —
We take into account the identities
p(r-e) = ple),

v-(7(e)) = 7t(y-e).

Then we have
E(v-m(@) = [ plr-eoglp(r-e))

Eynle)

= [ peeg(pe)

m(y-e)
= E(7t(e)).

Thus the entropy E(7t(e)) is [-equivariant. Therefore, it defines an equivariant cohomology class

[E] € HY(M,R).
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This is another topological nature of the entropy. For another viewpoint see [16,31].
Our purpose is to show the theory of statistical models has a homological nature in the
category FB(T,E).

Definition 59. A statistical model for a measurable set (2, Q) is couple (M, [p]) formed by an object of the
category (FB —T,E), namely
M = [€, 7, M, D)

and a smooth I'-equivariant random cohomology class
[p] € HY(E,R).
Further the to every fiber p|Ey is a probability density.

A Comment.

Let (U, ® x ¢) be a local chart of (€, 1, M, D] and let xx € U. We set

(Ex, Q) = @71[{9(x")} x (5,0).
The last definition above says that we obtain the probability space
(535*/ Oy, [p])

This property does not depend on the choice of the local chart (U, ® x ¢). Thus we can regard M, p] as a
special type of homological map
FB(T,2) > M — [p] € HY(E,R).
9. The Moduli Space of the Statistical Models
We are going to face another major open problem. The challenge is the search for an invariant

which encodes the points of the orbit space

m =

3E

That is what is called the problem of moduli space. This problem of moduli space is a major challenge
in both the differential geometry and the algebraic geometry (see the theory of Teichmuller). The problem
is rather confusedly addressed in [30]. Subsequently it provoked controversies and criticisms.

The Hessian Functor

We consider the category BF whose objects are pairs {M, B} formed by a manifold M equipped
bilinear forms B € I'(T*®2M).
In Part A we have defined the Hessian differential operator of a Koszul connection V, namely

Dy = V2.

Those operators are useful for addressing the problem of moduli spaces. For our purpose four
categories are involved,

(1) The category LC whose objects are gauge structures (M, V),
(2) The category GM whose objects are statistical models for measurable sets,
(3) the category BF whose objects are manifolds equipped bilinear forms,
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(4) the category F(LC, BF) whose objects are functors

GM — BF.

Definition 60. The Hessian functor is the functor
GM>M=[Ern,M,D,p] — qu € F(LC,BL)
Here qyy is defined by
qulV] = VZlog(p).

Reminder.

We recall that for vector fields X, Y the bilinear form qu[V](X,Y) is defined by
qulV](X,Y) = X (Y-log(p)) — VxY - log(p)
The functor gy is called the Hessian functor of the model
M= [€, 7, M,D,p].

Our aim is to demonstrate the following claim. Up to isomorphism a statistical model M is defined
by its Hessian functor q;. The functor gy is an significant contribution to the information geometry.

We fix an object of FB(T,E), namely [£, 7, M, D]. Let P(€) be the convex set of probability
densities in [€, 71, M, D]. The multiplicative group of positive real valued functions defined in E is
denoted by R%. The quotient of P(€) modulo R¥ is denoted by

PrO(E) = 2E),
RE
Lemma 6. For every p € P(E) the image of
M = [€,pl,

namely qy depends only on the class [p) € PRO(E)
Proof. We consider
M = [€, 71, M, D, p,
M* = [€, 7, M, D, p*].
We assume that
aM = g

Thus in every local trivialization @;; x Z one has the identity

Prx8), N C I

forall X,Y € T(T®), forall V € LC(®). That identity holds if and only if the function

p*(x,¢)

() = p(x,¢)

belongs to RE‘ This ends the idea. [
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A Comment.

The mapping
M — qm

is a global geometrical invariant in the sense of Erlangen. In other words it is an invariant of the
I-geometry in [£, 71, M, D, p].
Our aim is to demonstrate that
M — qm

is a characteristic invariant in the category GM(E, Q). In other words the isomorphism class of the
model
M= [€, 7, (M, D), p]

is encoded by the functor

The first step is the following lemma.
Lemma 7. In the same object £, 7t, M, D] we consider two statistical models
M; = [€,1,M,D, p1),

Mz = [5, 7T,M,D,]72].

The following assertions are equivalent
(1), = Gy
2 pi=p2

Proof. We work in the domain of a local trivialization of [, 71, M, D]. By the virtue of Lemma 6 above
we know that

p1 = dpa

if and only if
p1(x,8) = A(S)pa(x,€)

with A € R%. Since both p; and p, are T-equivariant the function
E3¢—A0)

is -invariant too. Now we take into account that the natural action of I' in E is transitive. Therefore the
T-equivariant function A(¢) is a constant function. Therefore

p1(x,6) = Apa(x,€)
The operation of integration along a fiber of 77 yields
A=1
This ends the proof. [
We consider two m-dimensional statistical models for (E,()), namely

M] = [8], 7T]',M]', D]', p]], ]: 1,2.
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To simlplify we use the following notation.
qp; = qv;-
In the category FB(T’, Z) we consider an isomorphism
&1 x My] € (e,x) — [¥(e), p(x)] € & x My.
(1) Let ¢, be the differential of 1. For V € LC(M;) the image ¢.(V) € LC(M,) is defined by
(V)Y = 9V ey 9 (V)]

for all vector fields X*,Y* € X' (Ma).

(2) Itis clear that the datum [, 7, My, Dy, pp © ¥] is an object of the category GM (X, Q)). Then for
vector fields X, Y in M; we calculate (at X, Y) the right hand member of the following equality

[1p20% (V)] = V2[log(p2 0 ¥)].
Direct calculations yield
Vlog(p2 0 ¥))(X,Y) = X - [Y -log(p2 0 ¥)] = VY - log(p2 oY)

= X-[Y-log(pz) o ¥] = VxY - [log(pa) o ¥]
= P:(X) - [ (Y) - log(p2)] — (V) - log(p2)

= [+ (V)?l0g (p2)] (- (X), - (Y))-
Thus for all V € LC(M;) we have

Dppow) (V) = qp, (9:(V)).
We summarize the calculations just carried out as it follows
Lemma 8. Keeping the notation we just used namely py and ¥ x 1 we have the following equality
A[pyo¥] = qp2 © P+
We are in position to face the problem of moduli space in the category GM(E, Q)).
Theorem 20. We consider two m-dimensional statistical models
M; = [£j, 7, M;, D;, pj], j=12

In the category FB(T,E) let ¥ x i be an isomorphism of £, 711, My, D1] onto [E;, 712, My, Dy].
The following assertions are equivalent.

(1) g ot =ap,
(2) PZ oY = pl.
Demonstration.

The demonstration is based on Lemmas 7 and 8.
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According to our construction one has the following functor

q¥ = qp, © P
This functor gy is the Hessian functor of the model
My = [&1, 71, My, D1, p2 0 Y.

Further ¥ x 1 is an isomorphism of My onto M.
Let us prove that assertion (2) implies assertion (1).
By of the definition of morphism of models, the pair ¥ x ¢ is an isomorphism of M onto M) if
and only if
pao¥ =pi1.

Here we set the explicit formulas. Let V € LC(M;). For all vector fields X, Y in M, we have
X (Y-log(p1)) = VY -log(p1) = X - (Y- log(pa o ¥)) = VY -log(p2 0 ¥)

= $(X) - (9 (Y) - log(p2)) = ¥ (VxY) - log (p2)-
now we observe that
P(VXY) = [ (V)] g, )= (V).
Therefore (2) impies the equality

*[9p,) @< (V))] = G0 (V) = qpy.-

This shows the implication (2) — (1).
Let us prove that assertion (1) implies assertion (2).
Now we assume that that (1) holds, viz

q[pr0¥] = qp1-

Then both M; and My have the same Hessian functor. By the virtue of Lemma 8 above we
deduce that
p2 oY = p].

This ends the demonstration.
Reminder.
(i) Objects of GM(T, E) are quintuplets
M= [€, 7, M,D,p].

They are called statistical models for the measurable set (2, Q2).
(ii) ~ Objects of FB(MSE) are functors
[€,p] = [M,D].

They are called MSE-fibrations.
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Those categories are canonically equivalent. Further the actions the group G in those categories lead to the
same moduli space

 GM(EQ)  FB(MSE)
"= = G

We rephrase the theorem on moduli space.

Theorem 21. The functor
[£,p] = qp € BF(M)

parametrizes the moduli space m.

This ends the challenge 2.

10. The Homological Statistical Models

In this section we introduce the theory of homological statistical models (HSM in short).
We address the links between this theory and the local theory as in [17].

The theory of homological statistical models is useful for strengthening the central role
played by the theory of KV homology in the information geometry and in the topology of the
information [14,16-18,22,30,37,60,61].

We introduce the theory of localization of homological models. We use it to highlight the role
played by local cohomological vanishing theorems as well as the role played by global cohomological
vanishing theorems.

The framework is the category FB(T, Z).

Let [£, 1, M, D] be an m-dimensional object of the category FB(T,E), viz m = dim(M). The KV
algebra of (M, D) is denoted by A. The smooth manifold R™ supports a sheaf of KV algebras A.
This sheaf is locally isomorphic to A. The vector space C*®(R™) is a left module of A. The affine action
of T in R™ is A-preserving.

Let (U, Py X ¢uy) be a local chart of [€, 71, M, D]. We recall that d¢; is the differential of ¢y.
We have

dgu(A) = Algu(U)).

Definition 61. A homological model consists of the following data. The datum [E, 7, M, D) is an object of
the category FB(I',E). Every x € M has an open neighborhood U which is the domain of a local chart of
[€, 1, M, D], namely (P X ¢rr). We set

@u X 5 = q)u(gu)

Those data are subject to the following requirements.
HSM.1: © x E supports a non negative random symmetric 2-cocycle

Ou xE3 (6,5) = Qu(0,¢) € Ziy(AR).
HSM.2 : Let [LI, Dy x bu, Qu} and [U*,d)u* X ¢ur+, Qu*] as in HSM.1.

If we assume that
unu*#o

then there exists yyy= € T such that
HSM21 &y (e) = Yuu -<I>u(e) Ve € Eunu,

HSM22 Qu(®y(e)) = v - [Qu- (Pu-(e)))-
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Comments.
The equality
Qu(®u(e)) = i+ - [Qu-(Pu-(e))]
has the following meaning. For v, w € T, (,)®u one has

Qulb(e), ¢ (e)](v,w) = Qur[yuu- - (6(e), & () (@lyuu-] - v, dlyuu-] - w).

Morphisms of homological models are defined by replacing the probability P;; by the random
cocycle Q.

Definition 62. The category of homological statistical models for a measurable set (Z,Q)) is denoted by
HEM(E, Q).

10.1. The Cohomology Mapping of HSM(E, Q2)
We consider an m-dimensional object of HSM (E, Q) which is defined by a complete atlas
A= [U;, @) x ¢j,7ij, Q)]
The underlying object of the atlas A is denoted by [£, 7r, M, D]. We set
@1 = ¢](LI]) Cc R™.
We are not making any difference between (U, .A) and (©;, A). We put set
&j = Eunu;-

If we assume that
unu; #o

then we have
Dj(e) = 7ij- Dile), Vee€ &

and
Qi(@i(e)) = 77 Qj(@jle)) Ve € &
We put
qi(e) = Qj(Pj(e)) Ve €&
Here
&= ¢y,
If
UNU; 40

then we know that
(@ 0 ®;1](0(e), &i(e)) = (i), Gile)) Ve € &
Therefore we get
gi(e) = gj(e) Ve &
Therefore g; is the restriction to &; of a (globally defined) map

Ese— Qle) € ZLy(AR).
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It is clear that
_ -1
The action of T in £ is Q-preserving. Thus a homological statistical model is a quintuplet

[€,1,M,D,Q].

Here Q is a map
Ese—Qle) € ZZy(AR).

Thus we get random cohomological map
£3e—[Ql(e) = [Qe)] € Hiy(AR).
Definition 63. The mapping [Q] is called cohomology mapping of the homological model [E, T, M, D, Q).
10.2. An Interpretation of the Equivariant Class [Q]

We intend to interpret the cohomology class [Q] as an obstruction class.

Definition 64. (1) A homological statistical model whose cohomological map vanishes is called an EXact
Homological Statistical Model, (EXHSM); (2) A homological statistical model whose cocycle is a random Hessian
metric is called a HEssian Homological Statistical Model (HEHSM); (3) An exact Hessian homological statistical
model is called a HYperbolic Homological Statistical Model (HYHSM).

Given a Hessian Homological model
M= [€, 7, M,D,Q|

the cohomology map [Q] is the obstruction for M being an Hyperbolicity model.
The following proposition leads to impacts on the differential topology.

Proposition 11. The kernel of an exact homological statistical model is in involution. Further if M and all data
depending on M are analytic then Q is a stratified transversally Riemannian foliation in M.

If [€, 1, M, D, Q] is exact then there exists a random differential 1-form 6 such that
Q = dkvb,

viz

Q(X,Y) = X-0(Y) —6(DxY) VX, Y € X(M).

That useful for seing that Ker(Q) is in involution.

10.3. Local Vanishing Theorems in the Category HSM(E, Q)
Reminder.

The category whose objects are homological statistical models (for (Z,QY)) is denoted by HSM(E, Q).
Henceforth we fix an auxiliary structure of probability space (E,Q), p*).

Definition 65. We are interested in random functions defined in R™ x E.
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(1) A random function f has the property p* — EXP if

exp(f(x,)) < [

exp(f(x,¢))dp*(§) VxeR™

(2) A random closed differential 1-form 6 has the property p* — EXP if every x € R™ has an open neighbourhood
U satisfying the following conditions, U x & support a random function f subject to two requirements:

o 0=df,
e  f has the property p* — Exp.

(3) An exact homological statistical model [E,7t, M, D, Q] has property p* — EXP if there exists a random
differential 1-form 0 satisfying the following conditions

o 0 has the property p* — EXP,
o Q= kb
Localization

Our purpose is to explore the relationships between the theory of homological statistical models
and the theory of local statistical model as in [18,22], Barndorff-Nielsen 1987

Our aim is to show that the current (local) theory is a byproduct of the localization of homological
models. The notion of localization of homological models is but the notion of local vanishing theorem.

Theorem 22. Let [€, 1, M, D, Q| be a homological statistical model.

(1) [E,7t,M,D,Q]is locally exact.
(2) Ifthe [€, 1, M, D, Q| has the property p* — EXP then €, 7t, M, D, Q] is locally isomorphic to a classical
statistical model (®, P) as in [18].

The Sketch of Proof of (1). Let (U, P x ¢) be a local chart of [£, T, M, Q]. We set
Oy = ¢(U).

We assume that @y is an open convex subset of R™. © supports a system of affine
coordinate functions
0= (61,... Om)-

We have
Q(G/ g) = Z Ql] (9, C)d@,d(9]

Since Q(6, ¢) is a random KV cocycle of A we have
oxyQ = 0.
The last equality is equivalent to the following system

9Qjk Qi
36, 00,

0.
We fix ¢ € E. For every j the random differential 1-form §; is defined by
Bi(6,¢) = ZQz‘jdGi-
i
Every B;(6,¢) is a cocycle of the de Rham complex of @y.
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By the virtue of the Lemma of Poincaré there exists a local function /;(6, {) such that

B; = db;.

Now the differential 1-form 8 is defined by
6 =Y hi(6,2)do;.
j
Direct calculations lead to the following equality

Q = dkyb.

This ends the proof of (1). O

The proof of (2). We assume that M = [£, 71, M, D, Q] has the property p* — Exp. We keep the notation
we just used.

=

The random differential 1-form 8 is a (de Rham) cocycle. Therefore ® x & supports a random
function h(6, &) such that
0 = dh.

So we have the following conclusion
Q(6(e),(e)) = D*h(8(e), &(e)) Ve € Eu.
Equivalently one gets
P
00,00; el

Since M has the property p * —Exp we choose a function & has the property p* — EXP.
The functions F(6) and P(6,¢) are defined by

F©) = [ exp(h(6,8))dp" @),

P )= PO

By the virtue of the property p* — Exp the function P(6, {) satisfies the following requirements

(i) Pgb,¢) is differentiable with respect to 6,
(ii) Pg satisfies the following inequalities

0<Po(6,6) <1,
(iii) Pq satifies the following identity

/Epg(e,g)dg -1

Thus the pair (@, Pg) is a local statistical model for (&, Q). This ends the proof of (2). The theorem
is demonstrated. [

The pair (®@y, Pg) is called a localization of M.

Definition 66. A localization (@, Pg) is called a Local Vanishing Theorem of [€, 7r, M, Q].
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Let [£, 1, M, D, p| be an object of the category GM (E, Q2). We set
Qp = D?log(p).
Thefore we get the exact homological statistical model
M, = [€, 71, M, D, Qp]

So the notion of vanishing theorem has significant impacts on the information geometry.
To simplify an exact models which having the property p* — Exp (for some probabily space) are
is called Exp — models.

Theorem 23. The notation is that used previously.

(1) The category GM(E, Q) is a subcategory of the category EXHSM(E, Q).
(2)  Ojects of GM(E, Q) but homological Exp — models.

Reminder: New Insigts.

(1.1) The Information GEometry is the geometry of statistical models.

(1.2) The Information topology is the topology of statistical models.

(2.1) The homological nature of the Information Geometry.

(2.2) What is a statistical model? The answer to the question raised by McCullagh should be: A statistical model
is a Global Vanishing Theorem in the theory of homological models.

(2.3) A local statistical model is a Local Vanishing Theorem in the theory of homological models.

11. The Homological Statistical Models and the Geometry of Koszul
Our purpose is to to relate the category of homological statistical models and the geometry

of Koszul. This relationship is based on the localization of homological statistical models.

Proposition 12. EXPHEHSM(E, Q) stands for the subcategory whose objects are Hessian Exp-models.

(1) The holomogical map leads to the functor of EXPHEHSM (B, QY) in the category of Hessian structures
in (M, D)
[€,71,M,D,Q] = (M, D,Q).

(2)  If M is compact then the subcategory of exact Hessian homological Exp-models EXPHYHSM(E, Q) is
sent in the category of hyperbolic structure in in (M, D).

12. Examples

This section is devoted to a few examples. The construction involves some basic notions of the
differential topology.

Example 1: Dynamics

We consider a triple [M x H, p1, M, V]. Here (M, V) is a compact locally flat manifold, (H, du) is
an amenable group. There is an effective affine action

Hx (M, V)= (M,V).
Let f € C®°(M) and x € M. The function

fxr:H=R
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is defined by
fx(h) = f(h-x).
Let L§5(M) be the set of f* € C®(M) such that
fx € L(H),
viz
sup |fx(h)| < oo Vx.
[heH]

Now EXP(L$3(M) stands for the set of f* € L (M) such that

exp(fi(h)) < plexp(fy)) V.

The function Py« (x, 1) is defined by
exp(f*(x-h))
Pri(x,h) = ————22.
) = e ()
The pair (M, Pf-) is a probability density in H. Now set

fr(xn) = f(x-h)
Therefore the datum [M x H, p1, M, V, Py« is a statistical model for (H, P(H)). Here P(M) is the
boolean algebra of subsets of H and p; is the trivial fibration of M x H over M.
Example 2: Geometry

We focus on an example which plays a significant role in global analysis (and geometry) in some
type of bounded domains [2,3]. This example relates the geometry of Koszul and Souriau Lie groups
thermodynamics [4] and bibliography therein.

Let C C R"™ be a convex cone and let C* be its dual. The characteristic function of C is defined by

Cov— / exp(— < v,w* >)dw".
C*

This gives rise to the following function

_ *
CxC* 5 (0,0") — P(o,0") = - P <00 >)
Jor exp(— < o, w* >)dw*

So (C, P) is a statistical model for (C*,dw*). Here dw* is the standard Borel measure.

Stratified Analytic Riemannian Foliations

Reminder.

We recall that a (regular) Riemannian foliation M is a symmetric bilinear form g € Sy(M) having the
following properties

(1) rank(g) = constant,
(2) Lxg=0VX € G(Ker(g)).

From (2) one easily deduces that Ker(g) is in involution. By the virtue of Theorem of Frobenius (1) and (2)
imply that Ker(g) is completely integrable.

In the category of differentiable manifolds, not all involutive singular distributions are completely integrable.
Nevertheless, that is true in the category of analytic manifolds [62].
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This subsection is mainly devoted to examples of stratified Riemannian foliations in analytic manifolds.
For more details about those object the readers are referred to [46,63].

Theorem 24. Let M be an orientable compact analytic manifold. Let C*(M?) be the space real valued analytic
functions defined in M?. There exists a canonical map of C¥(M x M) in the family of analytic stratified
Riemannian foliations in M.

The Idea of Construction.

Let dv be an analytic volume element in M. In M we fix an analytic torsion free Koszul connection V.
To a function f € C¥(M?) we assign the function P € C¥(M?)

o expl[f(x, x)]
Pr(x,x") = Tuexplf (x, x)do(x)

We make the following identification

X (M) =X (M) x0C X(M?).

The analytic bilinear form g¢ € Sy(M) is defined by

[gr(IX,Y) = — /M Pr(x,x*)[V2(log (Py)) (X, Y))(x, x*)do(x").

The form g has the following properties.

(a) gy does not depend on the choice of V,
(b) gy is symmetric and positive semi-definite,
(c) If X is asection of Ker(gy) then Lxgs = 0.

Conclusion.

If

rank(gs) = constant

then gy is a Riemannian foliation as in [36—40,46].
If rank(gy) is not constant we apply [62]. Thereby gy is an analytic stratified Riemannian foliation.

Reminder.
The idea of the strafication of gy.
Step 0
The open subset Uy C M is defined by

x €U iff rank(ge(x)) = [Elea;” rank(gs(x")).

The closed analytic submanifold Fy C M is defined by

F =M\ Up.
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Step 1
In the pair (F1, gy) the open subset Uy C Fy is defined by

xe Uy iff rank(ge(x)) = max rank(gs(xx)).

[xxeF]

Step 2

We iterate this construction. Then we have get a filtration of M
.CF,CF,1C..CHCFh=M.

This filtration has the following properties

(1) Fj_1\ F; is a analytic submanifold of M.
(2)  gf defines a regular Riemannian foliation in (F;_1 \ F;, &f),

Remark 6. The extrinsic geometry of submanifolds is a particular case of the geometry of singular foliation [25].
13. Highlighting Conclusions

13.1. Criticisms

In Part B we have raised some criticisms. We have constructed structures of statistical models
in flat tori. An m-dimensional flat torus is not homeomorphic to an open subset of R”. The second
criticism is the lack of dynamics. Subsequently, the problem of moduli space is absent from the
classical theory. That deficiency is filled in by the characteristic functor

M= [€, 1, M,D,p| — qu-

The current theory requires a model to be identifiable. From the viewpoint of locally trivial fiber
bundles, that requirement is useless.

13.2. Complexity

In both the theoretical information geometry and the applied information the exponential
models and their generalizations play notable roles. What we call the complexity of a model
[€,71,M,D,p] is its distance from the category of exponential models. Up to today there does
not exist any INVARIANT which measures how far from being an exponential is a given model.
This problem has a homological nature. We have produced a function ¥ which fills in that lack.
(See the Appendix A below).

13.3. KV Homology and Localization

We have introduced the theory of homological model. Among the notable notions that we have
studied is the localization of homological statistical models. It links the theory of homological models
and the current theory as in [22]. It may be interpreted as a functor from the theory of homological
models to the classical theory of statistical models.

13.4. The Homological Nature of the Information Geometry

GM(E, Q) and HSM(E, Q) are introduced in this Part B. The category of local statistical
models for (E,Q) is denoted by LM(E, ). On one side, the right arrows below mean subcategory.
Then we have

LM(E,Q) = GM(E,Q) — HSM(E,Q).
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On another side, the notion of Vanishing Theorem is useful in linking HSM (&, Q) with both
GM(E,Q) and LM(E, Q).

(1) The Global Vanishing Theorem is the functor
HSEM(E, Q) — GM(E Q).
(2) The Local Vanishing Theorem is the functor

HSM(E, Q) — LM(E, Q).

13.5. Homological Models and Hessian Geometry

In the category HSM(E, Q) the Hessian functor is the functor from HEHSM(E, Q) to the
category of randon Hessian manifolds.

Furthermore, every structure of probability space (E, (), p*) gives rise to a canonical functor from
HEHSM(E, Q) to the category of Hessian manifolds. The canonical functor is defined by

€ M,D,Q > [pQ
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Appendix A

Usually the appendix is devoted to overview the notions which are used in a paper. In this appendix
we announce a few outstanding impacts of Hessian differential operators of Koszul connections.
In the introduction a pair of Koszul connections (V,V*) is used for defining three
differential operators
X — DV(X) = ixRY — LxV VX € [(TM).

The differential operator DV is elliptic and involutive in the sense of the global analysis [50,51,64].
Let JV be the sheaf of germ of solutions to the equation

FE*(V):DV(X) = 0.

If V torsion free then FE**(V) is a Lie equation.
The non negative integers r*(V) and r?(M) are defined by

(V) = min {dim(77 ()},

[xeM]

(M {dim(M) - rb(V)} .

= min
[VeSLe(M)]

Here SLC(M) is the convex set of torsion free Koszul connections in M. We set the following
notation: Rie(M) is the set of Riemannian metric tensors in M. LF (M) is the set of locally flat Koszul
connection in M. At one side every g € Rie(M) gives rise to the map

LF(M)>V — V" e LC(M)

which is defined by
8(Y,VXZ) = Xg(Y, Z) = g(VxY, Z).
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At another side every V € LF(M) gives rise to the map
Ri(M) > g — V& € LC(M)
which is defined by
8(Y,V&Z) = Xg(Y,Z) - g(VxY, Z).

In every Riemannian manifold (M, g) we define the following numerical invariants

b _ : : _ box
(M, g) = [ver?}r}M)] {dzm(M) r’(V )} ,

B _ : b
T = R ooy

In every locally flat manifold (M, V) we define the following numerical invariant
b : b
M, V) = \%
A= i, P9

The numerical invariants we just defined have notable impacts.

Appendix A.1. The Affinely Flat Geometry

Theorem Al. In a smooth manifold M the following assertions are equivalent
(1) (M)=0,

(2)  the manifold M admits locally flat structures.

Appendix A.2. The Hessian Geometry

Theorem A2 (Answer a hold questions of [65]). In a Riemannian manifold (M, g) the following assertions
are equivalent

(1) (M, g) =0,
(2)  the Riemannian manifold (M, ) admits Hessian structures (M, g, V)
A Comment.

Assertion (2) has the following meaning.

(i) (M, V) is a locally flat manifold.
(i) every point has an open neighborhood U supporting a system of affine coordinate functions (x1, ..., X,,) and a
local smooth function h(xy, ..., Xm) such that

Jd 0 *h
860 3) = 3o
9x; 0x; 0x;0x;

Appendix A.3. The Geometry of Koszul

Theorem A3. In a locally flat manifold (M, V) whose KV algebra is denoted by A the following assertions
are equivalent

1) (M, V) =0,
(2)  the KV cohomology space Hz,,(A, R) contains a metric class [g],
(3)  the locally flat manifold (M, V) admits Hessian structures (M, V, g).
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Appendix A.4. The Information Geometry

Let (E,Q) be a transitive measurable and let
M = [, 7, M, D, p]
be an object of GM(E, Q2). Let g be the Fisher information of M. Let
{V*, aecR}
be the family of a-connections of M. We define the following numerical invariant

(M) = min {dim (M) —(v)}.

Theorem A4. In M the following assertions are equivalent.

(1) (M) =0,

(2)  Mis an exponential family.

Corollary Al. Assume that M is regular, viz g is positive definite, then the following assertions are equivalent

(1) (M) =0,
2) "M, g) =0,

Appendix A.5. The Differential Topology of a Riemannian Manifold
A Riemannian manifold (M, g) , (whose Levi-Civita connection is denoted by V*), is called special if
TV #0
Theorem A5. A special positive Riemannian manifold(M, ) has the following properties
(1) (M, g) admits a geodesic flat Hessian foliation
[F, 8| F, V7.

(2)  The leaves of F are the orbits of a bi-invariant affine Cartan-Lie group (G, V).
(3)  The bi-invariant affine Cartan-Lie group (G, V) is generated by an effective infinitesimal action of a simply
connected bi-invariant affine Lie group (G, V).
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1. Introduction

Let Q) be an open convex cone in a vector space Z. The cone () is said to be regular if () contains
no straight line, which is equivalent to the condition QN (—Q) = {0}. In this paper, we always
assume that a convex cone is open and regular. The dual cone Q* with respect to an inner product (-|-)
on Z is defined by:

O :={ZeZ;(x[¢) >0 (vx e O\ {0}) }.

Then, O is again a regular open convex cone, and we have ((*)* = . The Koszul-Vinberg
characteristic function ¢q : Q — R defined by:

pa()i= [ e C9dz  (xeq)

plays a fundamental role in the theory of regular convex cones [1-4].

In particular, ¢q is an important function in the theory of convex programming [5], and it has
also been studied recently in connection with thermodynamics [6,7]. There are several (not many)
classes of cones for which an explicit formula of the Koszul-Vinberg characteristic function is known.
Among them, the class of homogeneous cones [8-10] and the class of cones associated with chordal
graphs [11] are particularly fruitful research objects. In this paper, we present a wide class of cones,
including both of them, and give an explicit expression of the Koszul-Vinberg characteristic function
(Section 3). Moreover, we get integral formulas involving the characteristic functions and the so-called
generalized power functions, which are expressed as some product of powers of principal minors
of real symmetric matrices (Section 4). After investigating the multiplicative Legendre transform of
generalized power functions in Section 5, we study a maximum likelihood estimator for a Wishart-type
natural exponential family constructed from the integral formula (Section 6).

A regular open convex cone () C Z is said to be homogeneous if the linear automorphism
group GL(Q) := {a € GL(Z); aQ) = O} acts on ) transitively. The cone P, of positive definite
n X n real symmetric matrices is a typical example of homogeneous cones. It is known [12-16] that
every homogeneous cone is linearly isomorphic to a cone P, N Z with an appropriate subspace Z
of the vector space Sym(n,R) of all n x n real symmetric matrices, where Z admits a specific block
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decomposition. Based on such results, our matrix realization method [15,17,18] has been developed
for the purpose of the efficient study of homogeneous cones. In this paper, we present a generalization
of matrix realization dealing with a wide class of convex cones, which turns out to include cones
associated with chordal graphs. Actually, it was an enigma for the author that some formulas in [11,19]
for the chordal graph resemble the formulas in [8,17] for homogeneous cones so much, and the mystery
is now solved by the unified method in this paper to get the formulas. Furthermore, the techniques
and ideas in the theory of homogeneous cones, such as Riesz distributions [8,20,21] and homogeneous
Hessian metrics [4,18,22], will be applied to various cones to obtain new results in our future research.

Here, we fix some notation used in this paper. We denote by Mat(p, g, R) the vector space of
p X g real matrices. For a matrix A, we write 'A for the transpose of A. The identity matrix of size p is
denoted by I.

2. New Cones Py, and P},

2.1. Setting

We fix a partition n = ny 4+ ny + - - - + 11, of a positive integer n. Let V = {Vj; }1<k<1<, be a system
of vector spaces Vj; C Mat(n;, ng, R) satisfying

(VI)AeVy=A'AcRL, (1<k<I<r),
(V2)AeV;, BeVj=ABeVy (1<j<k<I<r).

The integer r is called the rank of the system V. We denote by 1, the dimension of Vj;. Note that
some 1y, can be zero. Let Zy, be the space of real symmetric matrices x € Sym(n, R) of the form:

X Xpr ..o X
e X1 X2 tsz <ka = xkkl,,k, X € R, k=1,.. .,1’) 1)
: : Xk €V 1<k<1<r ’
Xn X ... Xy

and Py, the subset of Z), consisting of positive definite matrices. Then, Py, is a regular open convex
cone in Zy.

Example 1. Let r = 3, and set V51 := { (a 0> ;a ER}, Vi1 = { <0 u) ;a€ R}, and V3 = R.
Then, Zy is the space of symmetric matrices x of the form:

X1 0 X4 0
0 X1 0 X5
= . 2
x xg 0 x2 Xx¢ @

0 X5 X X3

We shall see later that the cone Py = Z\ N Py is not homogeneous in this case, but admits various integral
formulas, as well as explicit expression of the Koszul-Vinberg characteristic function.

2.2. Inductive Description of Py

If the system V = {Vj}1<k< /<, satisfies (V1) and (V2), any subsystem V7 := {Vj }x ez with
Z C {1,...,r} also satisfies the same conditions. In particular, the cone corresponding to the subsystem
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{Vik}2<k<i<r will play an important role in this paper. Let us define V' := {V} }1<k<i<,—1 by
Vi, = Viz1k41- Then, V' is a system of rank r — 1. Any x € 2y is written as:

t
X = <x1;jn1 xl;I> (xn S R, ue W, x’ € ZV/), (3)

where:
Xn

W= U= ;Xpn€eVp (1<i<r) ;. 4)
Xrl
If x11 # 0, then we have:

il U\ Iy x11 Ly L, x5'tU )
u U Ly, X —xptutu Li—pn, )’

Note that U'U belongs to Zy» thanks to (V1) and (V2). Thus, we deduce the following lemma
immediately from (5).

Lemma 1. (i) Let x € Zy as in (3). Then, x € Py, if and only if x11 > 0 and x" — x{ll utu € Pyr.
(i) For x € Py, there exist unique U € W and ¥ € Py for which:

Y = I,il xnlnl Inl tU
U Iy ¥ In—n,
_ (X1l xtU
xllfl b +X11Hta '
(iii) The closure Py, of the cone Py is described as:

PO x11ln, 't . o B
= ~ ~ o~ ] >0, Uew, S P
Py { (xnll ¥+ xnutu = * Py

2.3. The Dual Cone Py,

We define an inner product on the space Vi, by (A|B)y,, := nfltr ABfor A, B € V. Then, we see
from (V1) that:
A*B+B'A =2(A[B)y, In.

Gathering these inner products (-|-)y,, we introduce the standard inner product on the space Zy
defined by:

(x|x") Z Y +2 Y (Xud X, )
1<k<I<r

for x,x" € Zy of the form (1). When ny = n = - - - = n, = 1 (and only in this case), the standard inner
product above equals the trace inner product tr (xx’).
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Let Wk (k=1,...,r) be the vector space of W € Mat(n, ny, R) of the form:

Onl+"~+nk71,nk
Xk

W= Xk+1,k (ka = xkkInk, X € R, Xjp € Vi, 1 > k)
er
Clearly, the space Wy is isomorphic to R @ Y. Vi, which implies dim We = 1+ qr with
Gk = Y~k M. Gathering orthogonal bases of Vj's, we take a basis of W, so that we have an

isomorphism Wy 3 W — w = vect(W) € R*%, where the first component w; of w is assumed to be
Xkk- Let us introduce a linear map ¢y : 2y — Sym(1 + g, R) defined in such a way that:

(WW(E) = twge(B)w  (E € Zy, W e Wy, w = vect(W) € R1H), 8)
It is easy to see that ¢, (&) = &, for ¢ € Zy.
Theorem 1. The dual cone Py, C 2y, of Py with respect to the standard inner product is described as:

Py ={C € Z2y; ¢r(C) is positive definite forall k = 1,...,r}

={Z€ Zy;det¢p(¢) >0forallk=1,...,r}. ©)

Proof. We shall prove the statement by induction on the rank r. When r = 1, we have ¢1(¢) = {17 and
¢ = C11ly,. Thus, (9) holds in this case.

Let us assume that (9) holds when the rank is smaller than r. In particular, the statement holds for
’P;/ C Zyr, that is,

Py =48 € Zy; (') is positive definite forallk =1,...,r — 1}
={¢ € Zy; detdy(¢') > 0forallk=1,...,r—1},

where ¢, is defined similarly to (8) for 2. On the other hand, if:

t
&= (glgnl 5‘//> (EneR VeW, ez, (19)

we observe that:
o(@) = (@) (k=2...1).

Therefore, in order to prove (9) for P;; of rank r, it suffices to show that:

Py ={¢ € Zy; & € Pyyand ¢1(Z) is positive definite }

11)
={¢e2y;¢ cPjand det¢y(Z) >0}.

If g1 = 0, then any element § € Zy is of the form:

_ (¢l
o)

which belongs to Py, if and only if &’ € Py and ¢4 (&) = ¢11 > 0, so that (11) holds.
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Assume q; > 0. Keeping in mind that Wi ~R&Wand W ~ R by (4), we have for § € Zy
as in (10),

@ =" 7 ) csym+quR), (12)
v (&)

where v = vect(V) € R% and ¢ : Z)» — Sym(qg;, R) is defined in such a way that:
(utu|ey =tup(u (&€ Zy, UeW, u = vect(U) € RT). (13)
On the other hand, for x € Z, as in (6), we have:
(x[¢) = xn&n + 2xn do + xn'ay(§)a + (¥[3). (14)

Owing to Lemma 1 (iii), the element ¢ € Zy, belongs to Py; if and only if the right-hand side is strictly
positive forall x11 > 0, I € Wand &' € Py with (x13, &) # (0,0). Assume & € P};. Considering the
case x1; = 0, we have (¥'|¢’) > 0 for all ¥’ € P\ {0}, which means that &’ € P}, Then, the quantity
in (13) is strictly positive for non-zero U because UtU belongs to Py, \ {0}. Thus, (') is positive
definite, and (14) is rewritten as:

(x18) = %1161 — oy (&) o) + xn (@ + (&) o) (&) (@ + (&) o) + (F']E). (15)
Therefore, we obtain:
Py={cezy; ¢ ePyanden —top(@) o >0}, (16)

On the other hand, we see from (12) that:

(1 @)Y [en —top(g) e 1
4’1(6) - < I% ) ( lp(é/)) (l[J(é/)_lU Lﬂ) . (17)

Hence, we deduce (11) from (16) and (17). O

We note that, if g1 > 0, the (1, 1)-component of the inverse matrix ¢; (&) ! is given by:

(1(2) 11 = (&1 —toy(&) to) ! (18)
thanks to (17).

3. Koszul-Vinberg Characteristic Function of P},

We denote by ¢y the Koszul-Vinberg characteristic function of Pj;. In this section, we give
an explicit formula of ¢y .

Recall that the linear map ¥ : Zy» — Sym(q;, R) plays an important role in the proof of Theorem 1.
We shall introduce similar linear maps y; : 2y — Sym(gy, R) for k such that g, > 0. Let W be the
subspace of Wk consisting of W € Wk for which wy = xg = 0. Then, clearly, Wy ~ Zlﬂik Vi and
dim Wy = qy. If g, > 0, using the same orthogonal basis of V. as in the previous section, we have the
isomorphism Wy > W — w = vect(W) € R%. Similarly to (8), we define  by:

(WW(E) =twyp(O)w (&€ 2y, W € W, w = vect(W) € R%). (19)
Then, we have:
(G tox
(Pk(é) - (Uk lpk(‘:)) (g € ZV)/ (20)
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where v, € R is a vector corresponding to the Wy-component of ¢. If ¢ € P};, we see from (19) that
i (&) is positive definite. In this case, we have:

1 (@7 (S — o (8) Lox 1
me= ( Iy ) ( tpk(::)) (wk(s)-lvk qu>’ @

so that we get a generalization of (18), that is,

(¢(&) 11 = (Er — orypu (&) o) (22)

On the other hand, if g, = 0, then ¢ (&)~ = g,;}.
We remark that 1 (¢) = ¢(¢’), and that some part of the argument above is parallel to the proof
of Theorem 1.

Theorem 2. The Koszul-Vinberg characteristic function ¢\ of Py, is given by the following formula:

ch o@D TT (detye(@) V2 (EePy), (23)

x>0
where Cy = (2m)N="/2TTE_ T(1 + L) and N := dim 2y,

Proof. We shall show the statement by induction on the rank as in the proof of Theorem 1. Then,
it suffices to show that:

ov(@) = "I+ T)(@1 (&)1 ™ (det 1 (£) F M) 20 () (24)
for ¢ € P}, as in (10), where (det ¢; (&))7%87(01)/2 js interpreted as:

1 (q1=0),

de —sgnlqn) /2 .
(detin(®) {(de‘ﬂln(é))“2 (g1 >0).

When g1 = 0, we have:

/ / e 11811, ( ‘g/)dxll dx’
Py

= 511 v (&),

which means (24).

When g; > 0, the Euclidean measure dx equals 27/2x]} dx;;diid%' by the change of variables

in (6). Indeed, the coefficient 291/2 comes from the normalization of the inner product on YW ~ R
regarded as a subspace of Zy. Then, we have by (15):
— /‘°° / / e (En—"op(&)10) pmxn " (@+9(&) )P (&) (A+(&) o)~ (¥']E)
RN Pyr
x211/2y T dxqpdids’.

By the Gaussian integral formula, we have:

/]qu e X (@) )@ (@Hp(E) o) gy — s /2x;1q1/2(detlp(§/))*l/2.
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Therefore, we get:

#v(@) = )" 2(det ()2 [T Ot Ry [ ax
. o V/
= (27)1/3(det 1 (§)) /T (1 + %l)(én —top(&) o) T 2eu (),
which together with (18) leads us to (24). [

Example 2. Let V = { Vi }1<k<i<3 be as in Example 1. For:

61 0 & O
10 ¢ 0 &5
¢= e 0 & G € 2y @)
0 & &6 C3
we have:
61 G G5 & &
p@) =& & 0|, @)= ), »@ =28
G6 G
s 0 &3
_ (62 O _
P1(8) = (O §3> , a(8) =G
The cone Py, is described as:
G1 €1 Gs &H &
Ph=LC€Zy; |8 & 0[>0, |72 %°1>0,8>00,
Co C3
s 0 &

and its Koszul-Vinberg characteristic function ¢y, is expressed as:

-2

1 C1 s 6 ¢ —3/2
oy(E) =Cy |8 & 0|/(8283) {62 66 /Cs} &t (&als) V(&) T2
& 0 & o
G1 G G5 = & & —3/2
=Cylés & 0 ; ; 8787,
& 0 & 1009

where Cyy = (271)3/2T(2)T'(3/2)T'(1) = 272

Suppose that the cone Py, is homogeneous. Then, Py;, as well as Py, is a homogeneous cone of rank 3,
so that the Koszul-Vinberg characteristic function of Py, has at most three irreducible factors (see [8]). However,
we have seen that there are four irreducible factors in the function ¢y. Therefore, we conclude that neither Py,
nor Py, is homogeneous.
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4. I'-Type Integral Formulas

For an n x n matrix A = (A;;) and 1 < m < n, we denote by A" the upper-left m x m submatrix
(Aij)ij<m of A. Put My := Z, 1ng (k=1,...,r). Fors = (s1,...,s;) € C", we define functions A;’ on
Py and 5;) on Py; respectively by:

det xMi] \ si/my
Vv [Mq] 91/"1
AY(x) = (detx H (detx[Mk =) (26)
= (detx)/m i:[(detx[Mk])sk/"k*Skfl/”kfl (x € Py),
k=1
3 (8) = H(rpk@) Dt @7)
= H & TT @ — o (@) ro) (E€Py).
k= >0
Recall (22) for the second equality of (27).
Fora = (ay,...,ar) € RL, let D, denote the diagonal matrix defined by:
aly,
a21n2
D, = . € GL(n,R).
arln,
Then, the linear map 2y, > x = D,xD, € 2y, preserves both Py, and Py;, and we have:
AY(DaxD,) Hazsk AY(x (x e Py), (28)
V(D) = (T2 @) (G Py). (29)
k=1
Assume g1 > 0. For B € W, we denote by 1p the linear transform on Zy, given by:
L 1n1 X111n1 tl,l In] tB
B (B 1M1> ( u Lin,
| xnly, U+ x11'B
n U+ x1B x’+LItB+BtU+x11BtB !
where x € Zy is as in (3). Indeed, since:
U'B+B'U = (U+B)"(U+B) —U'U—B'B € Zy,
the matrix 7px belongs to Zy . Clearly, Tp preserves Py, and we have:
AZ(TBX) = Ag(x) (x € Py). (30)

The formula (5) is rewritten as:

_ [l
T*xn U(x) ( x — xﬁl Utu> !
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which together with (30) tells us that:
AY(x) = xaY (' — xptuty), (31)
where s’ := (s,...,s,) € C'L.
Let us consider the adjoint map 13 : 2y — Zy of g with respect to the standard inner product.

Let b € R7T be the vector corresponding to B € W. For x € Zy and ¢ € Zy as in (3) and (10),
respectively, we observe that:

(tpx|€) = x11&11 + 24 (u + x11b)v + (x' + U'B + B*U + x11B*B|¢’)
= x11(§11 + 200 + 0yp(§)b) + 2°u(v + (&')b) + (¥'|¢).

t
((&,0,¢) = <§1¥n1 C"/> ,

T5u(E11,0,&) = 1(&Ep1 + 2 o + by (&), v + ()b, &). (32)

Furthermore, we see from (12) that ¢; (75:(Z11,v,¢’)) equals:

§11+2tbv+tb1p(§’)b tU-‘rtblI}(é,) _ 1 tb gll tU 1
v+ 9(g)b ¥(&) In )\ v $@))\b 1)’

so that we get for & = 1(&11,0,&):

S tp 1
$1(T58) = < Iq1> $1(8) <b Iq1> .

(@1(m58) D = (¢1(8)
On the other hand, we have for ¢ = 1(&11,0,&') € Py;:

Thus, if we write:

we have:

Therefore:

(&) = (¢1(&) ol (@). (33)

Thus, we conclude that:
&7 (158) = 62 (§)- (34)

Theorem 3. When Rs; > —1—qi/2fork =1,...,r, one has:
[, e EOAY (x)ax = G5y ()Y @ev @), 5)
v
where yy(s) = (2r)N="V/2TTE_ T(sp + 1+ %).

Proof. Recalling Theorem 2, we rewrite the right-hand side of (35) as:

@m) N2 Tr(s, +1+q;)H(¢k(¢> DI T (dety(@) 712,

k=1 k= >0

243



Entropy 2016, 18, 383

which is similar to the right-hand side of (23). Thus, the proof is parallel to Theorem 2. Namely, by
induction on the rank, it suffices to show that:

/. e (IOAY (x) dx
’P], -
= @7)"/2L(sy + 1+ T (@1 (@) )3T (dety (¢)) ()2 (36)
— (5 AV
></7)V/e Ay (x) dx’

thanks to (33).
When g1 = 0, we have (x|&) = x11811 + (x'|¢') and AY (x) = x3} AV (x"). Thus:
/ ef(x‘é)Ag)(x) dx = / rfxllgllx?1 dxqp X / e*(xl‘g)AZ/(x/) dx’.
JPy - J0 Py -
Since fom e~ M y? xhdxyy =T(sp + 1)E 1 we get (36).
When g1 > 1, we use the change of variable (6). Since ¥ = x’ — xﬁlutu we have
A;(x) = x]} AV/( ') by (31). Therefore, by the same Gaussian integral formula as in the proof of

Theorem 2, the integral f”ve (1) AY (x) dx equals:
/ / / e~ En =19 () 710)mxn (THp(E) TN EHE) )= (F1E) 51 AV (1)
Py s
x 21/ 220} dxyy diid %
:(Zﬁ)ql/z(detlp(é))f]/z/o e*Xn(511*‘”1,"(5/)717’)3(?11'*"71/2dxll
></. e FEAY (&) dx’
Pyr -
= (270)"/%(det () /(s +1+ L [T () I e
></ e*(’?,‘g/)AZ,/(f’)df'
Pyt -
Hence, we get (36) by (18). O
We shall obtain an integral formula over P}; as follows.

Theorem 4. When Rsy > qi/2fork =1,...,r, one has:

[ Y@ gu@)dg = Iy (1) (xePy), @)
Ty

where Ty(s) := (271) N""/2TT;_ T (s — gi/2).

Proof. Using (24), (31) and (33), we rewrite (37) as:

[ e 0 (@) A (detyn (£))0/26Y (&) gy (&) d
Py (38)

= Cyr(2m) 12T (51 — q1/2)Ty (s)) 27 AV o (%),

where:

X =

g {x’ (q1=0),
X —xptutu (g1 > 0).
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Therefore, by induction on the rank, it suffices to show that the left-hand side of (38) equals:

@ 2r (s - /2 [0 (@) gy () g (39)
V/
When g1 = 0, since d¢ = dg11d¢’, the left-hand side of (38) equals:
J e e [, e @) o) ae,
v
which coincides with (39) in this case.
Assume q; > 0. Keeping (16) and (18) in mind, we put &1 := &1 — top(&') 1o = (¢4 (&) D7t > 0.

By the change of variables ¢ = ((&;1 + top(&) " 1v, v, &), we have df = 271/2d& ) dvdE. On the other
hand, we observe:

(x[¢) = x11 (G + "op(&') o) + 2%wv + ('[E)
= xn1én + a1 (0 + 27 9(E)w)p(E) T o+ 27 9(E)u) + (x — x UtU|E).

Thus, the left-hand side of (39) equals:
/°° / / e ¥ =1 (o @) ot (@)~ (x—x LU
RN *

(40)
xELTM 2 (det (@) V28Y (&) gy (&) 212 dEdodg.

By the Gaussian integral formula, we have:
/}R § et H PP E) T Y EMW) gy = 71 2012 (et p(&))1/2,
so that (40) equals:

(/2 [ ety o072 ggyy / (i WU G (2) gy (&),
0

which coincides with (39) because: [;” e*"llélléillflfql/z déyy =T(s1 — q1/2)xp, —sta/2 g

Example 3. Let 2y be as in Example 1, and let x € Py and § € Py, be as in (2) and (25), respectively.
Then, we have for s = (s1,83,53) € C3,

5253
X1 0 X4
A(x) = (3720 x 0 (det x)%
X4 0 X2
52753
= x?fsrsg’ 2 2 (detx)®,

and:

2 2 2
FO=-@- 5D S

o G
a & &l
=l @ oo |2 gﬁ G
& 0 &l 1%
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When Rsy > —2,Rsy > —3/2 and Ns3 > —1, the integral formula (35) holds with:
w(s) = (271)/°T(s1 +2)T(s2 +3/2)T (53 + 1).
Furthermore, when Ns1 > 1, Rsp > 1/2 and Rs3 > 0, the integral formula (37) holds with:
Iy (s) = (271)3/20(s; — 1)T(s2 — 1/2)(s3).

5. Multiplicative Legendre Transform of Generalized Power Functions

For s € RL;, we see that log A is a strictly convex function on the cone Py,. In fact, A_; is defined
naturally on P, as a product of powers of principal minors, and it is well known that such log A_; is
strictly convex on the whole P,,. In this section, we shall show that log AY_ and log 6¥ are related by
the Fenchel-Legendre transform. ) )

For x € Py, we denote by Z(x) the minus gradient —V log A_(x) at x with respect to the inner

product. Namely, IQV (x) is an element of 2y, for which:

@) = () logarn) ez

=
Similarly, ]§V(§) := —Vlogd_() is defined for ¢ € Py;. If g1 > 0, then for any B € W, we have:

IVotg =140, (41)
n7§VOT§:TBO\-7§V (42)

owing to (30) and (34), respectively.

Theorem 5. For any s € RL, the map Iév 2 Py — 2y gives a diffeomorphism from Py, onto Py, and j;’
gives the inverse map.

Proof. We shall prove the statement by induction on the rank. When r = 1, we have ZEV (v111yy) =

X%Inl = jgv(xnlnl) for x17 > 0. Thus, the statement is true in this case.

When r > 1, assume that the statement holds for the system of rank » — 1. Let Z% be the subspace

of 2y, defined by:
29 .= { <x11)1"1 3,) ixn €R ¥ € Zp }

By direct computation with (31) and (33), we have:

I, O 2 0
v X114y _[xmm ) ) 4
B < 0 X 0 IV (43)

(
% glllnl 0 _ %1"1 0
2 (3 3)-(% e "

for x11, é11 > 0, x' € Py and &’ € Py,. By the induction hypothesis, we see that ) : Py N 23, —
Py, N 2 is bijective with the inverse map JEV (PN ZY — Py 20,

If g1 = 0, the statement holds because Zy = Zg. Assume g1 > 0. Lemma 1 (ii) tells us that, for
x € Py, there exist unique x° € Zg NPy and B € W for which x = 73x%. Similarly, we see from (32)
that, for ¢ € P}, there exist unique ¢° € Z), NP}, and C € W for which ¢ = 120, Therefore, we
deduce from (41) and (42) that IEV : Py = Py, is a bijection with ‘7; the inverse map. [
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Proposition 1. Lets € R. . For ¢ € Py, one has:
—s(J(8) Hs (45)

Proof. We prove the statement by induction on the rank. When r = 1, the equality (45) is verified
directly. Indeed, the left-hand side of (45) is computed as (%)51 =51

When r > 1, assume that (45) holds for a system of rank r — 1. We deduce from (31), (33), (43), (44)
and the induction hypothesis that (45) holds for & € Py, N Zg. Therefore, (45) holds for all § € Py; by
(30), (34) and (42). O

In general, for a non-zero function f, the function is called the multiplicative Legendre

1
fo(Viog f)~T
transform of f. Thanks to Theorem 5 and Proposition 1, we see that the multiplicative Legendre
transform of A_s(x) is equal to §_s(—&) on —P}; up to constant multiple. As a corollary, we arrive at

the following result.

Theorem 6. The Fenchel-Legendre transform of the convex function log A_s on Py, is equal to the function
logd_s(—¢) of & € —P* up to constant addition.

6. Application to Statistics and Optimization

Take s € R” for which s; > q;/2 (k =1,...,7). We define a measure p}’ on P}, by:

pd (dg) := C,'Ty(s) 'Y ()pw(@) dE  (§ € Py). (46)

Theorem 4 states that:

0k = AV ) (xePy).

v

Then, we obtain the natural exponential family generated by pg, that is a family {ﬂgx}xepv of
probability measures on Py, given by:

pY(de) = A (x)e 0 pY (dg).

In particular, when s = (ma,mq,...,n.a) for sufficiently large «, we have ygjx(df) =
(detx)%e~(18)pY (dE). We call 1Y, the Wishart distributions on P, in general.

From a sa;nple ¢o € Py, let us estimate the parameter x € P), in such a way that the likelihood
function AY (x)e=(18) attains its maximum at the estimator xg. Then, we have the likelihood equation
&o = (xo) whereas Theorem 5 gives a unique solution by xy = j;’(go).

The same argument leads us to the following result in semidefinite programming. For a fixed
o € Py, and & > 0, a unique solution xg of the minimization problem of (x|&p) — alog det x subject to
x € Py = 2y NPy is given by xg = JY (&), where s = (ma, ..., ma). Note that 7 is a rational map
because 6Y is a product of powers of rational functions. B

7. Special Cases

7.1. Matrix Realization of Homogeneous Cones

Let us assume that the system V = {Vj }1<k<i<, satisfies not only the conditions (V1) and (V2),
but also the following;:

(V3)A€Vlk,BEij:>AB€VZj (1§j<k<l§7).
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Then, the set Hy, of lower triangular matrices T of the form:

T

Ty Tx
T=|"

Ta T2 ... Tn

becomes a linear Lie group, and Hy acts on the space Zy by p(T)x := Tx'T (T € Hy, x € Zy).
The group Hy acts on the cone Py simply transitively by this action p, so that Py, is a homogeneous
cone. Moreover, it is shown in [15] that every homogeneous cone is linearly isomorphic to such Py,
(see also [18]).

Let VO = {V }1<k<i<3 be the system given by V9 = {0} and V], =R ((I,k) # (2,1)). Then:

X1 0 X4
Zyo = 0 x x5 ;x1,...,x5€R 3,
X4 X5 X3

and Py := Zy0 NP3 is homogeneous because (V1)-(V3) are satisfied in this case. On the other hand,
let V! = {V} }1<k<i<3 be the system given by Vi = {0} and V} =R ((,k) # (3,1)). Then:

X1 Xa 0
Zvl B X4 X x5 ;%x1,...,x55€R
0 X5 X3

Note that V! satisfies only (V1) and (V2), but Py is homogeneous because Py is isomorphic to the
homogeneous cone Py via the map:

x1 x4 O 1 00 x1 x4 O 1 00 x1 0 x4
Ppo|x 2 x5|—= (0 0 1 Xy Xp X5 0 0 1|=[0 x3 x5]| €Pyo.
0 x5 x3 010 0 x5 x3 010 X4 X5 Xp

This example tells us that our matrix realization of a convex cone is not unique and that the condition
(V3) is merely a sufficient condition for the homogeneity of the cone.

Many ideas in this work are inspired by the theory of homogeneous cones. The notion
of generalized power functions, as well as the I'-type integral formulas are due to Gindikin [8]
(see also [23]). The Wishart distributions for homogeneous cones are studied in [17,21,24,25].

7.2. Cones Associated with Chordal Graphs

Ifny = np = --- = n, = 1, then Vj; equals either R or {0}. In this case, Z), is the space of symmetric
matrices with prescribed zero components. Such a space is described by using an undirected graph in
the graphical model theory.

Let us recall some notion in the graph theory. Let G be a graph and V(; the set of vertices of G.
We assume that G has no multiple edge, that is, for any two vertices i,j € V(;, either there is one edge
connecting them or there is no edge between them. These relations of the vertices i and j are denoted
by i~ jandi  j, respectively. Assume further that G has no loop, which means that i ¢ i fori € V.
We define the edge set Eg C V; x Vi by:

Eg={(ij)eVexVg;i~j}.
Since Vi and Eg have all of the information of G, the graph G is often identified with the pair (Vg, Eg).

For a non-empty subset V' of Vg, put E' := Eg N (V' x V'). The graph G’ := (V',E’) is called an
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induced subgraph of G. The graph G is said to be chordal or decomposable if G contains no cycle of
length greater than three as an induced subgraph, and said to be A4-free if G contains no A4 graph
e — e — e — e as an induced subgraph. Let < be a total order on the vertex set V, and fori € Vg,
put Vg] :={jeVg;i~jandi < j} C Vi. Then, < is said to be an eliminating order on the graph
G if the induced subgraph with the vertex set Vg] is complete for each i € V. It is known that there
exists an eliminating order on G if and only if the graph G is chordal.

Let us identify the vertex set Vi with {1,2,...,r}. Let Z; be the space of symmetric matrices
x = (x;5) € Sym(r,R), such that, if i # jand i # j, then x;; = 0. Define Pg := Z5 N P,. We can
show ([11] (Theorem 2.2), [26]) that the cone P is homogeneous if and only if the graph G is chordal
and Ay-free. On the other hand, it is known in the graphical model theory as well as the sparse
matrix linear algebra that even though P¢ is not homogeneous, various formulas still hold for Pg if G
is chordal.

The cone P is expressed as Py withny =ny =--- =n, = 1and:
R j ~ 1),
Vi = { (Z .)
{or G #i).

Then, the condition (V2) means exactly that the order < is an eliminating order on G. Therefore,
any cone P with chordal G can be treated as Py, in our framework. Most of the integral formulas for
P in [11,27] can be deduced from Theorems 3 and 4, while the Wishart distribution is a central object
in the theory of graphical model. In [28], the analysis for generalized power functions associated with
all eliminating orders is discussed for a specific graph A,, : @ — e — - - - — e by direct computations.
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Abstract: Estimators derived from a divergence criterion such as ¢—divergences are generally
more robust than the maximum likelihood ones. We are interested in particular in the so-called
minimum dual g—divergence estimator (MDg@DE), an estimator built using a dual representation
of p—divergences. We present in this paper an iterative proximal point algorithm that permits the
calculation of such an estimator. The algorithm contains by construction the well-known Expectation
Maximization (EM) algorithm. Our work is based on the paper of Tseng on the likelihood function.
We provide some convergence properties by adapting the ideas of Tseng. We improve Tseng’s results
by relaxing the identifiability condition on the proximal term, a condition which is not verified for
most mixture models and is hard to be verified for “non mixture” ones. Convergence of the EM
algorithm in a two-component Gaussian mixture is discussed in the spirit of our approach. Several
experimental results on mixture models are provided to confirm the validity of the approach.

Keywords: p—divergences; robust estimation; EM algorithm; proximal-point algorithms; mixture models

1. Introduction

The Expectation Maximization (EM) algorithm is a well-known method for calculating the
maximum likelihood estimator of a model where incomplete data is considered. For example, when
working with mixture models in the context of clustering, the labels or classes of observations
are unknown during the training phase. Several variants of the EM algorithm were proposed
(see [1]). Another way to look at the EM algorithm is as a proximal point problem (see [2,3]).
Indeed, one may rewrite the conditional expectation of the complete log-likelihood as a sum of
the log-likelihood function and a distance-like function over the conditional densities of the labels
provided an observation. Generally, the proximal term has a regularization effect in the sense that a
proximal point algorithm is more stable and frequently outperforms classical optimization algorithms
(see [4]). Chrétien and Hero [5] prove superlinear convergence of a proximal point algorithm derived
from the EM algorithm. Notice that EM-type algorithms usually enjoy no more than linear convergence.

Taking into consideration the need for robust estimators, and the fact that the maximum likelihood
estimator (MLE) is the least robust estimator among the class of divergence-type estimators that
we present below, we generalize the EM algorithm (and the version of Tseng [2]) by replacing the
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log-likelihood function by an estimator of a p—divergence between the true distribution of the data and
the model. A p-divergence in the sense of Csiszér [6] is defined in the same way as [7] by:

py@r) = [ (520)) P,

where ¢ is a nonnegative strictly convex function. Examples of such divergences are: the
Kullback-Leibler (KL) divergence , the modified KL divergence, the Hellinger distanceamong others.
All these well-known divergences belong to the class of Cressie-Read functions [8] defined by

. _
@y (x) = % fory e R\ {0,1}. (1)
for y = 1,0, 1 respectively. For y € {0,1}, the limit is calculated, and we denote ¢o(x) = —logx +x —1
for the case of the modified KL and ¢;(x) = xlogx — x + 1 for the KL.
Since the gp—divergence calculus uses the unknown true distribution, we need to estimate it.
We consider the dual estimator of the divergence introduced independently by [9,10]. The use
of this estimator is motivated by many reasons. Its minimum coincides with the MLE for
¢(t) = —log(t) +t — 1. In addition, it has the same form for discrete and continuous models, and does
not consider any partitioning or smoothing.
Let (P¢)¢€<I> be a parametric model with & C RY, and denote ¢T as the true set of parameters.
Let dy be the Lebesgue measure defined on R. Suppose that V¢ € @, the probability measure Py is
absolutely continuous with respect to dy and denote p, the corresponding probability density. The

dual estimator of the p—divergence given an n—sample yy,- - - ,y; is given by:
A P Ly~ #(P
Dy(parper) =sup [ of (22 ) @py(rax— 130 (24) ), @
acd - Pu n:3 Pa

with ¢*(t) = t¢/(t) — ¢(t). Al Mohamad [11] argues that this formula works well under the model;
however, when we are not, this quantity largely underestimates the divergence between the true
distribution and the model, and proposes the following modification:

~ , 1
Dy(parper) = [ ({0 ) patx = 130" (12 ) o, @)
- n,w —1 1,

where K;,;, is the Rosenblatt-Parzen kernel estimate with window parameter w. Whether it is ﬁq,,
or IND(p, the minimum dual ¢—divergence estimator (MD@DE) is defined as the argument of the infimum
of the dual approximation:

o = afpg i;:f Dy(pg, por), @)
IS

hSx
B
I

arginf Dy(py, Pyr)- ®)
ped

Asymptotic properties and consistency of these two estimators can be found in [7,11]. Robustness
properties were also studied using the influence function approach in [11,12]. The kernel-based
MDgDE (5) seems to be a better estimator than the classical MD@DE (4) in the sense that the former
is robust whereas the later is generally not. Under the model, the estimator given by (4) is, however,
more efficient, especially when the true density of the data is unbounded. More investigation is needed
in the context of unbounded densities, since we may use asymmetric kernels in order to improve the
efficiency of the kernel-based MD@DE, see [11] for more details.

In this paper, we propose calculation of the MD¢DE using an iterative procedure based on the
work of Tseng [2] on the log-likelihood function. This procedure has the form of a proximal point
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algorithm, and extends the EM algorithm. Our convergence proof demands some regularity (continuity
and differentiability) of the estimated divergence with respect to the parameter vector ¢) which is not
simply checked using (2). Recent results in the book of Rockafellar and Wets [13] provide sufficient
conditions to prove continuity and differentiability of supremal functions of the form of (2) with
respect to ¢. Differentiability with respect to ¢ still remains a very hard task; therefore, our results
cover cases when the objective function is not differentiable.

The paper is organized as follows: in Section 2, we present the general context. We also present the
derivation of our algorithm from the EM algorithm and passing by Tseng’s generalization. In Section 3,
we present some convergence properties. We discuss in Section 4 a variant of the algorithm with a
theoretical global infimum, and an example of the two-Gaussian mixture model and a convergence
proof of the EM algorithm in the spirit of our approach. Finally, Section 5 contains simulations
confirming our claim about the efficiency and the robustness of our approach in comparison with
the MLE. The algorithm is also applied to the so-called minimum density power divergence (MDPD)
introduced by [14].

2. A Description of the Algorithm

2.1. General Context and Notations

Let (X,Y) be a couple of random variables with joint probability density function f(x,y|¢)
parametrized by a vector of parameters ¢ € ® C RY. Let (Xy,Y1),- -, (X, Yx) be 1 copies of (X,Y)
independently and identically distributed. Finally, let (x1,11),- -, (X1, yn) be n realizations of the n
copies of (X,Y). The x;s are the unobserved data (labels) and the ;s are the observations. The vector
of parameters ¢ is unknown and needs to be estimated. The observed data y; are supposed to be
real numbers, and the labels x; belong to a space X’ not necessarily finite unless mentioned otherwise.
The marginal density of the observed data is given by py(y) = [ f(x,y|¢)dx, where dx is a measure
defined on the label space (for example, the counting measure if we work with mixture models).

For a parametrized function f with a parameter a, we write f(x|a). We use the notation ¢* for
sequences with the index above. The derivatives of a real valued function ¢ defined on R are denoted
¢/, ¥", etc. We denote V f the gradient of a real function f defined on R?. For a generic function of two
(vectorial) arguments D(¢|6), then V1 D(¢|0) denotes the gradient with respect to the first (vectorial)
variable. Finally, for any set A, we use int(A) to denote the interior of A.

2.2. EM Algorithm and Tseng’s Generalization

The EM algorithm estimates the unknown parameter vector by (see [15]):
9"l = argmax E [log(£(X, Y1) |Y = y,¢*],

where X = (Xy,--+,Xy), Y= (Y3,---,Yy) and y = (y1,- - - ,yu). By independence between the couples
(Xi,Y;)'s, the previous iteration may be written as:

¢ = argmax Y [log(F(X; Yi9) |Y; = i/
i=1

— argmax Y [ 1og(f(x, 1) (el )dx, ©
o i=/X

where I;(x|¢F) = %{‘ﬂ() is the conditional density of the labels (at step k) provided y; which we
‘P 1

suppose to be positive dx—almost everywhere. It is well-known that the EM iterations can be rewritten

as a difference between the log-likelihood and a Kullback-Liebler distance-like function. Indeed,
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k1
¢

arg max Z/ log (hi(x|) x py (i) hi(x|¢F)dx
N

argma 3 .10 (10 <9+ 1 [ Tog ) )

= argmax Zlog po (i) +E/ ( xl‘(Z;()) hi(x|9*)dx

+Z/ tog (1 (xlgh) ) hi(xlg")dx

The final line is justified by the fact that /;(x|¢) is a density, therefore it integrates to 1. The additional
term does not depend on ¢ and, hence, can be omitted. We now have the following iterative procedure:

$FH = arg max Zlog po(yild)) + Z/ < hi (ﬁ\(;l;))) hi(x| @) dx

The previous iteration has the form of a proximal point maximization of the log-likelihood, i.e.,
a perturbation of the log-likelihood by a distance-like function defined on the conditional densities
of the labels. Tseng [2] generalizes this iteration by allowing any nonnegative convex function ¢ to
replace the t — — log(t) function. Tseng's recurrence is defined by:

Pt = argsup J(¢) — Dy(9,9%), 7)

where ] is the log-likelihood function and Dy is given by:

i/ ( x|¢k>hf(x|¢")dx, @®)

for any real nonnegative convex function ¢ such that (1) = ¢/(1) = 0. Dy(¢1, ¢») is nonnegative, and
Dy(¢1,¢2) = 0if and only if Vi, ;(x|¢p1) = hi(x[¢2) dx almost everywhere.

2.3. Generalization of Tseng’s Algorithm

We use the relationship between maximizing the log-likelihood and minimizing the
Kullback-Liebler divergence to generalize the previous algorithm. We, therefore, replace the
log-likelihood function by an estimate of a ¢p—divergence D, between the true distribution and
the model. We use the dual estimators of the divergence presented earlier in the introduction (2)
or (3), which we denote in the same manner D¢, unless mentioned otherwise. Our new algorithm is
defined by:

N 1
P = arg¢mf Dy (P por) + EDgu(CP, 9", ©)

where Dy (¢, ¢¥) is defined by (8). When ¢(t) = —log(t) +t —1, it is easy to see that we get
recurrence (7). Indeed, for the case of (2) we have:

A 1& 1&
Dy(py:pr) = sup L 1og(palyi)) = 1) L log(po(yi))
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Using the fact that the first term in D¢(p¢, Pgr) does not depend on ¢, so it does not count in the
arginf defining ¢¥*1, we easily get (7). The same applies for the case of (3). For notational simplicity,
from now on, we redefine Dy with a normalization by #, i.e.,

Dy e (et ) e (10)
v(9.9") Z () ) 119
Hence, our set of algorithms is redefined by:
0" = axginf Dy (pgspyr) +Dy(919"). (1)

We will see later that this iteration forces the divergence to decrease and that, under suitable
conditions, it converges to a (local) minimum of Dy (py, pg, ). It results that algorithm (11) being a way
to calculate both the MD¢DE (4) and the kernel-based MD¢DE (5).

3. Some Convergence Properties of ¢

We show here how, according to some possible situations, one may prove convergence of the
algorithm defined by (11). Let ¢° be a given initialization, and define

" := {9 € @: Dyp(py, pr) < Dy(pgo, pr )},

which we suppose to be a subset of int(P). The idea of defining this set in this context is inherited
from the paper Wu [16], which provided the first correct proof of convergence for the EM algorithm.
Before going any further, we recall the following definition of a (generalized) stationary point.

Definition 1. Let f : R? — R be a real valued function. If f is differentiable at a point ¢* such that
Vf(¢*) =0, we then say that ¢* is a stationary point of f. If £ is not differentiable at ¢* but the subgradient of
fat ¢*, say Of (¢*), exists such that 0 € of (¢p*), then ¢* is called a generalized stationary point of f.

Remark 1. In the whole paper, the subgradient is defined for any function not necessarily convex
(see Definition 8.3) in [13] for more details.

We will be using the following assumptions:

AO0. Functions ¢ — D¢(p¢\p¢T) Dy are lower semicontinuous;

Al. Functions ¢ — Dy(pg|pg;), Dy and V1D, are defined and continuous on, respectively, ®, & x &
and & x ®;

AC. Function ¢ — VDq(pg|pg,) is defined and continuous on ®;

A2. @ is a compact subset of int(P);

A3. Dy(¢,¢) > O0forall p # ¢ € P.

Recall also that we suppose that h;(x|¢) > 0,dx — a.e. We relax the convexity assumption of
function . We only suppose that ¢ is nonnegative and ¢(t) = 0 iff t = 1. In addition, ¢/(t) = 0if t = 1.

Continuity and differentiability assumptions of function ¢ D(p( pglpg,) for the case of (3) can be
easily checked using Lebesgue theorems. The continuity assumption for the case of (2) can be checked
using Theorem 1.17 or Corollary 10.14 in [13]. Differentiability can also be checked using Corollary
10.14 or Theorem 10.31 in the same book. In what concerns Dy, continuity and differentiability can be
obtained merely by fulfilling Lebesgue theorems conditions. When working with mixture models, we
only need the continuity and differentiability of 1 and functions /;. The later is easily deduced from
regularity assumptions on the model. For assumption A2, there is no universal method, see Section 4.2
for an Example. Assumption A3 can be checked using Lemma 2 in [2].

257



Entropy 2016, 18, 277

We start the convergence properties by proving that the objective function Dy (pg|pg,) decreases
alongside the the sequence (¢¥);, and give a possible set of conditions for the existence of the
sequence (¢F);.

Proposition 1. (a) Assume that the sequence (¢F)y is well defined in ®, then D¢(p¢k+] lpgr) < D¢(p¢k|p¢T),

and (b) Yk, ¢ € O, (c) Assume A0 and A2 are verified, then the sequence (¢) is defined and bounded.
Moreover, the sequence (D¢(p¢k [pgr))x converges.

Proof. We prove (a). We have by definition of the arginf:

Dy (pgests Por) + Dy(@ 1, 6°) < Dy(pyis pgr) + Dy(¢, %)

We use the fact that Dy (¢F, ¢) = 0 for the right-hand side and that Dy (¢**1, ¢*) > 0 for the left-hand
side of the previous inequality. Hence, Dy( Pgrsts Por) < Do(p o Por)-

We prove (b) using the decreasing property previously proved in (a). We have by recurrence
Vk, Dy( Pyrts Ppr) < Dyl P Ppr) <o < Dy( Pg0, Por)- The result follows directly by definition of @0

We prove (c) by induction on k. For k = 0, clearly ¢° is well defined since we choose it. The choice
of the initial point ¢° of the sequence may influence the convergence of the sequence. See the Example
of the Gaussian mixture in Section 4.2. Suppose, for some k > 0, that ¢* exists. We prove that the
infimum is attained in ®°. Let ¢ € ® be any vector at which the value of the optimized function has a
value less than its value at ¢¥, i.e., Dy(pg, ppr) + Dy (¢, ¢*) < D¢(p¢k, Pgr) + Dy (%, ¢%). We have:

Dy (g, Por)

ININ

IN A
o o
< <

The first line follows from the non negativity of Dy. As Dy(pg, ppr) < Do( Pyos Pgr), then ¢ € 0.
Thus, the infimum can be calculated for vectors in @ instead of ®. Since ®° is compact and the
optimized function is lower semicontinuous (the sum of two lower semicontinuous functions), then
the infimum exists and is attained in ®. We may now define ¢**! to be a vector whose corresponding
value is equal to the infimum.

Convergence of the sequence (D(p(pq,k, Pgr))k comes from the fact that it is non increasing and
bounded. It is non increasing by virtue of (a). Boundedness comes from the lower semicontinuity
of ¢ — Dy(py, pey)- Indeed, Vk, f)q,(p(Pk, Per) = infyeqo Dy (pg, pgy)- The infimum of a proper lower
semicontinuous function on a compact set exists and is attained on this set. Hence, the quantity
infyeqo Dy (pg, ppr) exists and is finite. This ends the proof. [

Compactness in part (c) can be replaced by inf-compactness of function ¢ — D (py|py,) and
continuity of Dy with respect to its first argument. The convergence of the sequence (D (¢*|¢7))x is
an interesting property, since, in general, there is no theoretical guarantee, or it is difficult to prove
that the whole sequence ((]Jk )k converges. It may also continue to fluctuate around a minimum. The
decrease of the error criterion Dy (¢*|¢7) between two iterations helps us decide when to stop the
iterative procedure.

Proposition 2. Suppose A1 verified, ®° is closed and {p+* — ¢*} — 0.

(a) If AC is verified, then any limit point of (¢*)y is a stationary point of ¢ D¢(p¢|p¢r);
(b) If AC is dropped, then any limit point of (¢)y is a “generalized” stationary point of ¢ ~ D,,,(pq,|p¢r),
i.e., zero belongs to the subgradient of ¢ — ﬁ¢(p¢\p¢r) calculated at the limit point.
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Proof. We prove (a). Let (¢"%); be a convergent subsequence of (¢*); which converges to ¢>. First,
¢ € ®°, because @ is closed and the subsequence (¢'¥) is a sequence of elements of ®° (proved in
Proposition 1b).

Let us now show that the subsequence (¢"**1) also converges to ¢*. We simply have:

9"t =gl < [l — ¢ + (|9 — .

Since P! — pF — 0 and ¢ — $™, we conclude that ¢k — ¢*.
By definition of cp”kH, it verifies the infimum in recurrence (11), so that the gradient of the
optimized function is zero:

VD (Pyn1, Ppr) + VDy(@" 1, ¢™) = 0.

Using the continuity assumptions Al and AC of the gradients, one can pass to the limit with
no problem:

VD (pg, ppr) + VDy(9%,¢%) =
However, the gradient VDy (¢, ¢>) = 0 because (recall that ¢'(1) = 0) for any ¢ € ®

Vh(xl9) ) ()
V0400 = X [ Tty il ) ot = 2 [, Vo

which is equal to zero since /(1) = 0. This implies that VD (pg, pg;) = 0.

We prove (b). We use again the definition of the arginf. As the optimized function is not necessarily
differentiable at the points of the sequence (¢*);, a necessary condition for ¢+ to be an infimum is that
0 belongs to the subgradient of the function on ¢**1. Since Dy(¢, @) is assumed to be differentiable,
the optimality condition is translated into:

—VDy(@**1,¢") € 3Dy (pyenr, pgr) VK.

Since lf)(,,( Pg, Pgr) is continuous, then its subgradient is outer semicontinuous (see [13] Chapter 8,
Proposition 7). We use the same arguments presented in (a) to conclude the existence of two
subsequences (¢"*); and (¢"*1); which converge to the same limit ¢*. By definition of outer
semicontinuity, and since ¢! — ¢, we have:

limsup 8D (pyn+1,Ppr) C IDg(pyre, Pyr)- (12)

¢nk+1 —p™

We want to prove that 0 € limsup T o 9D, (p it Pgr)- By definition of the (outer) limsup
(see [13] Chapter 4, Definition 1 or Chapter 5B):

limsup 8Dy (pg, Por) = {u\ﬂqﬁk — ¢, 3 — uwithu € 3Dy (py, p¢T)} )
g9

In our scenario, ¢ = ¢ 1, pf = ¢+, u = 0and uk = VIDLP((p”kH, ¢"). The continuity of V;Dy
with respect to both arguments and the fact that the two subsequences ¢™*! and ¢ converge to the
same limit, imply that 1* — V1Dy(¢*,¢™) = 0. Hence, u = 0 € ].imsup(’)nk+1*>¢w 8D¢(p¢nk+1,p¢T).
By inclusion (12), we get our result:

0 € 9Dy (pg, pgr)-

This ends the proof. [

The assumption {p**1 — ¢*} — 0 used in Proposition 2 is not easy to be checked unless one has a
close formula of ¢¥. The following proposition gives a method to prove such assumption. This method
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seems simpler, but it is not verified in many mixture models (see Section 4.2 for a counter Example).

Proposition 3. Assume that A1, A2 and A3 are verified, then {¢**1 — ¢*} — 0. Thus, by Proposition 2
(according to whether AC is verified or not), any limit point of the sequence ¢* is a (generalized) stationary point

of Dy (.|r)-

Proof. By contradiction, let us suppose that ¢**1 — ¢* does not converge to 0. There exists a

subsequence such that [|pNo)+1 — gNolk)|| > ¢, Vi > ky. Since (¢¥); belongs to the compact set @Y, there
exists a convergent subsequence (pM°NoK)), such that pMoNo®) — & The sequence (pN1eNo(K)+1),
belongs to the compact set ®Y; therefore, we can extract a further subsequence (pM2°N1eNo(K)+1), such
that pN2oMeNo(K)+1 _, 6 Besides ¢ # ¢. Finally since the sequence (¢pN1°No(K)), is convergent, a further
subsequence also converges to the same limit ¢. We have proved the existence of a subsequence of (¢);
such that pN0+1 — pN(K) does not converge to 0 and such that pNE+1 — ¢, pNE) — § with ¢ # §.
The real sequence (Dy(p s Ppr) )k converges as proved in Proposition lc. As a result, both
sequences Dy (p N4/ Por) and Dy(p N () Pg,) converge to the same limit being subsequences of the
same convergent sequence. In the proof of Proposition 1, we can deduce the following inequality:

D(pgeri, por) + Dyp(@,¢") < D(pye, pyr), (13)

which is also verified for any substitution of k by N(k). By passing to the limit on k, we get Dy (¢, $) < 0.

However, the distance-like function Dy is nonnegative, so that it becomes zero. Using assumption A3,

Dy(¢,¢) = 0 implies that ¢ = $. This contradicts the hypothesis that ¢p**1 — ¢* does not converge to 0.
The second part of the Proposition is a direct result of Proposition 2. [

Corollary 1. Under assumptions of Proposition 3, the set of accumulation points of (¢ is a connected
compact set. Moreover, if ¢ — D(py, pg,) is strictly convex in the neighborhood of a limit point of the sequence
(¢F)x, then the whole sequence (¢ )y, converges to a local minimum of D(pg, ppy ).

Proof. Since the sequence () is bounded and verifies ¢*+! — ¢¥ — 0, then Theorem 28.1 in [17]
implies that the set of accumulation points of (¢¥); is a connected compact set. It is not empty since @°
is compact. The remaining of the proof is a direct result of Theorem 3.3.1 from [18]. The strict concavity
of the objective function around an accumulation point is replaced here by the strict convexity of the
estimated divergence. [

Proposition 3 and Corollary 1 describe what we may hope to get of the sequence ¢*. Convergence
of the whole sequence is bound by a local convexity assumption in the neighborhood of a limit point.
Although simple, this assumption remains difficult to be checked since we do not know where might
be the limit points. In addition, assumption A3 is very restrictive, and is not verified in mixture models.

Propositions 2 and 3 were developed for the likelihood function in the paper of Tseng [2]. Similar
results for a general class of functions replacing D, and Dy which may not be differentiable (but still
continuous) are presented in [3]. In these results, assumption A3 is essential. Although in [18] this
problem is avoided, their approach demands that the log-likelihood has —oo limit as ||¢|| — co. This is
simply not verified for mixture models. We present a similar method to the one in [18] based on the
idea of Tseng [2] of using the set @ which is valid for mixtures. We lose, however, the guarantee of
consecutive decrease of the sequence (¢);.

Proposition 4. Assunie A1, AC and A2 verified. Any limit point of the sequence (¢¥)y is a stationary point
of ¢ = D(py, per). If AC is dropped, then 0 belongs to the subgradient of ¢ — D(py, pg,) calculated at the

limit point.

Proof. If (¢X); converges to, say, ¢, then the result falls simply from Proposition 2.
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If (¢*); does not converge. Since @ is compact and Vk, ¢* € @ (proved in Proposition 1), there
exists a subsequence (pM0®)); such that pNo®) — . Let us take the subsequence (pM00)=1),. This
subsequence does not necessarily converge; it is still contained in the compact @, so that we can extract
a further subsequence (¢pN1°M6)=1); which converges to, say, . Now, the subsequence (¢N1°No(k)),
converges to ¢, because it is a subsequence of ($p™0()),. We have proved until now the existence of two
convergent subsequences ¢ =1 and ¢N®) with a priori different limits. For simplicity and without
any loss of generality, we will consider these subsequences to be ¢* and ¢**1, respectively.

Conserving previous notations, suppose that ¢**1 — ¢ and ¢* — $. We use again inequality (13):

D(pyii, Por) + Dy, ¢%) < D(p e pgr)-

By taking the limits of the two parts of the inequality as k tends to infinity, and using the continuity
of the two functions, we have

D(pg pgr) + Dy(p, @) < D(pg, pgr)-

Recall that under Al-2, the sequence (Dq, Pyts Por ) converges, so that it has the same limit
for any subsequence, i.e., D(p(p, Per) = D(p¢, Pgr). We also use the fact that the distance-like

function Dy is non negative to deduce that Dy(¢,$) = 0. Looking closely at the definition of this
divergence (10), we get that if the sum is zero, then each term is also zero since all terms are nonnegative.

This means that: (b
vie{l,---,n}, /sz Qﬁ}g) hi(x|@)dx =

The integrands are nonnegative functions, so they vanish almost everywhere with respect to the
measure dx defined on the space of labels.

‘ (@) .
Vie{l,---,n ( hi(x|¢p) =0 dx—ae.
The conditional densities /; are supposed to be positive (which can be ensured by a suitable choice

of the initial point ¢°), i.e., ;(x|}) > 0,dx — a.e. Hence, ¢ ( x\gg) = 0,dx — a.e. On the other hand, ¢

is chosen in a way that ¢(z) = 0iff z = 1. Therefore:
Vie{l,---,n}, hi(x|p) =hi(x|p) dx—ae. (14)

Since ¢¥*1 is, by definition, an infimum of ¢ > D(pg, pg;) + Dy(¢, ¢¥), then the gradient of this
function is zero on ¢**1. Tt results that:

VD(pgei1, pyr) + VDy (¢, ¢F) =0, V.
Taking the limit on k, and using the continuity of the derivatives, we get that:
VD(pj pr) + VDy($,$) = 0. (15)

Let us write explicitly the gradient of the second divergence:

o Vh;(x|¢) hi(x|$) N
VDy(9 ¢_Z/hﬂ¢ meyﬂw

We use now the identities (14), and the fact that ¢ (1) = 0, to deduce that:

VDy(¢,¢) =
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This entails using (15) that VIA)(pJ,, Pgr) =0.

Comparing the proved result with the notation considered at the beginning of the proof, we have
proved that the limit of the subsequence (¢™1°No()), is a stationary point of the objective function.
Therefore, the final step is to deduce the same result on the original convergent subsequence (¢™o ).
This is simply due to the fact that (¢pN1°No(K)), is a subsequence of the convergent sequence (¢No(K)),,
hence they have the same limit.

When assumption AC is dropped, similar arguments to those used in the proof of Proposition 2b.
are employed. The optimality condition in (11) implies :

—VDy(¢**",¢*) € 3Dy (pyesr, ppr) VK.
Function ¢ — Dy (pg, pg;) is continuous, hence its subgradient is outer semicontinuous and:

limsup 3Dy (p g1, pr) C 3D (pg, Pgr)- (16)

PRl g

By definition of the limsup:
limsup 8Dy (py, pg;) = {uB(pk — ¢, Fuk — uwith uf € Bﬁ¢(p¢k,p¢T)} .
P—¢>

In our scenario, ¢ = ¢*+1, ¢f = ¢**1, u = 0 and uf = Vqu,(q)k‘*'l,(pk). We have proved above
in this proof that ViDy(¢,$) = 0 using only the convergence of (ﬁ¢(p¢k,p4,T))k, inequality (13)
and the properties of Dy. Assumption AC was not needed. Hence, u¥ — 0. This proves that
u =0 € imsupyii_, o BD¢(p Py Pg,)- Finally, using the inclusion (16), we get our result:

0 c BIA)(P(pJ,, p‘PT)’
which ends the proof. O

The proof of the previous proposition is very similar to the proof of Proposition 2. The key idea
is to use the sequence of conditional densities 1;(x|¢¥) instead of the sequence ¢*. According to the
application, one may be interested only in Proposition 1 or in Propositions 2—4. If one is interested
in the parameters, Propositions 2 to 4 should be used, since we need a stable limit of (¢¥);. If we are
only interested in minimizing an error criterion Dy (pg, p 1) between the estimated distribution and
the true one, Proposition 1 should be sufficient.

4. Case Studies

4.1. An Algorithm With Theoretically Global Infimum Attainment

We present a variant of algorithm (11) which ensures theoretically the convergence to a global
infimum of the objective function Dq,(p(p, pyr) as soon as there exists a convergent subsequence of
(¢*)x. The idea is the same as Theorem 3.2.4 in [18]. Define ¢**1 by:

41 = argint Doy pyr) + B0y 9,41

The proof of convergence is very simple and does not depend on the differentiability of any of
the two functions D, or Dy. We only assume Al and A2 to be verified. Let (¢ (), be a convergent
subsequence. Let ¢ be its limit. This is guaranteed by the compactness of ®° and the fact that
the whole sequence (¢*)) resides in ®° (see Proposition 1b). Suppose also that the sequence (B )i
converges to 0 as k goes to infinity.
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Now assumptions of Theorem 3.2.4. from [18] are verified. Thus, using the same lines from
the proof of this theorem (inverting all inequalities since we are minimizing instead of maximizing),
we may prove that ¢ is a global infimum of the estimated divergence, that is

D<p(P¢°°/Pq>T) < Dy(py, Pgr)s Ve € D.

The problem with this approach is that it depends heavily on the fact that the supremum on
each step of the algorithm is calculated exactly. This does not happen in general unless function
Dy(pg, p(pr) + BxDy (¢, ¢*) is convex or that we dispose of an algorithm that can perfectly solve non
convex optimization problems (In this case, there is no meaning in applying an iterative proximal
algorithm. We would have used the optimization algorithm directly on the objective function
D¢(p¢, p¢r)). Although in our approach, we use a similar assumption to prove the consecutive
decreasing of I% (P, p¢r), we can replace the infimum calculus in (11) by two things. We require at each
step that we find a local infimum of Dy (py, psr) + Dy(@,¢*) whose evaluation with ¢ — Dy (pg, pyr)
is less than the previous term of the sequence ¢*. If we can no longer find any local minima verifying
the claim, the procedure stops with ¢¥*1 = ¢k, This ensures the availability of all the proofs presented
in this paper with no change.

4.2. The Two-Component Gaussian Mixture

We suppose that the model (pg)geq is a mixture of two gaussian densities, and that we are only
interested in estimating the means y = (1, 1t2) € R? and the proportion A € [,1 — 7). The use of
77 is to avoid cancellation of any of the two components, and to keep the hypothesis ;(x|¢) > 0 for
x = 1,2 verified. We also suppose that the components variances are reduced (¢; = 1). The model
takes the form

A dem? g 1A e, 17)

Pt = Van
Here, ® = [7,1 — 57} x R The regularization term Dy, is defined by (8) where:

e 2wi—m)?

hi(1]¢) = ,
( ‘4)) /\e_%(yi—ﬂl)z + (1 _ )\)e_%(yi_ﬂz)z

hi2|¢) =1 = hi(1]@)-

Functions h; are clearly of class Cl(int(®)), and so does Dy. We prove that d is closed and
bounded, which is sufficient to conclude its compactness, since the space [;7,1 — 7] x R? provided with
the euclidean distance is complete.

If we are using the dual estimator of the ¢—divergence given by (2), then assumption A0 can
be verified using the maximum theorem of Berge [19]. There is still a great difficulty in studying
the properties (closedness or compactness) of the set ®'. Moreover, all convergence properties of
the sequence ¢* require the continuity of the estimated ¢—divergence ﬁq;( Pg, Pgr) With respect to ¢.
In order to prove the continuity of the estimated divergence, we need to assume that ® is compact,
i.e., assume that the means are included in an interval of the form [jmin, #max]- Now, using Theorem
10.31 from [13], ¢ — Dy (py, prT) is continuous and differentiable almost everywhere with respect to ¢.

The compactness assumption of ® implies directly the compactness of ®°. Indeed,

@ = {pe®Dy(pgpyr) < Dylpgopyr) |

Dy(pprpypr) ™ (=00, Dglpyprpyr)]) -

@0 is then the inverse image by a continuous function of a closed set, so it is closed in ®. Hence, it
is compact.
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Conclusion 1. Using Propositions 4 and 1, if ® = [17,1 — 1] X [Hmin, Hmax]?, the sequence (D¢(p¢k, Per) )
defined through Formula (2) converges and there exists a subsequence (¢N®)) which converges to a stationary
point of the estimated divergence. Moreover, every limit point of the sequence (¥)y. is a stationary point of the
estimated divergence.

If we are using the kernel-based dual estimator given by (3) with a Gaussian kernel density
estimator, then function ¢ — D (p, pyr) is continuously differentiable over @ even if the means iy
and i are not bounded. For example, take ¢ = ¢ defined by (1). There is one condition which relates
the window of the kernel, say w, with the value of y. Indeed, using Formula (3), we can write
1 & Py 1
Dy(pg,v,1) = _ ot

o(PorPyr) 1 K7 1 w,ZlKZw )61

n,w

In order to study the continuity and the differentiability of the estimated divergence with respect
to ¢, it suffices to study the integral term. We have

Py (y) = (Aep [-3—m?|+ Rep [*%(y*mz]y
K. (s et [-587]) |

The dominating term at infinity in the nominator is exp(—7y?/2), whereas it is
exp(— (v — 1)y?/(2w?)) in the denominator. It suffices now in order that the integrand to be bounded
by an integrable function independently of ¢ = (A, ) that we have —y + (7 — 1)/w? < 0. That is
—yw? + v — 1 < 0, which is equivalent to (w? — 1) < —1. This argument also holds if we differentiate
the integrand with respect to A or either of the means i or ;. For v = 2 (the Pearson’s XZ), we need
w? > 1/2. For v = 1/2 (the Hellinger), there is no condition on w.

Closedness of ®? is proved similarly to the previous case. Boundedness, however, must be treated
differently since & is not necessarily compact and is supposed to be ® = [17,1 — ] x R2. For simplicity,
take ¢ = ¢,. The idea is to choose ¢” an initialization for the proximal algorithm in a way that ®° does
not include unbounded values of the means. Continuity of ¢ — T:)(,;(pfp, pyr) permits calculation of
the limits when either (or both) of the means tends to infinity. If both the means go to infinity, then
pp(x) = 0,¥x. Thus, for v € (0,00) \ {1}, we have Dy (py, Per) — ﬁ For v < 0, the limit is infinity.
If only one of the means tends to oo, then the corresponding component vanishes from the mixture.
Thus, if we choose ¢° such that:

A . 1 LA .
Dy(pgo,pgr) < min (m l)ﬂngo(p(A,oo,y)rpq;T)) ify € (0,00) \ {1}, (18)
Dtp(p¢0/P¢T) < infD(p(P (Moo ) P4>T) ify <0, (19)

then the algorithm starts at a point of ® whose function value is inferior to the limits of Dq,(p(p, Pyr)
at infinity. By Proposition 1, the algorithm will continue to decrease the value of Dq,(pq,, p¢r) and
never goes back to the limits at infinity. In addition, the definition of ®° permits to conclude that if
(])O is chosen according to conditions (18) and (19), then @Y is bounded. Thus, ®° becomes compact.
Unfortunately the value of inf) Dq,( P(Aco)r Pgr) can be calculated but numerically. We will see next
that in the case of the likelihood function, a similar condition will be imposed for the compactness of
@Y, and there will be no need for any numerical calculus.

Conclusion 2. Using Propositions 4 and 1, under conditions (18) and (19) the sequence (f)¢(p¢k,p¢r))k

defined through Formula (3) converges and there exists a subsequence (¢N®)) that converges to a stationary
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point of the estimated divergence. Moreover, every limit point of the sequence (¢*)y is a stationary point of the
estimated divergence.
In the case of the likelihood ¢(t) = —log(t) +t — 1, the set ®° can be written as:
® = {pea ()= Ivie")}
I (Un (@), +e9))

where ] is the log-likelihood function of the Gaussian mixture model. The log-likelihood function [~
is clearly of class C!(int(®)). We prove that ®° is closed and bounded which is sufficient to conclude its
compactness, since the space [7,1 — 77] x R? provided with the euclidean distance is complete.

Closedness. The set ®° is the inverse image by a continuous function (the log-likelihood) of a
closed set. Therefore it is closed in [17,1 — ] x R2.

Boundedness. By contradiction, suppose that ®° is unbounded, then there exists a sequence (o)
which tends to infinity. Since A' € [,1 — 1], then either of 1} or ji}, tends to infinity. Suppose that both
ph and ) tend to infinity, we then have Jy/(¢') — —co. Any finite initialization ¢° will imply that
I (¢?) > —co so that Ve € @0, Jar(¢) > Jar(¢°) > —oo. Thus, it is impossible for both ) and 1} to go
to infinity.

Suppose that i} — oo, and that y converges (or that 1} is bounded; in such case we extract a
convergent subsequence) to 2. The limit of the likelihood has the form:

T(1=A) 1y
L()L,oo, 2) = e 5 (yi—m2) p
¢ ,1} V2
which is bounded by its value for A = 0 and pp = + Yi' ; v;. Indeed, since 1 — A < 1, we have:

L(A, 0, ¢») <Hie 3 (yi—p2)?,

The right-hand side of this inequality is the likelihood of a Gaussian model A/ (ji2,0), so that it is
maximized when j = 1 Y | ;. Thus, if ¢° is chosen in a way that Jur(¢°) > ] (O, oo, Ly, /,) the
case when ;1 tends to infinity and 5 is bounded would never be allowed. For the other case where
pa — o0 and 1 is bounded, we choose ¢ in a way that Jy/(¢°) > Jn ( 1 Yi ) In conclusion,
with a choice of ¢° such that:

In () > max {]N (0, ) Zy,-> Iy (1,1 Y wﬂ : (20)
i=1 i=1

the set ®° is bounded.

This condition on ¢ is very natural and means that we need to begin at a point at least better
than the extreme cases where we only have one component in the mixture. This can be easily verified
by choosing a random vector ¢°, and calculating the corresponding log-likelihood value. If [ (¢°)
does not verify the previous condition, we draw again another random vector until satisfaction.

Conclusion 3. Using Propositions 4 and 1, under condition (20) the sequence (Jar(¢*)) converges and there
exists a subsequence (pN©)) which converges to a stationary point of the likelihood function. Moreover, every

limit point of the sequence (¢¥)y is a stationary point of the likelihood.

Assumption A3 is not fulfilled (this part applies for all aforementioned situations). As mentioned
in the paper of Tseng [2], for the two Gaussian mixture example, by changing y; and y, by the same
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amount and suitably adjusting A, the value of ;;(x|¢) would be unchanged. We explore this more
thoroughly by writing the corresponding equations. Let us suppose, absurdly, that for distinct ¢ and ¢,
we have Dy(¢|¢’) = 0. By definition of Dy, it is given by a sum of nonnegative terms, which implies
that all terms need to be equal to zero. The following lines are equivalent Vi € {1,--- ,n}:

BiOIA, p, p2) = Hi(O[A, i, 103),
Ao swimm)? Ne—2Wi—#)?

Ae=2Wimm)® 4 (1 — \)e~zi—m2)? Ne=2 =) 4 (1 — A)e= 20—’

1-A 1 1 1-\ 1 1
log (T) — 5w+ 5 (i — m)’ log ( ) —5Wi— 1)+ 5 — m)*

Looking at this set of 7 equations as an equality of two polynomials on y of degree 1 at  points,
we deduce that as we have two distinct observations, say, y; and y», the two polynomials need to have
the same coefficients. Thus, the set of n equations is equivalent to the following two equations:

1= M2 = 1~ 2 1)
_ Y 2 2
log (152) + 43— 13 = log (15%) + 4mi” — dus’.
These two equations with three variables have an infinite number of solutions. Take, for example,
m=0p=LA=3m=5m;m=31N=3

Remark 2. The previous conclusion can be extended to any two-component mixture of exponential families
having the form:

Po(y) = AeEih O —F@0) | (1 — 2)eEi Gaitf ~F(E),

One may write the corresponding n equations. The polynomial of y; has a degree of at most max(my, my).
Thus, if one disposes of max(my, i) + 1 distinct observations, the two polynomials will have the same set of
coefficients. Finally, if (81,6,) € R~ with d > max(imy, m,), then assumption A3 does not hold.

Unfortunately, we have no an information about the difference between consecutive terms
|1 — ¢K|| except for the case of (t) = ¢(t) = —log(t) +t — 1 which corresponds to the classical
EM recurrence:

18 Y yihi(0)¢F) Y yihi(1]9F)
/\k+1 _ - 1;(0 k , k+1 _ &i=1J1" k+1 _ &i=1 .
n L0 = ey M T T e

Tseng [2] has shown that we can prove directly that ¢*+1 — ¢ converges to 0.

5. Simulation Study

We summarize the results of 100 experiments on 100 samples by giving the average of the
estimates and the error committed, and the corresponding standard deviation. The criterion error
is the total variation distance (TVD), which is calculated using the L1 distance. Indeed, the Scheffé
Lemma (see [20] (Page 129)) states that:

sup |Py(A) — / |Pov) = pygr (v) | dy.
A€B,(R)

The TVD gives a measure of the maximum error we may commit when we use the estimated
model in lieu of the true distribution. We consider the Hellinger divergence for estimators based on
¢—divergences, which corresponds to ¢(t) = 1(v/t — 1)%. Our preference of the Hellinger divergence

is that we hope to obtain robust estimators without loss of efficiency (see [21]). Dy is calculated with
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() = 3(v/t —1)% The kernel-based MD@DE is calculated using the Gaussian kernel, and the window
is calculated using Silverman’s rule. We included in the comparison the minimum density power
divergence (MDPD) of [14]. The estimator is defined by:

. . a+11 &
b = asginf Py (2)dz — ——— 3 (i)
1

= agint Er, 3] ~ B [14]. @

where a € (0,1]. This is a Bregman divergence and is known to have good efficiency and robustness for
a good choice of the tradeoff parameter. According to the simulation results in [11], the value of 2 = 0.5
seems to give a good tradeoff between robustness against outliers and a good performance under
the model. Notice that the MDPD coincides with MLE when a tends to zero. Thus, our methodology
presented here in this article, is applicable on this estimator and the proximal point algorithm can be
used to calculate the MDPD. The proximal term will be kept the same, i.e., (t) = (vt — 1)%

Remark 3 (Note on the robustness of the used estimators). In Section 3, we have proved under mild
conditions that the proximal point algorithm (11) ensures the decrease of the estimated divergence. This
means that when we use the dual Formulas (2) and (3), then the proximal point algorithm (11) returns at
convergence the estimators defined by (4) and (5), respectively. Similarly, if we use the density power divergence
of Basu et al. [14], then the proximal-point algorithm returns at convergence the MDPD defined by (22). The
robustness properties of the dual estimators (4) and (5) are studied in [12] and [11] respectively using the
influence function (IF) approach. On the other hand, the robustness properties of the MDPD are studied using
the IF approach in [14]. The MD@DE (4) has generally an unbounded IF (see [12] Section 3.1), whereas the
kernel-based MD@DE’s IF may be bounded for example in a Gaussian model and for any ¢—divergence with
¢ = @y with y € (0,1), see [11] Example 2. On the other hand, the MDPD has generally a bounded IF if the
tradeoff parameter a is positive, and, in particular, in the Gaussian model. The MDPD becomes more robust as
the tradeoff parameter a increases (see Section 3.3 in [14]). Therefore, we should expect that the proximal point
algorithm produces robust estimators in the case of the kernel-based MD@DE and the MDPD, and thus obtain
better results than the MLLE calculated using the EM algorithm.

Simulations from two mixture models are given below—a Gaussian mixture and a Weibull
mixture. The MLE for both mixtures was calculated using the EM algorithm.

Optimizations were carried out using the Nelder-Mead algorithm [22] under the statistical tool
R [23]. Numerical integrations in the Gaussian mixture were calculated using the distrExIntegrate
function of package distrEx. It is a slight modification of the standard function integrate. It performs
a Gauss-Legendre quadrature when function integrate returns an error. In the Weibull mixture,
we used the integral function from package pracma. Function integral includes a variety of
adaptive numerical integration methods such as Kronrod-Gauss quadrature, Romberg’s method,
Gauss—Richardson quadrature, Clenshaw—Curtis (not adaptive) and (adaptive) Simpson’s method.
Although function integral is slow, it performs better than other functions even if the integrand has
a relatively bad behavior.

5.1. The Two-Component Gaussian Mixture Revisited

We consider the Gaussian mixture (17) presented earlier with true parameters A = 0.35,
#1 = —2,4p = 15 and known variances equal to 1. Contamination was done by adding in the
original sample to the five lowest values random observations from the uniform distribution ¢/[—5, —2].
We also added to the five largest values random observations from the uniform distribution ¢/[2, 5].
Results are summarized in Table 1. The EM algorithm was initialized according to condition (20).
This condition gave good results when we are under the model, whereas it did not always result in
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good estimates (the proportion converged towards 0 or 1) when outliers were added, and thus the EM
algorithm was reinitialized manually.

Table 1. The mean and the standard deviation of the estimates and the errors committed in a 100 run

experiment of a two-component Gaussian mixture. The true set of parameters is A = 0.35, jty = -2,
po = 1.5.
Estimation Method A sd (1) 21 sd (u1) 2 sd (uz) TVD sd(TVD)
Without Outliers
Classical MDgDE 0.349 0.049 -1989 0207 1511 0.151 0.061 0.029
New MDg@DE-Silverman  0.349 0.049 -1987 0208 1520 0.155  0.062 0.029
MDPD a = 0.5 0.360 0.053 -1.997 0226 1489 0.135 0.065 0.025
EM (MLE) 0360 0.054 -1.989 0204 1493 0.136 0.064 0.025
With 10% Outliers
Classical MDgDE 0.357 0.022 -2.629 0.094 1734 0.111 0.146 0.034
New MD¢DE-Silverman  0.352  0.057 -1.756 0224 1358 0.132  0.087 0.033
MDPD a = 0.5 0364 0.056 -1.819 0.218 1404 0.132 0.078 0.030
EM (MLE) 0.342 0.064 -2.617 0288 1713 0.172 0.150 0.034

Figure 1 shows the values of the estimated divergence for both Formulas (2) and (3) on a
logarithmic scale at each iteration of the algorithm.

-0.0108  -0.0106
|
6e-04
o —

4e-04
|
J——

log(1+ObjFun)
I
log(1+ObjFun)

-0.0110
|
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-0.0112

|
w
|

iter iter

Figure 1. Decrease of the (estimated) Hellinger divergence between the true density and the estimated
model at each iteration in the Gaussian mixture. The figure to the left is the curve of the values of
the kernel-based dual Formula (3). The figure to the right is the curve of values of the classical dual
Formula (2). Values are taken at a logarithmic scale log(1 + x).

Concerning our simulation results, the total variation of all four estimation methods is very
close when we are under the model. When we added outliers, the classical MD¢DE was as sensitive
as the maximum likelihood estimator. The error was doubled. Both the kernel-based MD¢DE and
the MDPD are clearly robust since the total variation of these estimators under contamination has
slightly increased.

5.2. The Two-Component Weibull Mixture Model

We consider a two-component Weibull mixture with unknown shapes v; = 1.2,1, = 2and a
proportion A = 0.35. The scales are known an equal to o7 = 0.5, = 2. The desity function is given by:

po(x) = 2Am (2x)1 =@ (1 — A)% (%)arl e (3)7, (23)
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Contamination was done by replacing 10 observations of each sample chosen randomly by 10
i.i.d. observations drawn from a Weibull distribution with shape v = 0.9 and scale ¢ = 3. Results are
summarized in Table 2. Notice that it would have been better to use asymmetric kernels in order to
build the kernel-based MD¢DE since their use in the context of positive-supported distributions is
advised in order to reduce the bias at zero, see [11] for a detailed comparison with symmetric kernels.
This is not, however, the goal of this paper. In addition, the use of symmetric kernels in this mixture
model gave satisfactory results.

Simulations results in Table 2 confirm once more the validity of our proximal point algorithm and
the clear robustness of both the kernel-based MD¢DE and the MDPD.

Table 2. The mean and the standard deviation of the estimates and the errors committed in a 100-run
experiment of a two-component Weibull mixture. The true set of parameteris A = 0.35,vy = 1.2,v, = 2.

Estimation Method A sd(A)  p1  sd@w) p2 sd(@) TVD sd(TVD)
Without Outliers
Classical MD@DE 0.356  0.066 1.245 0.228 2.055 0.237  0.052 0.025
New MDg@DE-Silverman  0.387  0.067  1.229 0.241 2.145 0.289 0.058 0.029
MDPDa = 0.5 0.354 0.068 1.238 0230 2.071 0.345 0.056 0.029
EM (MLE) 0.355 0.066 1.245 0228 2.054 0.237 0.052 0.025
With 10% Outliers
Classical MD¢DE 0.250 0.085 1.089 0.300 1.470 0.335 0.092 0.037
New MDg@DE-Silverman  0.349 0.076  1.122 0.252 1.824 0.324 0.067 0.034
MDPDa = 0.5 0.322  0.077 1.158 0.236 1.858 0.344 0.060 0.029
EM (MLE) 0.259  0.095 0.941 0.368 1.565 0.325 0.095 0.035

6. Conclusions

We introduced in this paper a proximal-point algorithm that permits calculation of
divergence-based estimators. We studied the theoretical convergence of the algorithm and verified
it in a two-component Gaussian mixture. We performed several simulations which confirmed that
the algorithm works and is a way to calculate divergence-based estimators. We also applied our
proximal algorithm on a Bregman divergence estimator (the MDPD), and the algorithm succeeded to
produce the MDPD. Further investigations about the role of the proximal term and a comparison with
direct optimization methods in order to show the practical use of the algorithm may be considered in
a future work.
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Abstract: In this paper, we propose a generalization of Rényi divergence, and then we investigate
its induced geometry. This generalization is given in terms of a ¢-function, the same function that
is used in the definition of non-parametric ¢-families. The properties of ¢-functions proved to be
crucial in the generalization of Rényi divergence. Assuming appropriate conditions, we verify that
the generalized Rényi divergence reduces, in a limiting case, to the ¢-divergence. In generalized
statistical manifold, the ¢-divergence induces a pair of dual connections D1 and DMY). We show
that the family of connections D(®) induced by the generalization of Rényi divergence satisfies the
relation D) = 152 p(=1) 4 154 D() with « € [-1,1].

Keywords: Rényi divergence; ¢-function; ¢-divergence; ¢@-family; statistical manifold;
information geometry

1. Introduction

Information geometry, the study of statistical models equipped with a differentiable structure, was
pioneered by the work of Rao [1], and gained maturity with the work of Amari and many others [2-4].
It has been successfully applied in many different areas, such as statistical inference, machine learning,
signal processing or optimization [4,5]. In appropriate statistical models, the differentiable structure is
induced by a (statistical) divergence. The Kullback-Leibler divergence induces a Riemannian metric,
called the Fisher—Rao metric, and a pair of dual connections, the exponential and mixture connections.
A statistical model endowed with the Fisher—Rao metric is called a (classical) statistical manifold.
Amari also considered a family of a-divergences that induce a family of a-connections.

Much research in recent years has focused on the geometry of non-standard statistical models [6-8].
These models are defined in terms of a deformed exponential (also called ¢-exponential). In particular,
k-exponential models and g-exponential families are investigated in [9,10]. Non-parametric
(or infinite-dimensional) ¢-families were introduced by the authors in [11,12], which generalize
exponential families in the non-parametric setting [13-16]. Based on the similarity between exponential
and ¢-families, we defined the so-called ¢-divergence, with respect to which the Kullback-Leibler
divergence is a particular case. Statistical models equipped with a geometric structure induced
by ¢@-divergences, which are called generalized statistical manifolds, are investigated in [17,18].
With respect to these connections, parametric ¢-families are dually flat.

The ¢-divergence is intrinsically related to the (p, T)-model of Zhang, which was proposed
in [19,20], extended to the infinite-dimension setting in [21], and explained in more details in [22,23].

Entropy 2016, 18, 407 271 www.mdpi.com/journal/entropy
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For instance, the metric induced by ¢-divergence and the (p, T)-generalization of the Fisher-Rao metric,
for the choices p = ¢! and f = p~!, differ by a conformal factor.

Among many attempts to generalize Kullback-Leibler divergence, Rényi divergence [24]
is one of the most successful, having found many applications [25]. In the present paper,
we propose a generalization of Rényi divergence, which we use to define a family of a-connections.
This generalization is based on an interpretation of Rényi divergence as a kind of normalizing
function. To generalize Rényi divergence, we considered functions satisfying some suitable conditions.
To a function for which these conditions hold, we give the name of ¢-function. In a limiting case,
the generalized Rényi divergence reduces to the ¢-divergence. In [17,18], the ¢-divergence gives
rise to a pair of dual connections D(~) and D(!). We show that the connection D) induced by the
generalization of Rényi divergence satisfies the convex combination D(®) = %D(’l) + #D(l).

Eguchi in [26] investigated a geometry based on a normalizing function similar to the one used in
the generalization of Rényi divergence. In [26], results were derived supposing that this normalizing
function exists; conditions for its existence were not given. In the present paper, the existence of the
normalizing function is ensured by conditions involved in the definition of ¢-functions.

The rest of the paper is organized as follows. In Section 2, ¢-functions are introduced and some
properties are discussed. The Rényi divergence is generalized in Section 3. We investigate in Section 4
the geometry induced by the generalization of Rényi divergence. Section 4.2 provides evidence of the
role of the generalized Rényi divergence in ¢-families.

2. p-Functions

Rényi divergence is defined in terms of the exponential function (to be more precise, the logarithm).
A way of generalizing Rényi divergence is to replace the exponential function by another function,
which satisfies some suitable conditions. To a function for which these conditions hold, we give the
name @-function. In this section, we define and investigate some properties of ¢-functions.

Let (T, %, u) be a measure space. Although we do not restrict our analysis to a particular measure
space, the reader can think of T as the set of real numbers R, X as the Borel c-algebra on R, and u
as the Lebesgue measure. We can also consider T to be a discrete set, a case in which yu is the
counting measure.

We say that ¢: R — (0, 00) is a ¢-function if the following conditions are satisfied:

(al) ¢(-) is convex;
(@2) limy—y—co @(u) = 0 and limy_,c0 @(1) = o0;
(a3) there exists a measurable function uy: T — (0, 00) such that

/ o(c+ Aug)du < oo,  forall A >0, 1)
JT

for each measurable function c: T — R satisfying [ ¢(c)dpy = 1.

Thanks to condition (a3), we can generalize Rényi divergence using ¢-functions. These conditions
appeared first at [12] where the authors constructed non-parametric ¢-families of probability
distributions. We remark that if T is finite, condition (a3) is always satisfied.

Examples of functions ¢: R — (0, 00) satisfying (al)—(a3) abound. An example of great relevance
is the exponential function ¢(u) = exp(u), which satisfies conditions (al)-(a3) with uy = 17.
Another example of ¢-function is the Kaniadakis’ x-exponential [12,27,28].

Example 1. The Kaniadakis’ x-exponential exp,.: R — (0, c0) for k € [—1,1] is defined as

(ku + V1 +x2u2)Vx, ifx #0,

exXp(1) = {exp(u), ifxk =0,
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whose inverse is the so called the Kaniadakis” k-logarithm log,.: (0,00) — R, which is given by

uf—u—* .
R

In(u), ifx=0.

It is clear that exp, () satisfies (a1) and (a2). Let ug: T — (0, c0) be any measurable function for which
Jrexp,(ug)dp < co. We will show that ug satisfies expression (1). For any u € R and a > 1, we can write

exp, (au) = a ¥ ([i|u + /1/a2 + | [2u2)/I¥]
< a/I¥l(|xu+ /1 + [ |2u2) /1M

= /I exp, (),

where we used that exp,.(-) = exp_,(-). Then, we conclude that [ exp, (aug)dp < oo for all a > 0. Fix any
measurable function c: T — R such that [ ¢(c)du = 1. For each A > 0, we have

1 1
/Tepr(c—i—)\uo)dy < E/Tepr(ZC)dy—&—E/Texpk(ymo)dy
S21/"“*1_/Tepr(c)dy—‘er/‘K‘*l/Tepr(/\uo)d‘u
< 00,

which shows that exp, (-) satisfies (a3). Therefore, the Kaniadakis’ x-exponential exp,(-) is an example
of p-function.

The restriction that [ ¢(c)du = 1 can be weakened, as asserted in the next result.

Lemma 1. Let&: T — R beany measurable function such that [ ¢(€)dp < co. Then, [; (€4 Aug)dp < oo
forall A > 0.

Proof. Notice thatif [ ¢(¢)dp > 1, then [} ¢(¢ — aug)dy = 1 for some & > 1. From the definition of
u, it follows that [ ¢(C+ Aug)dp = [ ¢(c + (a + A)ug)du < oo, where ¢ = ¢ — auy. Now assume
that [ ¢(€)du < 1. Consider any measurable set A C T with measure 0 < p(A) < u(T).
Letu: T — [0,00) be a measurable function supported on A satisfying ¢ (¢ + u)14 = [¢(C) + a]14,
where & = (1 — [ ¢(C)dp)/pu(A). Defining ¢ = (C+ u)14 + Clp 4, we see that [ ¢(c)du = 1. By the
definition of ug, we can write

/ @(C+ Aug)du < / @(c+ Aug)dpu < oo, forany A >0,
Jr Jr

which is the desired result. [
As a consequence of Lemma 1, condition (a3) can be replaced by the following one:

(a3”) There exists a measurable function uy: T — (0, c0) such that
/ o(c+ Mig)du < oo,  forall A >0, )
T

for each measurable function c: T — R for which [ ¢(c)dp < co.

Without the equivalence between conditions (a3) and (a3’), we could not generalize
Rényi divergence in the manner we propose. In fact, ¢-functions could be defined directly in terms
of (a3’), without mentioning (a3). We chose to begin with (a3) because this condition appeared
initially in [12].
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Not all functions ¢: R — (0, c0), for which conditions (al) and (a2) hold, satisfy condition (a3).
Such a function is given below.

Example 2. Assume that the underlying measure y is o-finite and non-atomic. This is the case of the Lebesgue
measure. Let us consider the function

e(u+l)2/2/ u>0,
plu) = W H1/2) <) ©)

which clearly is convex, and satisfies the limits limy_, e ¢(u) = 0 and limy_,c ¢(u) = oco. Given any
measurable function uy: T — (0,00), we will find a measurable function c: T — R with [ ¢(c)du < oo,
for which expression (2) is not satisfied.

For each m > 1, we define

O (t) := (mlog(2) LU 1) 1g, (t),

uo(t) 2

where E,, = {t € T: mlﬁf((tzf - “Oz(t) —1 > 0}. Because vy, 1 oo, we can find a sub-sequence {vy,, } such that

/ e(vanruUJrl)z/Zdy > on.
JEm,

According to (Lemma 8.3 in [29]), there exists a sub-sequence wy = vy, and pairwise disjoint sets
A C Emnk for which

/ e(wk+u0+l)2/2dy -1
Ay

Let us define ¢ = clp 4+ Yoo wila,, where A = Up2y Ag and ¢ is any measurable function such that
¢(c(t)) >0fort € T\ Aand fT\A ¢(¢)du < oo. Observing that

(Wi (t)Fuo(1)+1)2/2 _ zm,,ke(wk(t)+l)2/2’ fort € Ay,

we get

/ el /2y, — for every m > 1.
Jay

2mnk 4

Then, we can write

— = - (wp+1)%/2
/T @(c)dp ./T\A @(C)duﬂ;/&e du

On the other hand,
du = / o)d . / (ug+wk+1)z/2d
/T<P(C+M0)H T\A‘P(C)”+k:21 L C 1
= . (©)du + 1= oo,
/T\A ¢ M kgl

which shows that (2) is not satisfied.
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3. Generalization of Rényi Divergence

In this section, we provide a generalization of Rényi divergence, which is given in terms of
a g-function. This generalization also depends on a parameter a € [—1,1]; for & = %1, it is defined
as a limit. Supposing that the underlying ¢-function is continuously differentiable, we show that
this limit exists and results in the ¢-divergence [12]. In what follows, all probability distributions are
assumed to have positive density. In other words, they belong to the collection

P;l:{pELOZ /Tpdyzlandp>0},
where L0 is the space of all real-valued, measurable functions on T, with equality p-a.e.

(u-almost everywhere).
The Rényi divergence of order « € (—1,1) between two probability distributions p and g in P, is

el = IOg(/p e ) (4)

For a = £1, the Rényi divergence is defined by taking a limit:

defined as

Dé (Pllq)—hmD ' 1l g), )

ipllg) = hmD (1l 9)- (6)

Under some conditions, the limits in (5) and (6) are finite-valued, and converge to the
Kullback-Leibler divergence. In other words,

-1 1
D V(0 =D (g 1l p) = Drap [ ) < o0
where Dy (p || ) denotes the Kullback-Leibler divergence between p and g, which is given by
Dre(p ll9) / plog q)du
These conditions are stated in Proposition 1, given in the end of this section, for the case involving

the generalized Rényi divergence.
The Rényi divergence in its standard form is given by

1 —a
Up )= log( [t ), forae (o) )

Expression (4) is related to this form by

2
& (p ) = =D (p | g).

Beyond the change of variables, which results in « ranging in [—1, 1], expressions (4) and (7) differ
by the factor 2/ (1 — a). We opted to insert the term 2/(1 — &) so that some kind of symmetry could be
maintained when the limits « | —1 and a 1 1 are considered. In addition, the geometry induced by the
version (4) conforms with Amarl s notation [5].

The Rényi divergence D ( | -) can be defined for every « € R. However, for a ¢ (—1,1),
the expression (4) may not be fmlte-valued for every p and q in P),. To avoid some technicalities, we
just consider a € [—1,1].

275



Entropy 2016, 18, 407

Given p and q in P, let us define
1o lia
K(a):flog</p 2 g2 dy), fora € [-1,1],
T
which can be used to express the Rényi divergence as
p®) __4
R (Pllg) = 7—5x@), forae(-11)

The function x(«), which depends on p and g, can be defined as the unique non-negative real
number for which

[ exp (P52 () + T4 ng) 4+ x(a) ) = 1. ®)

The function x(«) makes the role of a normalizing term. The generalization of Rényi divergence,
which we propose, is based on the interpretation of «(«x) given in (8). Instead of the exponential
function, we consider a ¢-function in (8).

Fix any ¢-function ¢: R — (0, 00). Given any p and g in P, we take x(«) = x(«; p,q) > 0 so that

1—a _ 1+a _
‘/Tfp( 97 (p) + 0 () + () ) = 1, ©)

or, in other words, the term inside the integral is a probability distribution in 7,,. The existence and
uniqueness of «(«) as defined in (9) is guaranteed by condition (a3’).
We define a generalization of the Rényi divergence of order « € (—1,1) as

4
D (p Il ) = =% (a). 10)

For a = £1, this generalization is defined as a limit:
Dy (p ll9) = lim D (p | ), a1
Dy (p ) =lim D (p | 9)- (12

The cases @ = +1 are related to a generalization of the Kullback-Leibler divergence, the so-called
@-divergence, which was introduced by the authors in [12]. The ¢-divergence is given by (It was
pointed out to us by an anonymous referee that this form of divergence is a special case of the
(p, T)-divergence for p = ¢! and f = p~! (see Section 3.5 in [19]) apart from a conformal factor, which
is the denominator of (13)):

[ v g @)y,

. —T1)/
Dylp || 9) = % (13)
T

T

Under some conditions, the limit in (11) or (12) is finite-valued and converges to the ¢p-divergence:

Dy (p Il 9) =Dy (@ | p) = Dy(p || 9) < 0. (14)
To show (14), we make use of the following result.

Lemma 2. Assume that ¢(-) is continuously differentiable. If for ag, a1 € R, the expression

/Trp(lgaso’l(P)Jrl%sfl(q))du<o<> (15)
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is satisfied for all & € [, a1], then the derivative of x(a) exists at any a € (wo, a1 ), and is given by

3 4 = 1 frlo7 (q) — 97N (p)]9' (ca)dp
ow 2 Jr ¢’ (ca)uodp

, (16)

where ¢, = 52071 (p) + 32 971(q) + () up.
Proof. For a € (ng,a1) and x > 0, define

ol-a 1+a
g(afk):/Tcp( 59 (p) + 0 () + o ) d.

The function «(«) is defined implicitly by g(«, x(a)) = 1. If we show that

(i) the function g(a, ) is continuous in a neighborhood of («, x(«)),
(ii) the partial derivatives g—§ and g—f exist and are continuous at (&, k(«)),

(iii) and % (&, &(a)) > 0,

then by the Implicit Function Theorem «(«) is differentiable at & € (g, a1), and

oK, . (0g/0a)(w,x(a))
a2 ™) =~ (/3w (k@) )
We begin by verifying that g(a, k) is continuous. For fixed « € (xp,a1) and k¥ > 0, set kg = 2k.
Denoting A = {t € T: ¢~ 1(q(t)) > ¢~ (p(t))}, we can write

o(F5 L+ e )+ ) < 907 () + TP I @) — 97 )]+ o)
<o(p )+ M e @ -0 ) rom) s (1)

. 1+ - -
+o(971 () + —52le ™ 9) — 97 ()] + Koo 1,
for every B € (g, a1) and A € (0, xp). Because the function on the right-hand side of (18) is integrable,
we can apply the Dominated Convergence Theorem to conclude that

lim (BA) = gla,x).
(/5/\)%(“%)8 P §
Now, we will show that the derivative of g(a,x) with respect to « exists and is continuous.
Consider the difference

8(rA) —g(g M)
T8
where ¢g = 17Tﬁ<p*1 (p)+ HT,Bqu (9)- Represent by fg 1 the function inside the integral sign in (19).
For fixed & € (ag,a1) and k > 0, denote ap = (g +«)/2, w3 = (a + a71)/2, and xp = 2k. Because ¢(+)
is convex and increasing, it follows that

= [ =5 lo(en+ 5Pl @ - 07 (0 + hw) — plep +Au) a9

|f/5m)‘| < faamla _fﬁo,ag,xng\A =:f, forall B,y € (@, ®) and A € (0,xp),

where A = {t € T: ¢ 1(q(t)) > ¢~ (p(t))}. Observing that f is integrable, we can use the Dominated
Convergence Theorem to get

tim [ fradn = [ (lim )
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and then 5 1
B =3 [lo7' @ =97 (e e+ Auo)dp. (20)

For B € (&, a1) and A € (0, k), the function inside the integral sign in (20) is dominated by f.
As aresult, a second use of the Dominated Convergence Theorem shows that g—*j; is continuous at («, «):

. g 0g
1 2S(B,A) = == (a, k).
(BA) ) au B = 5 (%)

Using similar arguments, one can show that g—f (a, 1) exists and is continuous at any a € (xg, a7)
and x > 0, and is given by
)
%(a, K) = /Tuogo’(c,x + Kug)dp. (21)
Clearly, expression (21) implies that g—ﬁ (a,x) > 0foralla € (0,ap) and x > 0.
We proved that items (i)—(iii) are satisfied. As consequence, the derivative of «(«) exists at any
« € (wp, 7). Expression (16) for the derivative of x(«a) follows from (17), (20) and (21). O

As an immediate consequence of Lemma 2, we get the proposition below.
Proposition 1. Assume that ¢(-) is continuously differentiable.

(a) If, for some g < —1, expression (15) is satisfied for all « € [ag, —1), then

(-1) — lim D L
Dy (pll9) = lim Dy(p |l 9) =25 (1) = Dy(p [| ) < .

(b) If, for some ay > 1, expression (15) is satisfied for all & € (1, a1], then
(1) — lim D Lt
Dy (p Il 4) =lmDy (p [ ) = =25.(1) = Dy(q || p) < e

4. Generalized Statistical Manifolds

Statistical manifolds consist of a collection of probability distributions endowed with a metric
and a-connections, which are defined in terms of the derivative of I(t;8) = log p(t;0). In a generalized
statistical manifold, the metric and connection are defined in terms of f(t;6) = ¢~ (p(t;0)). Instead
of the logarithm, we consider the inverse ¢~ !(-) of a ¢-function. Generalized statistical manifolds
were introduced by the authors in [17,18]. Among examples of the generalized statistical manifold,
(parametric) ¢-families of probability distributions are of greatest importance. The non-parametric
counterpart was investigated in [11,12]. The metric in ¢-families can be defined as the Hessian of a
function; i.e., p-families are Hessian manifolds [30]. In [17,18], the ¢-divergence gives rise to a pair
of dual connections D" and D); and then for « € (—1,1) the a-connection D) is defined as the
convex combination D(®) = %D(*l) + %D(U. In the present paper, we show that the connection

induced by D((l,f‘> (- || -), the generalization of Rényi divergence, corresponds to D(*),

4.1. Definitions

Let 9: R — (0,00) be a ¢p-function. A generalized statistical manifold P = {p(t;0) : 6 € O} isa
collection of probability distributions py(t) := p(t; ), indexed by parameters 6 = (6,...,0") € @ in
a one-to-one relation, such that

(m1) © is a domain (open and connected set) in R";
(m2) p(t;0) is differentiable with respect to 6;
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(m3) the matrix ¢ = (g;;) defined by
/ azqfl(pe)}

8= ~Ei| 96106/ @)
is positive definite at each 0 € ©, where
Noo/ (=1 d
BN = Jr()9' (9" (pe))dn 23)

Jr 09’ (9~ (po))dp”

(m4) the operations of integration with respect to u and differentiation with respect to 6 commute in
all calculations found below, which are related to the metric and connections.

The matrix ¢ = (g;;) equips P with a metric. By the chain rule, the tensor related to ¢ = (g;;) is
invariant under change of coordinates. The (classical) statistical manifold is a particular case in which
¢(u) = exp(u) and uy = 1r.

We introduce a notation similar to Equation (23) that involves higher order derivatives of ¢(-).
For each n > 1, we define
E]) = Jr (e (9" (o))

? Jruog' (97" (pe))dn

(24)

We also use Ep[-], Ej[-] and Ej’[] to denote Eén> [-] for n = 1,2,3, respectively. The notation (24)
appears in expressions related to the metric and connections.

Using property (m4), we can find an alternate expression for g;; as well as an identification
involving tangent spaces. The matrix ¢ = (g;;) can be equivalently defined by

#1199~ (pe) 99" (po)
]7E9{ = 5 ] 25)

As a consequence of this equivalence, the tangent space Tp,P can be identified with T,,QP,
84’;;5”“, and endowed with the inner product (X,Y)q = Ej[XY].

the vector space spanned by
The mapping

39 (ps)
Zalagz = Zal 001 :

defines an isometry between Tj,,P and T,,,SP.
To verify (25), we differentiate [, pody = 1, with respect to ¢/, to get

/PaH /ag, on = | (Pag,pa)fp(@’l(iﬂe))d% (26)

Now, differentiating with respect to 6/, we obtain

CR 99~ (pe) 99~ (po)
- ))d / “1(pg))dp,
/ 89‘891 (97" (po))dp + 30 —g ¢ (@ (pe))dn
and then (25) follows. In view of (26), we notice that every vector X belonging to TPGP
satisfies Ej[X] = 0.
The metric g = (gjj) gives rise to a Levi-Civita connection V (i.e., a torsion-free, metric
connection), whose corresponding Christoffel symbols I';j are given by

1,08k , 98k  98ij
(36 + 200~ 200):

Lije =5 (27)
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Using expression (25) to calculate the derivatives in (27), we can express

¢~ (ps) 99~ (pe) 39" (pe) 99" (pe) 99 (pe)
. " "
L = Eﬂ[ 207007 20k ]+ 2ke [ 20 907 0% ]

1,199 (pe) 39 (pe) 1 o “pe)1 1,199 (pe) 99 (po) 1 il 99 (pe)
559{ %6 96k ]E‘? [”0 96/ ] 5159[ 26/ 96k ]E‘) [”0 26 ]
1_,70¢" 1(P9) dp~ 1(?9) 1" a¢71(P9)

+ 55 PY 20 JEé [w0 PTG ]

As we will show later, the Levi-Civita connection V corresponds to the connection derived from
the divergence D ( | -) witha = 0.

4.2. @-Families

Let c: T — R be a measurable function for which p = ¢(c) is a probability density in P,.
Fix measurable functions uy,...,u,: T — R. A (parametric) -family F, = {pg : 6 € O}, centered at
p = ¢(c), is a set of probability distributions in P, whose members can be written in the form

po == (p<c + Zn: 0'u; — 1/1(9)u0>, for each 6 = (') € ©, (28)

i=1

where ¢: © — [0,00) is a normalizing function, which is introduced so that expression (28) defines
a probability distribution belonging to P,,.
The functions uy, ..., u, are not arbitrary. They are chosen to satisfy the following assumptions:

(i) wuo,uq,..., uy are linearly independent,

(i) [rui¢'(c)du =0, and
(iii) there exists ¢ > 0 such that [; ¢(c + Au;)dyu < co, forall A € (—¢,¢).

Moreover, the domain ® C R" is defined as the set of all vectors 8 = (6') for which

n .
/ ¢<c+/\201u,'>dy<oo, for some A > 1.
T

i=1

Condition (i) implies that the mapping defined by (28) is one-to-one. Assumption (ii) makes of i
a non-negative function. Indeed, by the convexity of ¢(-), along with (ii), we can write

/Tgo(c)d],t:/[ (ZG’U,) ]dy</ <C+f§0iui>d%

which implies 1(6) > 0. By condition (iii), the domain @ is an open neighborhood of the origin. If the
set T is finite, condition (iii) is always satisfied. One can show that the domain © is open and convex.
Moreover, the normalizing function ¥ is also convex (or strictly convex if ¢(-) is strictly convex).
Conditions (ii) and (iii) also appears in the definition of non-parametric ¢-families. For further details,
we refer to [11,12].

Ina ¢-family F,, the matrix (g;;) given by (22) or (25) can be expressed as the Hessian of . If ¢(-)
is strictly convex, then(g;;) is positive definite. From

9 pe) _, %  Polpe) Py

a0t ' 90" 9006l 96706l
it follows that g;; = z, alpe,
The next two results show how the generalization of Rényi divergence and the ¢-divergence are
related to the normalizing function in @-families.
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Proposition 2. In a ¢-family F, the generalization of Rényi divergence for a € (—1,1) can be expressed in
terms of the normalizing function 1 as follows:

2
1—ua

1—w 1+al9)

9O + o p(®) — oy (T e 9)

(w) _ 2
Dy (po || po) = T
forall 6,9 € ©.

Proof. Recall the definition of k(&) as the real number for which

ol—a 4 1+a 4 B
Joo (550 )+ =507 (pe) + wl@uo ) = 1.
Using expression (28) for probability distributions in F,, we can write

1—a _ 1+a _
50 (po) + 59 (po) + x(@)uo

ot é(l - '+1$ﬁf)ui (5590 + 5 900) — (@) )uo

O T (G R e

The last equality is a consequence of the domain ® being convex. Thus, it follows that

(o) = )+ 1+zx¢(ﬂ)7¢(1;a 1-;—0419).

By the definition of D ( || -), weget(29). O
Proposition 3. Ina g-family F, the p-divergence is related to the normalizing function 1 by the equality

Dy(po Il po) = 9(8) = 9(6) = Vy(6) - (8 - 6), (30)
forall 6,9 € ©.

Proof. To show (30), we use

AW gy _ Jruid' (97 (po))dp
9" Jruog’ (9= (po))dn’
which is a consequence of (Lemma 10 in [12]). In view of (¢~1)/(u) = 1/¢' (¢! (1)), expression (13)
with p = pg and g = py results in

Jrlo™ (pe) — 0 (po)le' (9~ (po))dp
fT up@' (9~ (pe) )dp ’

Dy(po || ps) = 31)

Inserting into (31) the difference
1 1 no noo
97 (po) — 97 (pa) = (c+ Lo 0w — w(em) - (c + Y 0w — p(0)uo)
i=1 i=1
= 1[1(19)140 - Z ulr

i=1

we get expression (30). [
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In Proposition 2, the expression on the right-hand side of Equation (29) defines a divergence on

its own, which was investigated by Jun Zhang in [19]. Proposition 3 asserts that the ¢-divergence

Dy(po || pe) coincides with the Bregman divergence [31,32] associated with the normalizing function P

for points ¢ and 0 in ®. Because ¢ is convex and attains a minimum at 6 = 0, it follows that 24 (0 )=0
at 6 = 0. As a result, equality (30) reduces to Dy (p || pe) = ¢(0).

201 (

4.3. Geometry Induced by Dfp“)(- )

In this section, we assume that ¢(-) is continuously differentiable and strictly convex. The latter
assumption guarantees that

Wpllg)=0 ifandonlyif p=gq. (32)

The generalized Rényi divergence induces a metric ¢ = (g;;) in generalized statistical manifolds

‘P. This metric is given by
3=~ [(35), (337), Dot 10)] (33)

To show that this expression defines a metric, we have to verify that g;; is invariant under change
of coordinates, and (g;;) is positive definite. The first claim follows from the chain rule. The positive
definiteness of (g;;) is a consequence of Proposition 4, which is given below.

Proposition 4. The metric induced by D ( || -) coincides with the metric given by (22) or (25).

Proof. Fixany a € (—1,1). Applying the operator (-2 pe tO

207 )

/T @(ca)dp =1,

where ¢, = 158971 (pg) + %9~ (ps) + x(a)up, we obtain
1+adg '(ps) (0 / _
LT3+ (5), memo) o/ (eadan =0,

which results in

—1
<i) k(@) = 1+ Jr a<p89§p0) ¢ (ca)dp
907/, 2 Jrugleds

By the standard differentiation rules, we can write

-1
(i) (i) K(a) = 71+och ]z“a(pags”” +(%)pgk(ﬂé)uo]w¢'(ca)dy
90 py \261 ) p, 2 Jr 0@’ (ea)dp (34)
-1
o Jr 2252 (cadd fi o552 22520 + () (@) ol (cu)dp
2 Jr o' (ca)dp Jr o9’ (ca)dp '

Noticing that [ aq’;;s” o) @' (ca)dp = 0 for pg = pg, the second term on the right-hand side of
Equation (34) vanishes, and then

il 0 _
() (=) x@)] =~ o Jr T g (o (o)
090"/ pg \ 007/ py Po=pe 4 fTuO(Pl(qu(PB))dV .
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If we use the notation introduced in (24), we can write

g=-[(2), (), PPl po)] =y [P (P10 (po))

It remains to show the case @ = 41. Comparing (13) and (23), we can write

Dy(po || ps) = Eglo " (pe) — ¢ ' (po)- (35)

We use the equivalent expressions

92 . 02 .
i1 = [ (5997), 2o 19)]_ = [ (5g557) Do 10)] _,
which follows from condition (32), to infer that
0? ’ 32¢71(P9)
8= [ (3gmg), Doo I p0)] = ~Ea[ 2] (36)

Because D (p I q) = D'V (q I p) Dy(p Il 9), we conclude that the metric defined by (22)
coincides with the metric mduced by D ( || ) and D ( |-). O

In generalized statistical manifolds, the generalized Rényi divergence D,(;‘)C || -) induces
(@)

a connection D), whose Christoffel symbols T; jo are given by

2
i = [ (o), Gar) P 1]

Because D (p Iq) = Sp a)(q | p), it follows that D(®) and D(~%) are mutually dual for any

0,
« € [—1,1]. In other words, I’ ' k) and Fl( i %) satisfy the relation a%f = 1"7(],2 + Fl(k] YA development
involving expression (35) results in

R i B
wnd - 119790 (po) 99~ (po)1 | i [99 ' (po) 39" (pe) 99" (po)
Lije V= Ee[ 20100i 96k ]+E [ o0 90/ 90k ]
E//[afpalegpe)afp;ipa)]y/{ 9 ae(ipo)] 38)
-1
gy {H(P ae(ng) d¢ BQE‘PQ)] B {uoa(P as(/PG) ]

For a € (—1,1), the Christoffel symbols 1”5;;() can be written as a convex combination of FE ].;l) and

FE ].;l), as asserted in the next result.

Proposition 5. The Christoffel symbols r! k) induced by the divergence D ( || ) satisfy the relation

@ _l—a1n  THa
rijk ) rijk 2 rijk’

fora € [—1,1]. (39)
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Proof. For « = +1, equality (39) follows trivially. Thus, we assume « € (—1,1). By (34), we can write

a0 !
(2) () oy - Lt il 2000 4 () () uao) 225 )y
90%/ pg \9OK / ps 2 fTMO(P, ca)dp

(40)

o1
Ty 000 o/ (o) [ up[ 152 22 + (2, x(a)uolg” (ca)dp
2 [ruog!(ca)dp Jruog’ (c)dp ’

Applying (%) pe to the first term on the right-hand side of (40), and then equating py = py,
we obtain

1—a? _,1*9 1(pg) 99 '(pe)] 14+a, o [ 99 (pe)
i Eﬂ{ 967067 ook }_ 2 (aeiaoi)pf(“)E" [” T ek ]
71*“21*“E///[a<ﬁ_l(P9)390_1(?9)3? (Pe)} 1)
4 2 o6 20 96k
1-a21—un 1" a¢71(p@) a¢71(P0) 1" a‘Pil(pﬂ)
i 2 E"[ 20 a0k }E" [”0 %0/ ]

Similarly, if we apply (-2

T )ps to the second term on the right-hand side of (40), and make py = py,
we get

1—a*1—a 3¢ " (pe) 99~ (Pe) | pi], 99" (pe)
1 2 “Eq| Y a6k [ [wo a6i J
Collecting (41) and (42), we can write

@ _ 4 ? K2
Lije = 1—«2[<aeiaei>m<aek> K(“)]pﬁ—m
:E//[az¢*1(pe)a¢*1(Pe)] N E///{afp '(pe) 39~ (po) aqfl(pe)]
oL 36iopi 906k 2 o0 90/ 90k
_1_“ " 3<P_1(P9)3(P_1(P9) nl 0@~ (pﬂ) 43
2 E"[ 207 90k }Ef’[ 90 } “3)
1—aE,,[890 (pa)aqv*l(po)}y,[ 99~ (Pt‘))}
2 L B 90k 0 907
1+a, 824771079) " dp~ (Pe)
T2 Eﬂ[ 967001 ]E" [” 6k ]

(42)

where we used

az _ a2 aZ
(aeiaw‘)pg’((a) - : 4/X [<89"39/>pep((’,a)(pg | pﬂ)}m:lﬂe

1-a? 1—a® 19?9 (pp)
g STy E"[ 2000 }

Expression (39) follows from (37), (38) and (43). [

5. Conclusions

In [17,18], the authors introduced a pair of dual connections DY and DD induced by
@-divergence. The main motivation of the present work was to find a (non-trivial) family of
a-divergences, whose induced a-connections are convex combinations of D~ and D). As a result
of our efforts, we proposed a generalization of Rényi divergence. The connection D*) induced by the
generalization of Rényi divergence satisfies the relation D®) = 1’T"‘D<*1) + ”T”‘D(l). To generalize
Rényi divergence, we made use of properties of ¢-functions. This makes evident the importance of
@-functions in the geometry of non-standard models. In standard statistical manifolds, even though
Amari’s a-divergence and Rényi divergence (with « € [—1,1]) do not coincide, they induce the same
family of a-connections. This striking result requires further investigation. Future work should focus
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on how the generalization of Rényi divergence is related to Zhang’s (p, T)-divergence, and also how
the present proposal is related to the model presented in [33].
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Abstract: Information-theoretic measures, such as the entropy, the cross-entropy and the Kullback-Leibler
divergence between two mixture models, are core primitives in many signal processing tasks.
Since the Kullback-Leibler divergence of mixtures provably does not admit a closed-form formula,
it is in practice either estimated using costly Monte Carlo stochastic integration, approximated or
bounded using various techniques. We present a fast and generic method that builds algorithmically
closed-form lower and upper bounds on the entropy, the cross-entropy, the Kullback-Leibler and
the a-divergences of mixtures. We illustrate the versatile method by reporting our experiments for
approximating the Kullback-Leibler and the a-divergences between univariate exponential mixtures,
Gaussian mixtures, Rayleigh mixtures and Gamma mixtures.

Keywords: information geometry; mixture models; a-divergences; log-sum-exp bounds

1. Introduction

Mixture models are commonly used in signal processing. A typical scenario is to use mixture
models [1-3] to smoothly model histograms. For example, Gaussian Mixture Models (GMMs)
can be used to convert grey-valued images into binary images by building a GMM fitting the
image intensity histogram and then choosing the binarization threshold as the average of the
Gaussian means [1]. Similarly, Rayleigh Mixture Models (RMMs) are often used in ultrasound
imagery [2] to model histograms, and perform segmentation by classification. When using mixtures,
a fundamental primitive is to define a proper statistical distance between them. The Kullback-Leibler
(KL) divergence [4], also called relative entropy or information discrimination, is the most commonly
used distance. Hence the main target of this paper is to faithfully measure the KL divergence.
Let m(x) = YX_  w;p;(x) and m'(x) = Zf?/zl w}pl(x) be two finite statistical density mixtures of k
and k' components, respectively. Notice that the Cumulative Density Function (CDF) of a mixture is
like its density also a convex combinations of the component CDFs. However, beware that a mixture is
not a sum of random variables (RVs). Indeed, sums of RVs have convolutional densities. In statistics,
the mixture components p;(x) are often parametric: p;(x) = p(x;0;), where 0; is a vector of parameters.
For example, a mixture of Gaussians (MoG also used as a shortcut instead of GMM) has each component
distribution parameterized by its mean y; and its covariance matrix X; (so that the parameter vector is
0; = (1i, %)) Let X = {x € R : p(x;0) > 0} be the support of the component distributions. Denote
by Hy(m,m') = — [, m(x)logm’(x)dx the cross-entropy [4] between two continuous mixtures of

Entropy 2016, 18, 442 287 www.mdpi.com/journal/entropy
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densities m and m’, and denote by H(m) = H, (m,m) = [, m(x)log — ) dx = — fx x) log m(x)dx
the Shannon entropy [4]. Then the Kullback-Leibler dlvergence between m and m' is given by:
KL(m : m') = Hy (m,m') — H(m) = / m(x)log ) qx > (1)
: x \1M, T 4 m/(x) = U

i ez

The notation “:” is used instead of the usual comma “,” notation to emphasize that the distance
is not a metric dlstance since neither is it symmetric (KL(m :m') # KL(m' : m)), nor does it satisfy
the triangular inequality [4] of metric distances (KL(m : m") + KL(m' : m"") 2 KL(m : m"")). When the
natural base of the logarithm is chosen, we get a differential entropy measure expressed in nat units.
Alternatively, we can also use the base-2 logarithm (log, x = 1‘;2;) and get the entropy expressed in bit
units. Although the KL divergence is available in closed-form for many distributions (in particular
as equivalent Bregman divergences for exponential families [5], see Appendix C), it was proven
that the Kullback-Leibler divergence between two (univariate) GMMs is not analytic [6] (see also
the particular case of a GMM of two components with the same variance that was analyzed in [7]).
See Appendix A for an analysis. Note that the differential entropy may be negative. For example,
the differential entropy of a univariate Gaussian distribution is log(c+v/27e), and is therefore negative
when the standard variance o < —s— =~ 0.242. We consider continuous distributions with entropies
well-defined (entropy may be undefmed for singular distributions like Cantor’s distribution [8]).

1.1. Prior Work

Many approximation techniques have been designed to beat the computationally intensive
Monte Carlo (MC) stochastic estimation: KLs(m : m') = 1 sYiqlog 7’: & )) with x1,...,xs ~ m(x)
(s independently and identically distributed (i.i.d.) samples X1,...,Xs). The MC estimator is
asymptotically consistent, lim;_co Ias(m :m') = KL(m : m'), so that the “true value” of the KL
of mixtures is estimated in practice by taking a very large sample (say, s = 10%). However, we point
out that the MC estimator gives as output a stochastic approximation, and therefore does not guarantee
deterministic bounds (confidence intervals may be used). Deterministic lower and upper bounds of the
integral can be obtained by various numerical integration techniques using quadrature rules. We refer
to [9-12] for the current state-of-the-art approximation techniques and bounds on the KL of GMMs.
The latest work for computing the entropy of GMMs is [13]. It considers arbitrary finely tuned bounds
of the entropy of isotropic Gaussian mixtures (a case encountered when dealing with KDEs, kernel
density estimators). However, there is a catch in the technique of [13]: It relies on solving the unique
roots of some log-sum-exp equations (See Theorem 1 of [13], p. 3342) that do not admit a closed-form
solution. Thus it is a hybrid method that contrasts with our combinatorial approach. Bounds of the
KL divergence between mixture models can be generalized to bounds of the likelihood function of
mixture models [14], because log-likelihood is just the KL between the empirical distribution and the
mixture model up to a constant shift.

In information geometry [15], a mixture family of linearly independent probability distributions
p1(x), ..., pr(x) is defined by the convex combination of those non-parametric component distributions:
m(x;n) = Y5, yipi(x) with i; > 0 and Y5, 7; = 1. A mixture family induces a dually flat space
where the Kullback-Leibler divergence is equivalent to a Bregman divergence [5,15] defined on the
n7-parameters. However, in that case, the Bregman convex generator F(y7) = [ m(x;1)logm(x;17)dx
(the Shannon information) is not available in closed-form. Except for the family of multinomial
distributions that is both a mixture family (with closed-form KL (m : m') = 2{-‘:1 m;log %, the discrete

KL [4]) and an exponential family [15].

1.2. Contributions

In this work, we present a simple and efficient method that builds algorithmically a closed-form
formula that guarantees both deterministic lower and upper bounds on the KL divergence within an
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additive factor of log k +log k. We then further refine our technique to get improved adaptive bounds.
For univariate GMMs, we get the non-adaptive bounds in O(klogk + k" log k') time, and the adaptive
bounds in O(k? + k') time. To illustrate our generic technique, we demonstrate it based on Exponential
Mixture Models (EMMs), Gamma mixtures, RMMs and GMMs. We extend our preliminary results
on KL divergence [16] to other information theoretical measures such as the differential entropy and
«-divergences.

1.3. Paper Outline

The paper is organized as follows. Section 2 describes the algorithmic construction of the
formula using piecewise log-sum-exp inequalities for the cross-entropy and the Kullback-Leibler
divergence. Section 3 instantiates this algorithmic principle to the entropy and discusses related
works. Section 4 extends the proposed bounds to the family of alpha divergences. Section 5 discusses
an extension of the lower bound to f-divergences. Section 6 reports our experimental results on
several mixture families. Finally, Section 7 concludes this work by discussing extensions to other
statistical distances. Appendix A proves that the Kullback-Leibler divergence of mixture models is
not analytic [6]. Appendix B reports the closed-form formula for the KL divergence between scaled
and truncated distributions of the same exponential family [17] (that include Rayleigh, Gaussian and
Gamma distributions among others). Appendix C shows that the KL divergence between two mixtures
can be approximated by a Bregman divergence.

2. A Generic Combinatorial Bounding Algorithm Based on Density Envelopes

Let us bound the cross-entropy Hy(m : m') by deterministic lower and upper bounds,
Ly(m:m') < Hx(m:m') <Ux(m:m'), so that the bounds on the Kullback-Leibler divergence
KL(m :m') = Hy(m:m') — Hy (m : m) follows as:

La(m:m') —Ux(m:m) <KL(m:m') < Ux(m:m') — Ly (m:m). 2

Since the cross-entropy of two mixtures Zi'(:l w;p;i(x) and Zﬁil w]/ p;-(x):

: K
Hy(m:m') = — /X <E wipi(x)> log (Z w}p}(x)) dx (3)
i =1

has a log-sum term of positive arguments, we shall use bounds on the log-sum-exp (Ise) function [18,19]:

Ise <{xi}§:1) = log (ée’“) .

We have the following basic inequalities:
max{x,v}i»:1 <lse <{xi le) <log! +max{xi}£»:1, 4)

The left-hand-side (LHS) strict inequality holds because 25:1 e%i > max{e"i }5:1 = exp (max{xi}le)
since ¢ > 0,Vx € R. The right-hand-side (RHS) inequality follows from the fact that
Yieni < Imax{e*}l_, = lexp(max{x;}}_,), and equality holds if and only if x; = - - - = x;. The Ise
function is convex but not strictly convex, see exercise 7.9 [20]. It is known [21] that the conjugate of
the Ise function is the negative entropy restricted to the probability simplex. The Ise function enjoys the
following translation identity property: lse ({x,- f’:l) =c+lse ({x,- - c}§:1> , Ve € R. Similarly, we
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can also lower bound the Ise function by log ! + min{x;}!_,. We write equivalently that for I positive
numbers xq,...,X;,

max {logmax{xl}l 1 log! +logmin{x;}/_ 1} <log E x; < logl + logmax{x;}\_;. (5)
i=1

In practice, we seek matching lower and upper bounds that minimize the bound gap. The gap
of that ham-sandwich inequality in Equation (5) is min{log r:;?;l’ ;l’ , log 1}, which is upper bounded
by log .

A mixture model Zk L' p]( ) must satisfy

max {max{logw (x)}] 1, log K’ + min{log wip' (x )}] 1}

<log <Z w]p] ) <logk' +max{logw]p]( )};‘/:1 (6)
=1

point-wisely for any x € X. Therefore we shall bound the integral term [, m(x) log (Z] LW p]( )) dx
in Equation (3) using piecewise Ise inequalities where the min and max are kept unchanged. We get

Ly(m:m')=— /Xm(x) max{logw}p}(x)};‘/:ldx —logk’, 7)
Ug(m:m') = — /X m(x) max {mm{logw/p]( )}] 1 +1logk/, max{logw/p]( )};‘/:1} dx.  (8)

In order to calculate Ly (m : m’) and Ux (m : m’) efficiently using closed-form formula, let us
compute the upper and lower envelopes of the k' real-valued functions {w/ ’(x) K ; defined on
the support X, that is, Ey(x) = max{w}p}(x) ;‘/:1 and &(x) = min{w;-p;-(x) i1 These envelopes
can be computed exactly using techniques of computational geometry [22,23] provided that we
can calculate the roots of the equation w,p,(x) = w,pl(x), where w,p,(x) and w,p,(x) are a pair
of weighted components. (Although this amounts to solve quadratic equations for Gaussian or
Rayleigh distributions, the roots may not always be available in closed form, e.g. in the case of
Weibull distributions.)

Let the envelopes be combinatorially described by ¢ elementary interval pieces in the form
Iy = (ar,a,41) partitioning the support X = w’_, I, (with a1 = min X and 4,1 = max X). Observe
that on each interval I;, the maximum of the functions {w )}k 1 is given by w/; 5(r )pg_(r) (x), where

4(r) indicates the weighted component dominating all the others, i.e., the arg max of {w; p;(x) ;‘ , for

any x € Iy, and the minimum of {w}p/(x) j"zl is given by w’e(r)p’e(r)(x).

To fix ideas, when mixture components are univariate Gaussians, the upper envelope Ey(x)
amounts to find equivalently the lower envelope of k' parabolas (see Figure 1) which has linear
complexity, and can be computed in O(k’ log k’)-time [24], or in output-sensitive time O(k’ log ¢) [25],
where / denotes the number of parabola segments in the envelope. When the Gaussian mixture
components have all the same weight and variance (e.g., kernel density estimators), the upper envelope
amounts to find a lower envelope of cones: min; [x — ;4;| (a Voronoi diagram in arbitrary dimension).

290



Entropy 2016, 18, 442

~ log(w/p} (x)) w)p(x)

Figure 1. Lower envelope of parabolas corresponding to the upper envelope of weighted components
of a Gaussian mixture with k' = 3 components.

To proceed once the envelopes have been built, we need to calculate two types of definite integrals
on those elementary intervals: (i) the probability mass in an interval j;zb p(x)dx = ®(b) — ®(a) where P
denotes the Cumulative Distribution Function (CDF); and (ii) the partial cross-entropy
- : p(x)log p'(x)dx [26]. Thus let us define these two quantities:

b
Ciylat) = = [ wipi(x) log(w]pj(x))d, ©)
Mab) = — [ wpax (10

By Equations (7) and (8), we get the bounds of Hy (m : m') as

E
S\
o
1~
1~

Lx ( Cs,é(r) (ﬂi’/ ar+1) —log k,/

‘
Il
—_
@
II
—_

E
E\
o
1~
1~

U ( min {Cs,é(r) (ar,8r41), Cse(r)(ar, ar+1) — Ms(ar, ar4+1) log k/} : (11)

‘
Il
-
o«
Il
-

The size of the lower/upper bound formula depends on the envelope complexity ¢, the number
k of mixture components, and the closed-form expressions of the integral terms C; ;(a,b) and M;(a, b).
In general, when a pair of weighted component densities intersect in at most p points, the envelope
complexity is related to the Davenport-Schinzel sequences [27]. It is quasi-linear for bounded
p =0(1), see [27].

Note that in symbolic computing, the Risch semi-algorithm [28] solves the problem of computing
indefinite integration in terms of elementary functions provided that there exists an oracle (hence the
term “semi-algorithm”) for checking whether an expression is equivalent to zero or not (however it is
unknown whether there exists an algorithm implementing the oracle or not).

We presented the technique by bounding the cross-entropy (and entropy) to deliver lower/upper
bounds on the KL divergence. When only the KL divergence needs to be bounded, we rather consider

the ratio term ;;',((’;)) . This requires to partition the support X’ into elementary intervals by overlaying the

critical points of both the lower and upper envelopes of m(x) and m’(x), which can be done in linear time.
In a given elementary interval, since max{k min;{w;p;(x)}, max;{w;p;(x)}} < m(x) < kmax;{w;p;(x)},
we then consider the inequalities:

max{kmin{w;p;(x)}, max{wipi(x)}} _ m(x) _ kmaxi{wipi(x)} (12)
K max]-{w;p}(x)} — m(x) — max{k minj{w;p;.(x)}, maxj{w}p;(x)}}'
We now need to compute definite integrals of the form | ab w1p(x;01) log $§Z gzz;dx (see

Appendix B for explicit formulas when considering scaled and truncated exponential families [17]).
(Thus for exponential families, the ratio of densities removes the auxiliary carrier measure term.)
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We call these bounds CELB and CEUB for Combinatorial Envelope Lower and Upper
Bounds, respectively.

2.1. Tighter Adaptive Bounds

We shall now consider shape-dependent bounds improving over the additive logk + logk’
non-adaptive bounds. This is made possible by a decomposition of the Ise function explained as

follows. Let t;(x1,...,x;) = log (Z;-‘Zl e 7'“) . By translation identity of the Ise function,
Ise(x1,...,xx) = x; + H(xq, ..., xk) (13)

foralli € [k]. Since ¢%™ " = 1if j = i, and €% > 0, we have necessarily #;(xy,...,x¢) > 0 for any
i € [k]. Since Equation (13) is an identity for all i € [k], we minimize the residual t;(xy,...,x) by
maximizing x;. Denoting by x(y),...,x() the sequence of numbers sorted in non-decreasing order,
the decomposition

Ise(xy, ..., x) = X(k) + t(k) (1,0, x) (14)

yields the smallest residual. Since x(;) — x() < O forall j € [k], we have

k—1
t(k) (xl, e ,xk) = log <1 + Z Ex(f)x(k)> < log k.
j=1

This shows the bounds introduced earlier can indeed be improved by a more accurate computation
of the residual term ¢ (x1, ..., Xg)-

When considering 1D GMMs, let us now bound f(x1,...,%) in a combinatorial range
I, = (ay,a,11). Let 6 = 6(r) denote the index of the dominating weighted component in this
range. Then,

— )2 — )2
Vx € I, Vi, exp <—logc7,- - % +logwi) < exp (—logag - % + logw(;) .

Thus we have:

ws (x — ps)? (x—pi)? wi | (x—ps)? w;
logm(x) =1o ——"—+log |1+ ) e -5 +log — + —5~"— —log — .
gm(x) J os5V/21 20% S % P 207 8 o; 20% s o5

Now consider the ratio term:

N (x—wy)? wioy | (x—ps)?
pis(x) = exp < BT log o T T )

It is maximized in I, = (a,,a,11) by maximizing equivalently the following quadratic equation:

S ol T
207 Ws0; 20

— )2 e )2
lis(x) = Gl +log 1% (x = fio)
Setting the derivative to zero (l{, 5(x) = 0), we get the root (when 0; # o)

(s m) (1
o (5-5)/(3-3)

If x; 5 € I, the ratio p; 5(x) can be bounded in the slab I, by considering the extreme values of the
three element set {p; 5(ar), pi s(xis), pis(ar+1) }. Otherwise p; 5(x) is monotonic in Iy, its bounds in I,

292



Entropy 2016, 18, 442

are given by {;5(a), 0;5(a,1)}. In any case, let o (r) and pfi™(r) represent the resulting lower
and upper bounds of p; 5(x) in I,. Then ¢ is bounded in the range I, by:

0 < log <1+me‘“ r) <t; <log <1+me‘“ ) < logk.

i#d i#d

In practice, we always get better bounds using the shape-dependent technique at the expense of
computing overall O(k?) intersection points of the pairwise densities. We call those bounds CEALB and
CEAUB for Combinatorial Envelope Adaptive Lower Bound and Combinatorial Envelope Adaptive
Upper Bound.

Let us illustrate one scenario where this adaptive technique yields very good approximations.
Consider a GMM with all variance ¢ tending to zero (a mixture of k Diracs). Then in a combinatorial
slab I;, we have p§(r) — 0 for all i # 4, and therefore we get tight bounds.

As a related technique, we could also upper bound fa’ " logm(x)dx by (a,11 — ar)log m(ay, a,41)
where m(x, x') denotes the maximal value of the mixture density in the range (x, x’). This maximal
value is either found at the slab extremities, or is a mode of the GMM. It then requires to find the
modes of a GMM [29,30], for which no analytical solution is known in general.

2.2. Another Derivation Using the Arithmetic-Geometric Mean Inequality

Let us start by considering the inequality of arithmetic and geometric weighted means
(AGI, Arithmetic-Geometric Inequality) applied to the mixture component distributions:

k k
= Y wip(x;6;) > [T p(x;6)"
i—1 =1

with equality holds iff. 6; = ... = 6.
To get a tractable formula with a positive remainder of the log-sum term log m(x), we need to
have the log argument greater or equal to 1, and thus we shall write the positive remainder:

R(x) =log <Hn;((x))wl> > 0.
i=1

Therefore, we can decompose the log-sum into a tractable part and a remainder as:

m(x)

log m(x Z w; log p(x; ;) + log () . (15)
i=1 T p(x; 6,)%

For exponential families, the first term can be integrated accurately. For the second term,

we notice that ]_[Z 1 p(x;6;)% is a distribution in the same exponential family. We denote

p(x;60) =TT p(x;6;)". Then

R(x) =log (Zk: w; p(foi)>

i1 p(x;60)

As the ratio p(x;6;)/p(x;6p) can be bounded above and below using techniques in Section 2.1,
R(x) can be correspondingly bounded. Notice the similarity between Equations (14) and (15). The key
difference with the adaptive bounds is that, here we choose p(x;6) instead of the dominating
component in m(x) as the “reference distribution” in the decomposition. This subtle difference
is not presented in detail in our experimental studies but discussed here for completeness. Essentially,
the gap of the bounds is up to the difference between the geometric average and the arithmetic average.
In the extreme case that all mixture components are identical, this gap will reach zero. Therefore we
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expect good quality bounds with a small gap when the mixture components are similar as measured
by KL divergence.

2.3. Case Studies

In the following, we instantiate the proposed method for several prominent cases on the mixture
of exponential family distributions.

2.3.1. The Case of Exponential Mixture Models

An exponential distribution has density p(x; A) = Aexp(—Ax) defined on X = [0, c0) for A > 0.
Its CDF is ®(x;A) = 1 — exp(—Ax). Any two components w;p(x; A1) and wap(x; Az) (with Ay # Ay)
have a unique intersection point

= 10g(w1)\1) — log(wz/\z)

o (16)

if x* > 0; otherwise they do not intersect. The basic formulas to evaluate the bounds are
C;i(a,b) =log (A’»w/-) M;(a,b) +wid; | [a+ E e Mt — (b4 E e Ml 17)

1,] 7 77 1 7 1 ] /\i )\j 7
M;(a,b) = —w; (e*}‘f” - e*)"b> . (18)

2.3.2. The Case of Rayleigh Mixture Models

o

A Rayleigh distribution has density p(x;0) = % exp (7%) , defined on X = [0, 00) for o > 0.

Its CDFis ®(x;0) =1 —exp <f%>. Any two components w1 p(x; 07) and wap(x; 02) (with oy # 03)
must intersect at xyp = 0 and can have at most one other intersection point

2
w107 1 1
* = |1 2/ = -— 19
* J o8 1021712/ <2012 2022) (19)

if the square root is well defined and x* > 0. We have

wh w: -2 2
Cij(a,b) =log —,>M;(a,b) + ~—— | (a® +207)e 7 — (b +207)e *i
l,](a' ) og (0,1/)2 1(“/ ) + 2(0,]/)2 (a + 0’1 )e ( + 0’1 )e
b ox x?
— w; /a ‘7,-2 exp (%rf) log xdx, (20)
a2 2
M;(a,b) = —w; <e wE 2”:‘2) . (1)

The last term in Equation (20) does not have a simple closed form (it requires the exponential
integral, Ei). One need a numerical integrator to compute it.

2.3.3. The Case of Gaussian Mixture Models

The Gaussian density p(x;1,0) = —A—e~("#*/7") has support X = R and parameters
# € Rand o > 0. Its CDF is ®(x; p,0) = 1 {l + erf(’\(/%g)} , where erf is the Gauss error function.

The intersection point x* of two components w;p(x; y1,01) and wop(x; ya, 02) can be obtained by
solving the quadratic equation log (w1p(x; p1,01)) = log (wap(x; u2,02)), which gives at most two
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solutions. As shown in Figure 1, the upper envelope of Gaussian densities corresponds to the lower
envelope of parabolas. We have

. v ;o /71 7# rN2
Cij(a,b) = M;(a,b) (logwj log o] 2log(27r) 2((7;)2 ((yj i) +17,2>>

w;g;

" 2van(ol)?

_ W b—pi a—pi
Mi(a,b)—77<erf<ﬁm)ferf<ﬁ0i>>. (23)

2.3.4. The Case of Gamma Distributions

_ (ﬂﬂlzi)z _ (PHAZ,')2
(a+pi—2u)e > —(b+p—2ue *7 |, (22)

For simplicity, we only consider gamma distributions with the shape parameter k > 0 fixed and

the scale A > 0 varying. The density is defined on (0,0) as p(x;k,A) = ";lri"(;j, where I'(+) is the
gamma function. Its CDF is ®(x; k, A) = y(k,x/A)/T(k), where (-, -) is the lower incomplete gamma

function. Two weighted gamma densities wyp(x; k, A1) and wap(x;k, Ao) (with A # Ay) intersect at a

unique point
. wy wy 1 _ 1
T (k’g Ak log A§> / (Al /\2) 24

if x* > 0; otherwise they do not intersect. From straightforward derivations,

boxk=le7 R ([ x
Cij(a,b) = log M;(a,b) + w; / T X k- 1)logx | dx, (25)

ZU]-
(ADFT (k) AT(k) \ V]

wion =35 (1) +(4)

Similar to the case of Rayleigh mixtures, the last term in Equation (25) relies on numerical integration.

3. Upper-Bounding the Differential Entropy of a Mixture

First, consider a finite parametric mixture model m(x) = YX_, w;p(x;6;). Using the chain rule of
the entropy, we end up with the well-known lemma:

Lemma 1. The entropy of a d-variate mixture is upper bounded by the sum of the entropy of its marginal
mixtures: H(m) < Zflzl H (m;), where m; is the 1D marginal mixture with respect to variable x;.

Since the 1D marginals of a multivariate GMM are univariate GMMs, we thus get a loose upper
bound. A generic sample-based probabilistic bound is reported for the entropies of distributions
with given support [31]: The method builds probabilistic upper and lower piecewisely linear CDFs
based on ani.i.d. finite sample set of size n and a given deviation probability threshold. It then builds
algorithmically between those two bounds the maximum entropy distribution [31] with a so-called
string-tightening algorithm.

Instead, we proceed as follows: Consider finite mixtures of component distributions defined
on the full support RY that have finite component means and variances (like exponential families).
Then we shall use the fact that the maximum entropy distribution with prescribed mean and variance
is a Gaussian distribution, and conclude the upper bound by plugging the mixture mean and variance
in the differential entropy formula of the Gaussian distribution. In general, the maximum entropy
with moment constraints yields as a solution an exponential family.
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Without loss of generality, consider GMMs in the form m(x) = Z{le wip(xu;, Z) (Z; = (71-2
for univariate Gaussians). The mean ji of the mixture is i = 2?:1 w;y; and the variance is
o2 = E[m?] — E[m]?. Since E[m?] = ¥ ; w; [ x®p(x; u;, £;)dx = L5 w; (4? + 07), we deduce that

k k 2k
=Y wi(u?+0?) - <2wm,-> =) w {(Vi_ﬁ)z""o—iz] :
iz = i1

The entropy of a random variable with a prescribed variance 2 is maximal for the Gaussian

distribution with the same variance 62, see [4]. Since the differential entropy of a Gaussian is
log(v/2me), we deduce that the entropy of the GMM is upper bounded by

H(m) < 1log(Zme) + llogzk:wi {(y- —j)? +02] .
-2 2 ! !

i=1

This upper bound can be easily generalized to arbitrary dimensionality. We get the following lemma:

Lemma 2. The entropy of a d-variate GMM m(x) = YK wp(x;u,%;) is upper bounded by
4log(2mte) + L logdet S, where £ = Y5 w;(uip| + %) — <ZL1 wm,) (Zi'(:l wiyiT).

In general, exponential families have finite moments of any order [17]: In particular, we have
E[t(X)] = VF(#) and V[t(X)] = V2F(8). For Gaussian distribution, we have the sufficient statistics
t(x) = (x,x2) so that E[t(X)] = VF(8) yields the mean and variance from the log-normalizer. It is
easy to generalize Lemma 2 to mixtures of exponential family distributions.

Note that this bound (called the Maximum Entropy Upper Bound in [13], MEUB) is tight when
the GMM approximates a single Gaussian. It is fast to compute compared to the bound reported in [9]
that uses Taylor’ s expansion of the log-sum of the mixture density.

A similar argument cannot be applied for a lower bound since a GMM with a given variance
may have entropy tending to —oco. For example, assume the 2-component mixture’s mean is zero, and
that the variance approximates 1 by taking m(x) = 1G(x; —1,€) + 1G(x;1,€) where G denotes the
Gaussian density. Letting € — 0, we get the entropy tending to —co.

We remark that our log-sum-exp inequality technique yields a log 2 additive approximation range
in the case of a Gaussian mixture with two components. It thus generalizes the bounds reported in [7]
to GMMs with arbitrary variances that are not necessarily equal.

To see the bound gap, we have

_ Z/I m(x) <logk+logmaxwipi(x)> dx < H(m)
r Sl 1
< - Z/ m(x) max {logmax w;pi(x), logk +log min wipi(x)} dx. (27)
7 JIr i i

Therefore the gap is at most

A= min{Z/[ m(x)log wdx, logk}
r r

min; w;p;(x)

= min {22/] wsps(x) log %ipi(x))dx, logk} . (28)

min; w;p;(x
Thus to compute the gap error bound of the differential entropy, we need to integrate terms in

the form )
wypp(x
/wapu(x) log wigf(x) dx
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See Appendix B for a closed-form formula when dealing with exponential family components.
4. Bounding the a-Divergence
The a-divergence [15,32-34] between n1(x) = YX_, w;p;(x) and m'(x) = Ei'(/:l wip!(x) is defined as

Dy (m:m') = ;) <1 - /X m(x)“m'(x)l_"‘dx> , (29)

T a(l—a

which clearly satisfies Dy (m: m') = Dy_, (m’: m). The a-divergence is a family of information
divergences parametrized by « € R\ {0,1}. Let &« — 1, we get the KL divergence (see [35] for a proof):

iiiq Dy(m:m') =KL(m:m') = ./X m(x)log ;1”/(();)) dx, (30)

and & — 0 gives the reverse KL divergence:
lim Dy (m : m') = KL(m' : m).
a—0

Other interesting values [33] include a = 1/2 (squared Hellinger distance), « = 2 (Pearson
Chi-square distance), « = —1 (Neyman Chi-square distance), etc. Notably, the Hellinger distance is a
valid distance metric which satisfies non-negativity, symmetry, and the triangle inequality. In general,
Dy(m : m') only satisfies non-negativity so that D, (m : m’) > 0 for any m(x) and m'(x). It is
neither symmetric nor admitting the triangle inequality. Minimization of a-divergences allows one to
choose a trade-off between mode fitting and support fitting of the minimizer [36]. The minimizer of
a-divergences including MLE as a special case has interesting connections with transcendental number
theory [37].

To compute Dy, (1 : m") for given m(x) and m'(x) reduces to evaluate the Hellinger integral [38,39]:

Hy(m:m') = /X m(x)*m’ (x)'~*dx, (31)

which in general does not have a closed form, as it was known that the a-divergence of mixture
models is not analytic [6]. Moreover, H, (m : m') may diverge making the a-divergence unbounded.
Once Hy(m : m’ ) can be solved, the Rényi and Tsallis divergences [35] and in general Sharma—Mittal
divergences [40] can be easily computed. Therefore the results presented here directly extend to those
divergence families.

Similar to the case of KL divergence, the Monte Carlo stochastic estimation of H, (m : m’) can be

computed either as
N 1T (' ()"
A o) = 00 ()
i=1

where xy,...,x, ~ m(x) are i.i.d. samples, or as

B (mem') = Z <Z/((Z))>a’

i=1

where x1,...,x, ~ n’(x) are iid. In either case, it is consistent so that lim,, e H (1 : m') = Hy (m : n').
However, MC estimation requires a large sample and does not guarantee deterministic bounds.
The techniques described in [41] work in practice for very close distributions, and do not apply
between mixture models. We will therefore derive combinatorial bounds for H (m : m'). The structure
of this Section is parallel with Section 2 with necessary reformulations for a clear presentation.
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4.1. Basic Bounds

For a pair of given m(x) and m’(x), we only need to derive bounds of H,(m : m’) in Equation (31)
so that Ly(m : m') < Hy(m : m") < Uy(m : m’"). Then the a-divergence Dy (m : m') can be bounded
by a linear transformation of the range [Ly (1 : m’), Uy(m : m’)]. In the following we always assume
without loss of generality &« > 1/2. Otherwise we can bound D, (m : m') by considering equivalently
the bounds of Dy, (m’ : m).

Recall that in each elementary slab I,, we have

max {kwe(r)Pe(r>(x)rwo‘(r)lﬂa(r) (x)} < m(x) < kws(r) pa(ry (x)- (32)

Notice that kwe(,) Pe(r) (X), Wa(r)Ps(r) (¥), and kws,y py(r) (x) are all single component distributions
up to a scaling coefficient. The general thinking is to bound the multi-component mixture m(x) by
single component distributions in each elementary interval, so that the integral in Equation (31) can be
computed in a piecewise manner.

For the convenience of notation, we rewrite Equation (32) as

Cu(n Pur) (%) < m(x) < csPsr) (%), (33)

where
Cu(r)Pu(r) (X) = ke Pe(ry () OF W50 Po(r) (%), (34)
C5() Ps(r) (%) = kwsp) Ps(r) (%)- (35)

If1/2 < & < 1, then both x* and x!~* are monotonically increasing on R*. Therefore we have
v(r W (r IT </ 1 fdx < A 3(r),0 ()(IT)r (36)
where
1-a
a5 = [@pio)* (qpj) “dx, (37)

and I denotes an interval I = (a,b) C R. The other case a > 1 is similar by noting that x* and x!~* are
monotonically increasing and decreasing on R*, respectively. In conclusion, we obtain the following
bounds of Hy (m : m'):

If1/2<a <1, Ly(m:m') Ir Uy (m :m') (38)

ifa>1, Lamm r) LI,Xmm

)= ¥ 4 - 4
L L
2 () Z (39)

The remaining problem is to compute the definite integral A‘Z-"]-(I ) in the above equations.
Here we assume all mixture components are in the same exponential family so that
pi(x) = p(x;6;) = h(x) exp (6, t(x) — F(6;)), where h(x) is a base measure, ¢(x) is a vector of sufficient
statistics, and the function F is known as the cumulant generating function. Then it is straightforward
from Equation (37) that

A1) = i (c /h exp<<tx9 +(1—p¢)e])Tt(x)—ap(e,.)—(1—pc)P(e;)>dx. (40)
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If1/2<a <1,thend = ab; + (1 — zx)@j» belongs to the natural parameter space M. Therefore Af j(I )
is bounded and can be computed from the CDF of p(x;0) as

Aji(I) = c‘f‘(c})lf"‘ exp(F (8) — aF(8;) — (1 —a)F(6;)) /Ip (x;0) dx. (41)

The other case « > 1 is more difficult: if § = af; + (1 — vc)G; still lies in My, then A;{j(l) can be
computed by Equation (41). Otherwise we try to solve it by a numerical integrator. This is not ideal as
the integral may diverge, or our approximation may be too loose to conclude. We point the reader
to [42] and Equations (61)—-(69) in [35] for related analysis with more details. As computing Al‘f‘,j(l )
only requires O(1) time, the overall computational complexity (without considering the envelope
computation) is O().

4.2. Adaptive Bounds

This section derives the shape-dependent bounds which improve the basic bounds in Section 4.1.
We can rewrite a mixture model m(x) in a slab I, as

w;pi(x)
m(x) = weype (%) | 1+ =, (42)
U #;m W) P (*)

where wg () pe () (%) is a weighted component in 1 (x) serving as a reference. We only discuss the case
that the reference is chosen as the dominating component, i.e., {(r) = é(r). However it is worth to
note that the proposed bounds do not depend on this particular choice. Therefore the ratio

wipi(x) w; ( T
s = L exp | (6i — 0y ) t(x)—F(6;)+ F(0:)) 43)
W) Peir) (X)W ( o )) )

can be bounded in a sub-range of [0,1] by analyzing the extreme values of t(x) in the slab I,. This
can be done because f(x) usually consists of polynomial functions with finite critical points which
can be solved easily. Correspondingly the function { 1+ 37 () M) in I; can be bounded in a

@enPe(r) (¥)
subrange of [1, k], denoted as [w;(, (L), Qg (r) (I)]. Hence

Wi (D)W Pe(r) (%) < m(x) < Oy (I ) e (3)- (44)

This forms better bounds of m(x) than Equation (32) because each component in the slab I, is
analyzed more accurately. Therefore, we refine the fundamental bounds of m(x) by replacing the
Equations (34) and (35) with

Cv(r)pv(r)(x) = wg(y)(lr)wg(r)l?g(r)(x)/ (45)

Cs(ryPar)(X) = Q) (I )W () Py () (X)- (46)

Then, the improved bounds of H, are given by Equations (38) and (39) according to the above
replaced definition of ¢,y py () (x) and 5y P (%)-

To evaluate wg(,(I;) and Q(,(Ir) requires iterating through all components in each slab.
Therefore the computational complexity is increased to O (¢(k +k')).

4.3. Variance-Reduced Bounds

This section further improves the proposed bounds based on variance reduction [43].
By assumption, & > 1/2, then m(x)%m’(x)!~* is more similar to m(x) rather than m’(x). The ratio
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m(x)*m’ (x)1=% /m(x) is likely to have a small variance when x varies inside a slab I, especially when
w is close to 1. We will therefore bound this ratio term in

/I, m(x) m’ (x)1%dx = /Ir m(x) (77”(36);”;;(;)1%) dx = é/b w;pi(x) (,:1/((;))>1** dx. (47)

No matter « < 1 or a > 1, the function x'~* must be monotonic on R*. In each slab I,
(m'(x)/ m(x))lfa ranges between these two functions:

1- 1-
C:/’(r)p:/’(r) )\ * Cg’(r)pg’(r) ()
—_—t and —_— , (48)
Cs(r)Ps(r) (x) Cu(r)Pu(r) (x)
where ¢, () Py (r) (%), €51 Ps(r) (%), c:/,(r)p:/,(r) (x) and cg,(r)p;,(r> (x) are defined in Equations (45) and (46).
Similar to the definition of A} j(I ) in Equation (37), we define

1-a
1P (x)
B (D) = [wipilx <C]p](x)> dx. (®9)

Therefore we have,

Ly(m:m'y =minS, U(m:m') =maxS,

{ZZB éé } (50)

r=11i

The remaining problem is to evaluate Bf‘j ,(I) in Equation (49). Similar to Section 4.1, assuming
the components are in the same exponential family with respect to the natural parameters 6, we get

/-
B, (D) wi%exp <P(é) —F(8) — (1—a)E(8) + (1 —a) > /p x;6)d (51)
]
If§ = 0; + (1 — )6 — (1 — «)0; is in the natural parameter space, B 7 % ,(I) can be computed from the
CDF of p(x;0); otherwise B"‘ ;(I) can be numerically integrated by its definition in Equation (49).
The computational complex1ty is the same as the bounds in Section 4.2, i.e., O(¢ (k + k')).

We have introduced three pairs of deterministic lower and upper bounds that enclose the true
value of a-divergence between univariate mixture models. Thus the gap between the upper and lower
bounds provides the additive approximation factor of the bounds. We conclude by emphasizing
that the presented methodology can be easily generalized to other divergences [35,40] relying on
Hellinger-type integrals H,g(p : q) = [ p(x x)Pdx like the y-divergence [44] as well as entropy
measures [45].

5. Lower Bounds of the f-Divergence

The f-divergence between two distributions m(x) and m’(x) (not necessarily mixtures) is defined

for a convex genemtm f by
D¢(m: 171 m dx.
f( / ( l(ﬁf >

If f(x) = —logx, then Dy(m : m') = KL(m : m').
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Let us partition the support X' = w’_, I, arbitrarily into elementary ranges, which do not necessarily
correspond to the envelopes. Denote by M; the probability mass of a mixture m(x) in the range I:

fl x)dx. Then
x), (m'(x)
Z oS, s Gy 2

. m(x) . . . . . . P .
Note that in range I, M, 1S @ unit weight distribution. Thus by Jensen’s inequality

F(E[X]) < E[f(X)], we get

, ¢ M;
o Z "y < i 1\/(11) Tn ((;f)) dx) = ; M, f ( MZ) . (52)

Notice that the RHS of Equation (52) is the f-divergence between (My,---,Mj,) and
(Mj,--+,Mj,), denoted by D%(m : m'). In the special case that { = 1 and I; = X, the above
Equation (52) turns out to be the usual Gibbs’ inequality: Dy(m : m’) > f(1), and Csiszar generator
is chosen so that f(1) = 0. In conclusion, for a fixed (coarse-grained) countable partition of X', we
recover the well-know information monotonicity [46] of the f-divergences:

Dy(m:m') > D%(m:m') > 0.

In practice, we get closed-form lower bounds when M; = f m(x)dx = ®(b) — ®(a) is available
in closed-form, where ®(-) denote the CDE In particular, if m(x) is a mixture model, then its CDF can
be computed by linearly combining the CDFs of its components.

To wrap up, we have proved that coarse-graining by making a finite partition of the support
X yields a lower bound on the f-divergence by virtue of the information monotonicity. Therefore,
instead of doing Monte Carlo stochastic integration:

with x1,...,%, ~jq. m(x), it could be better to sort those n samples and consider the
coarse-grained partition:

I = (=00, x(y)]U <W7;11(x(i)/x(i+1>]> U (x(n), +00)

to get a guaranteed lower bound on the f-divergence. We will call this bound CGQLB for Coarse Graining
Quantization Lower Bound.
Given a budget of n splitting points on the range X, it would be interesting to find the best n

points that maximize the lower bound D% (m : m'). This is ongoing research.

6. Experiments

We perform an empirical study to verify our theoretical bounds. We simulate four pairs of mixture
models {(EMM;, EMMy ), (RMM7, RMM, ), (GMM;, GMMy ), (GaMMy, GaMMy ) } as the test subjects. The component
type is implied by the model name, where GaMM stands for Gamma mixtures. The components of each
mixture model are given as follows.

1. EMM;’s components, in the form (A;, w;), are given by (0.1,1/3), (0.5,1/3), (1,1/3); EMMy’s
components are (2,0.2), (10,0.4), (20,0.4).

2. RMM;’s components, in the form (o;, w;), are given by (0.5,1/3), (2,1/3), (10,1/3); RMM, consists
of (5,0.25), (60,0.25), (100, 0.5).
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3. GMM;’s components, in the form (y;, 07, w;), are (—5,1,0.05), (—2,0.5,0.1), (5,0.3,0.2), (10,0.5,0.2),
(15,0.4,0.05), (25,0.5,0.3), (30,2,0.1); GMM, consists of (—16,0.5,0.1), (—12,0.2,0.1), (~8,0.5,0.1),
(—4,02,0.1), (0,05,02), (4,0.2,0.1), (8,0.5,0.1), (12,0.2,0.1), (16,0.5,0.1).

4. GaMM;’s components, in the form (k;, A;, w;), are (2,0.5,1/3), (2,2,1/3), (2,4,1/3); GaMM consists
of (2,5,1/3), (2,8,1/3), (2,10,1/3).

We compare the proposed bounds with Monte Carlo estimation with different sample sizes in the
range {102,10%,10%,10°}. For each sample size configuration, we report the 0.95 confidence interval by
Monte Carlo estimation using the corresponding number of samples. Figure 2a—d shows the input
signals as well as the estimation results, where the proposed bounds CELB, CEUB, CEALB, CEAUB,
CGQLB are presented as horizontal lines, and the Monte Carlo estimations over different sample
sizes are presented as error bars. We can loosely consider the average Monte Carlo output with the
largest sample size (10%) as the underlying truth, which is clearly inside our bounds. This serves as an
empirical justification on the correctness of the bounds.

A key observation is that the bounds can be very tight, especially when the underlying KL
divergence has a large magnitude, e.g., KL(RMM, : RMM; ). This is because the gap between the lower
and upper bounds is always guaranteed to be within logk -+ log k. Because KL is unbounded [4],
in the general case two mixture models may have a large KL. Then our approximation gap is relatively
very small. On the other hand, we also observed that the bounds in certain cases, e.g., KL(EMM, : EMM;),
are not as tight as the other cases. When the underlying KL is small, the bounds are not as informative
as the general case.

Comparatively, there is a significant improvement of the shape-dependent bounds (CEALB and
CEAUB) over the combinatorial bounds (CELB and CEUB). In all investigated cases, the adaptive
bounds can roughly shrink the gap by half of its original size at the cost of additional computation.

Note that, the bounds are accurate and must contain the true value. Monte Carlo estimation
gives no guarantee on where the true value is. For example, in estimating KL(GMM; : GMM, ), Monte
Carlo estimation based on 10* samples can go beyond our bounds! It therefore suffers from a larger
estimation error.

CGQLB as a simple-to-implement technique shows surprising good performance in several cases,
e.g., KL(RMM;, RMM, ). Although it requires a large number of samples, we can observe that increasing
sample size has limited effect on improving this bound. Therefore, in practice, one may intersect the
range defined by CEALB and CEAUB with the range defined by CGQLB with a small sample size
(e.g., 100) to get better bounds.

We simulates a set of Gaussian mixture models besides the above GMM; and GMM,. Figure 3 shows
the GMM densities as well as their differential entropy. A detailed explanation of the components of
each GMM model is omitted for brevity.

The key observation is that CEUB (CEAUB) is very tight in most of the investigated cases. This is
because that the upper envelope that is used to compute CEUB (CEAUB) gives a very good estimation
of the input signal.

Notice that MEUB only gives an upper bound of the differential entropy as discussed in Section 3.
In general the proposed bounds are tighter than MEUB. However, this is not the case when the mixture
components are merged together and approximate one single Gaussian (and therefore its entropy can
be well approximated by the Gaussian entropy), as shown in the last line of Figure 3.

For a-divergence, the bounds introduced in Sections 4.1-4.3 are denoted as “Basic”, “Adaptive’
and “VR”, respectively. Figure 4 visualizes these GMMs and plots the estimations of their -divergences
against . The red lines mean the upper envelope. The dashed vertical lines mean the elementary
intervals. The components of GMM; and GMM, are more separated than GMM3 and GMMg. Therefore these
two pairs present different cases. For a clear presentation, only VR (which is expected to be better
than Basic and Adaptive) is shown. We can see that, visually in the big scale, VR tightly surrounds the
true value.

2
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The error-bars show the 0.95 confidence interval by Monte Carlo estimation using the corresponding
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For a more quantitative comparison, Table 1 shows the estimated a-divergence by MC, Basic,
Adaptive, and VR. As D, is defined on R \ {0, 1}, the KL bounds CE(A)LB and CE(A)UB are presented
for & = 0 or 1. Overall, we have the following order of gap size: Basic > Adaptive > VR, and VR is
recommended in general for bounding a-divergences. There are certain cases that the upper VR bound
is looser than Adaptive. In practice one can compute the intersection of these bounds as well as the
trivial bound Dy (m : m") > 0 to get the best estimation.

Table 1. The estimated D, and its bounds. The 95% confidence interval is shown for MC.

Basic Adaptive VR
L u L 18) L u

0 1596+39 1230+1.0 13.63+£0.3 11.75 1589 1296  14.63
0.01 1336+29 10.63+08 11.66+03 —70050 11.73 -7733 11.73 1140 1227
GMM; &GMM, 0.5 3.57+03 347+£01 347+0.07 —0.60 3.42 3.01 3.42 3.17 3.51
099 40.04+77 3722423 3858+08 —333.90 39.04 5.36 38.98 3828 38.96
1 104.01£28 8496+72 9257425 91.44 95.59 9276  94.41

0 0.71+£0.2  0.63£0.07 0.62+0.02 0.00 176 0.00 116
0.01 071+02 063+£0.07 0.624+002 -179.13 763 3874 496 0.29 1.00
GMM3 &GMMg 0.5 0.824+0.3 0.574+0.1  0.62+£0.04 —5.23 0.93 -0.71 085 —018 1.19
099 079+03 076 £0.1 0.80+0.03 —16572 1210 —59.76 9.11 0.37 1.28

1 0.80+0.3 0.77+£0.1  0.81+0.03 0.00 1.82 0.31 1.40

o MC(10%) MC(10%)  MC(10%)

Note the similarity between KL in Equation (30) and the expression in Equation (47). We give without
a formal analysis that: CEAL(U)B is equivalent to VR at the limit « — 0 or « — 1. Experimentally as
we slowly set & — 1, we can see that VR is consistent with CEAL(U)B.

7. Concluding Remarks and Perspectives

We have presented a fast versatile method to compute bounds on the Kullback-Leibler divergence
between mixtures by building algorithmic formulae. We reported on our experiments for various
mixture models in the exponential family. For univariate GMMs, we get a guaranteed bound of the KL
divergence of two mixtures m and m’ with k and k’ components within an additive approximation factor

of logk + logk’ in O ((k + k') log(k + k"))-time. Therefore, the larger the KL divergence, the better
log k+log kK’
KL(m:m") *

The adaptive bounds are guaranteed to yield better bounds at the expense of computing potentially

O (k* + (K')?) intersection points of pairwise weighted components.
Our technique also yields the bound for the Jeffreys divergence (the symmetrized KL divergence:
J(m,m") = KL(m : m") + KL(m' : m)) and the Jensen-Shannon divergence [47] (JS):

1 m-+m' m+m'
! - . /.
]S(m,m)72<KL<m. 7 )+KL<m . ,
m+m'

since 4™ js a mixture model with k + k' components. One advantage of this statistical distance
is that it is symmetric, always bounded by log 2, and its square root yields a metric distance [48].
The log-sum-exp inequalities may also be used to compute some Rényi divergences [35]:

the bound when considering a multiplicative (1 + a)-approximation factor, since & =

Rolomp) = - tog [ m(x)*p(a)'+ ),
when « is an integer, m(x) a mixture and p(x) a single (component) distribution. Getting fast
guaranteed tight bounds on statistical distances between mixtures opens many avenues. For example,
we may consider building hierarchical mixture models by merging iteratively two mixture components
so that those pairs of components are chosen so that the KL distance between the full mixture and the
simplified mixture is minimized.

In order to be useful, our technique is unfortunately limited to univariate mixtures: indeed,
in higher dimensions, we can still compute the maximization diagram of weighted components
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(an additively weighted Bregman—Voronoi diagram [49,50] for components belonging to the same
exponential family). However, it becomes more complex to compute in the elementary Voronoi
cells V, the functions C; ;(V) and M;(V) (in 1D, the Voronoi cells are segments). We may obtain hybrid
algorithms by approximating or estimating these functions. In 2D, it is thus possible to obtain lower
and upper bounds on the Mutual Information [51] (MI) when the joint distribution m(x,y) is a 2D
mixture of Gaussians:

) — m(x,y)
I(M; M) = / m(x,y)log dedy.
Indeed, the marginal distributions m(x) and m’(y) are univariate Gaussian mixtures.
A Python code implementing those computational-geometric methods for reproducible research
is available online [52].
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Appendix A. The Kullback-Leibler Divergence of Mixture Models Is Not Analytic [6]

Ideally, we aim at getting a finite length closed-form formula to compute the KL divergence of
finite mixture models. However, this is provably mathematically intractable [6] because of the log-sum
term in the integral, as we shall prove below.

Analytic expressions encompass closed-form formula and may include special functions
(e.g., Gamma function) but do not allow to use limits or integrals. An analytic function f(x)
is a C® function (infinitely differentiable) such that around any point xy the k-order Taylor
series Ty (x) = Y5, M(x —x0)! converges to f(x): limy_,. Tx(x) = f(x) for x belonging to a
neighborhood N;(xg) = {x : |x — x| < r} of xp, where r is called the radius of convergence.
The analytic property of a function is equivalent to the condition that for each k € N, there exists a
constant ¢ such that ‘% (x)‘ < KL,

To prove that the KL of mixtures is not analytic (hence does not admit a closed-form formula),
we shall adapt the proof reported in [6] (in Japanese, we thank Professor Aoyagi for sending
us his paper [6]). We shall prove that KL(p : g) is not analytic for p(x) = G(x;0,1) and
g(x;w) = (1-w)G(x;0,1) + wG(x;1,1), wherew € (0,1),and G(x; u,0) = Zlm exp(— (XZLZ)Z) is the
density of a univariate Gaussian of mean y and standard deviation ¢. Let D(w) = KL(p(x) : q(x; w))
denote the KL divergence between these two mixtures (p has a single component and g4 has
two components).

We have
,CZ
x eXpl—7 _
log Zf.z)u)ﬂog xz( ) Gy = ~log(l4w(e 2-1). (A
qLx; (17w)exp(77)+wexp(f > )
Therefore L ( )k
dD (-1 -1
S /p(x)(e P 1)dw.

Let xg be the root of the equation ¢*"3 —1 = ¢3 so that for x > xp, we have 1 > 3,
It follows that:

d\D| 1 g ™ 1.
s ZE/xO p(x)ede:EeSAk
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-k
with A = [ \/%exp(—%)dx. When k — oo, we have Ay — 1. Consider ky € N such that

xo
Ay, > 0.9. Then the radius of convergence r is such that:

1
1 1 K2\
>Nl —0. — = .
; 2 am <kk!09€Xp<8>> «

Thus the convergence radius is 7 = 0, and therefore the KL divergence is not an analytic function
of the parameter w. The KL of mixtures is an example of a non-analytic smooth function. (Notice that
the absolute value is not analytic at 0.)

Appendix B. Closed-Form Formula for the Kullback-Leibler Divergence between Scaled and
Truncated Exponential Families

When computing approximation bounds for the KL divergence between two mixtures n(x) and

m'(x), we end up with the task of computing [, w,p.(x)log Zé; é’((:; dx where D C X is a subset of
the full support X'. We report a generic formula for computing these formula when the mixture
(scaled and truncated) components belong to the same exponential family [17]. An exponential family
has canonical log-density written as I(x;8) = log p(x;68) = 6T t(x) — F(8) + k(x), where t(x) denotes
the sufficient statistics, F(6) the log-normalizer (also called cumulant function or partition function),
and k(x) an auxiliary carrier term.

Let KL(wqpy : wapy : waps) = f;r wyp1(x) log wapa(x) 4y — Hy (wyp1 : waps) — Hy (w1p1 : wapz).

w3p3(x)
Since it is a difference of two cross-entropies, we get for three distributions belonging to the same

exponential family [26] the following formula:
w
KL(w1p1 : wapz : waps) = wy log i + w1 (F(63) — F(62) — (65 — 62) T VF(61)).

Furthermore, when the support is restricted, say to support range D C X, let
_ p(x0)

11> (©) the normalized distribution. Then we have:

mp(6) = [}, p(x;0)dx denote the mass and p(x;6)

wymp(63)
w3np(62)

wapa(x) _ _ _
w x)lo dx = mp(61)(KL(w T w LW —lo
J e () log T22 S = m(01) (KL py : wap : wsfs)) —log

When Fp(0) = F(6) —log mp(0) is strictly convex and differentiable then p(x; ) is an exponential
family and the closed-form formula follows straightforwardly. Otherwise, we still get a closed-form but
need more derivations. For univariate distributions, we write D = (a,b) and mp(6) = jab p(x;0)dx =
Py(b) — Pg(a) where Py(a) = [* p(x;0)dx denotes the cumulative distribution function.

The usual formula for truncated and scaled Kullback-Leibler divergence is:

KLp(wp(x;0) : w'p(x;0')) = wmp(6) (1og % + Br(0' : 9)) +w(® —0) Vmp(6),  (B1)
where Br(6#' : ) is a Bregman divergence [5]:
Br(0':0) = F(0') — F(6) — (¢ —0) TVF(0).

This formula extends the classic formula [5] for full regular exponential families (by setting
w=w =1and mp(0) = 1 with Vimp() = 0).
Similar formulee are available for the cross-entropy and entropy of exponential families [26].

Appendix C. On the Approximation of KL between Smooth Mixtures by a Bregman
Divergence [5]

Clearly, since Bregman divergences are always finite while KL divergences may diverge, we need
extra conditions to assert that the KL between mixtures can be approximated by Bregman divergences.
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We require that the Jeffreys divergence between mixtures be finite in order to approximate the KL
between mixtures by a Bregman divergence. We loosely derive this observation (Careful derivations
will be reported elsewhere) using two different approaches:

First, continuous mixture distributions have smooth densities that can be arbitrarily closely
approximated using a single distribution (potentially multi-modal) belonging to the Polynomial
Exponential Families [53,54] (PEFs). A polynomial exponential family of order D has log-likelihood
1(x;0) o« P 6;x: Therefore, a PEF is an exponential family with polynomial sufficient statistics
t(x) = (x,2%...,xP). However, the log-normalizer Fp(0) = log [ exp(6Tt(x))dx of a D-order
PEF is not available in closed-form: It is computationally intractable. Nevertheless, the KL
between two mixtures m(x) and m’(x) can be theoretically approximated closely by a Bregman
divergence between the two corresponding PEFs: KL(m(x) : m’(x)) ~ KL(p(x;6) : p(x;0")) =
Br, (0":6), where 6 and ¢ are the natural parameters of the PEF family {p(x;6)} approximating
m(x) and m'(x), respectively (i.e., m(x) =~ p(x;0) and m’(x) =~ p(x;6')). Notice that the Bregman
divergence of PEFs has necessarily finite value but the KL of two smooth mixtures can potentially
diverge (infinite value), hence the conditions on Jeffreys divergence to be finite.

Second, consider two finite mixtures m(x) = YX_; w;p;(x) and m’'(x) = Z}‘;l w;p]’(x) of k and
k' components (possibly with heterogeneous components p;(x)’s and p}(x)’s), respectively.
In information geometry, a mixture family is the set of convex combination of fixed component
densities. Thus in statistics, a mixture is understood as a convex combination of parametric
components while in information geometry a mixture family is the set of convex combination
of fixed components. Let us consider the mixture families {g(x; (w,w'))} generated by the
D = k + K fixed components p(x),..., pi(x), pi(x), ..., pj (x):

k K k K
{g(x; (w,w')) = Zwipf(x) + Zw]’p;(x) : Zwi + Ew]’ = 1}
i=1 =1 i=1 =1

We can approximate arbitrarily finely (with respect to total variation) mixture m(x) for any € > 0
by g(x;a) ~ (1 —€)m(x) +em’(x) with & = ((1 — €)w, ew’) (so that Zi.‘i{‘/ a; = 1) and m’(x) ~
g(x;a") = em(x) + (1 — e)m'(x) with ' = (ew, (1 — €)w') (and Zf.‘:lk/ «f = 1). Therefore KL(m(x) :
m'(x)) ~ KL(g(x;a) : g(x;a")) = Bps(a : &), where F*(a) = [ g(x;«) log g(x; &)dx is the Shannon
information (negative Shannon entropy) for the composite mixture family. Again, the Bregman
divergence Bg-(a : «') is necessarily finite but KL(m(x) : m'(x)) between mixtures may be
potentially infinite when the KL integral diverges (hence, the condition on Jeffreys divergence
finiteness). Interestingly, this Shannon information can be arbitrarily closely approximated when
considering isotropic Gaussians [13]. Notice that the convex conjugate F(6) of the continuous
Shannon neg-entropy F*(#) is the log-sum-exp function on the inverse soft map.
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expectations with respect to sequential escort distributions effectively work for anomalous statistics.
In particular, it is shown that a Fisher metric on a g-exponential family can be obtained from
the escort expectation with respect to the second escort distribution, and a cubic form (or an
Amari—Chentsov tensor field, equivalently) is obtained from the escort expectation with respect
to the third escort distribution.
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1. Introduction

Long tailed probability distributions and their related probability distributions are important
objects in anomalous statistical physics (cf. [1-3]). For such long tailed probability distributions,
the standard expectation does not exist in general. Therefore, the notion of escort distribution has
been introduced [4]. Since an escort distribution gives a suitable weight for tail probability, the escort
expectation which is the expectation with respect to an escort distribution is more useful than the
standard one.

In anomalous statistics, a deformed exponential function and a deformed logarithm function play
essential roles. In fact, a deformed exponential family is an important statistical model in anomalous
statistics. Such a statistical model is described by such a deformed exponential function. In particular,
the set of all g-normal distributions (or Student’s ¢-distributions, equivalently) is a g-exponential family,
which is described by a g-deformed exponential function [5] (see also [6,7]).

On the other hand, a generalized score function is defined from a deformed logarithm function.
In the previous works, the author showed that a deformed score function is unbiased with respect to
the escort expectation [8,9]. This implies that a deformed score function is regarded as an estimating
function on a deformed exponential family. In addition, in information geometry, it is known that
a deformed exponential family has a statistical manifold structure. Then a deformed score function
is regarded as a tangent vector on this statistical manifold [6,10]. Therefore, properties of escort
expectations are closely related to geometric structures on a deformed exponential family.
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In this paper, we introduce a sequence of escort distributions, then we consider a sequential
structure of escort expectations. It is known that a deformed exponential family naturally has at
least three kind of different statistical manifold structures [6,11]. Then we show that such statistical
manifold structures can be obtained from a sequential structure of escort expectations. In particular,
we show that a Fisher metric on a g-exponential family can be obtained from the deformed expectations
with respect to the second escort distribution, and a cubic form (or an Amari-Chentsov tensor field,
equivalently) is obtained from the deformed expectations with respect to the third escort distribution.

This paper is written based on the proceeding paper [7]. However, this paper focuses on
deformed expectations of a g-exponential family, whereas the previous paper focused on deformed
independences. We remark that several authors have been studying deformed expectations recently.
See [12,13], for example.

2. Deformed Exponential Families

In this paper, we assume that all objects are smooth for simplicity. Let us review preliminary facts
about deformed exponential functions and deformed exponential families. For more details, see [2,6],
for example. Historically, Tsallis [14] introduced the notion of g-exponential function and Naudts [5]
introduced the notion of g-exponential family together with a further generalization. Such a historical
note is provided in [2].

Let R+ be the set of all positive real numbers, R4+ := {x € R|x > 0}. Let x be a strictly
increasing function from Ry, to Ry . We define a x-logarithm function or a deformed logarithm

function by
s 1
In s::/ ——dt.
P hox(®)

The inverse of Iny s is called a x-exponential function or a deformed exponential function, which is
defined by

t
exp, t:=1 +/O u(s)ds,

where the function u(s) is given by u(Iny s) = x(s).
From now on, we suppose that x is a power function, that is, x(t) = 7. Then the deformed
logarithm and the deformed exponential are defined by
sl=1 -1
Ings := oo (s >0),
1
exp, t = 1+ @1—g)t)ta, (1+(1—g)t>0).

We say that Ings is a g-logarithm function and exp, t is a q-exponential function. In this case,
the function u(s) is given by

q
=

u(s) =1+ 1 —gq)s)™7 = {equs}q.

By taking a limit § — 1, these functions coincide with the standard logarithm In s and the standard
exponential exp ¢, respectively.
A statistical model S; is called a g-exponential family if

Sy = {p(x,@) p(x;0) = exp, {Zn: 0'F;(x) — ¢(9)} ,0€e®CR" } , (1)
i-1

where Fy (x),. .., Fy(x) are functions on a sample space Q, 8 = {(0!,...,60") is a parameter, and ()
is the normalization with respect to the parameter 6. Under suitable conditions, S; is regarded as a
manifold with a local coordinate system {6',...,6"}. In this case, we call {6'} a natural coordinate system.
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In this paper, we focus on the g-exponential case. However, many results for the g-exponential
family can be generalized for the y-exponential family (cf. [6,8]). We remark that a g-exponential
family and a y-exponential family have further generalizations. See [15], for example.

Example 1 (Student’s t-distribution (cf. [2,6,7])). Fix a number q (1 < q < 1+2/d, d € N), and set
v = —d—2/(1—gq). We define a d-dimensional Student’s t-distribution with degree of freedom v or a
q-Gaussian distribution by

1
14

IRACRT I ER ] A

(L) = S
Paiol (rv)2T (%) /det(X)

where X = (Xy,...,Xy) is a random vector on RY, u = t(y', ..., u?) is a location vector on R% and ¥ is a
scale matrix on Sym™ (d). For simplicity, we assume that . is invertible. Otherwise, we should choose a suitable
basis {v*} on Sym™ (d) such that & = Y, w,v®. Then, the set of all Student’s t-distributions is a g-exponential
family. In fact, setting parameters by

()41 (3) \/AeH(E) R

zg = , R= —" and 6 = 2Ry, )
! r (i (1—q)d+2 :
we have
1 1, . =
pa(pX) = — |14 (x =)= (x —p)
q

1

- (&) @) ]

- 1
= exp, {J(xfy)R(xfy) +1In, 5}
d 4 . 5 151 1
= exp, EGX,‘—ZR,‘,‘XI»—ZZR,']‘X,'X]'—ZGR 9-}—11’1,7% .
i=1 i i

i=1 i<j

Since 8 € R% and R € Sym™(d), the set of all Student’s t-distributions is a d(d + 3)/2-dimensional
g-exponential family. The normalization ¥ (0) is given by

() = }Ifeﬁfle —In, 1

Zq

A univariate Student’s t-distribution is a well-known probability distribution in elementary
statistics. We denote it by

(x—p)? } ) 3

ty(x; cr)~—i Xp | — ol
A W T

where 1 € R is a location parameter, ¢ € R is a scale parameter, and Z; is the normalization

defined by
_ [3—4 3-q 1
Zy = qleeta<2(q71)'2>a

In this case, the degree of freedom is v = (3 — g) /(g — 1). Conversely, the parameter g is give by

v+3
=1 )
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3. Escort Distributions and Generalizations of Expectations

In anomalous statistics, a generalized expectation, called an escort expectation, is often discussed
since the standard expectation does not exist in general (cf. [2,5,6]). In this section, we recall
generalizations of expectations and introduce a sequential structure of escort distributions.

Let S, be a g-exponential family. For a given p(x;6) € S; we define the g-escort distribution Py(x;6)
of p(x;0) and the normalized q-escort distribution Py (x;0) by

Py(x;0) = Pyy(x0) = {p(x;0)}7,
PCo0) = g (p) where Zy(p) = [ {p(xe)

respectively. For a g-exponential family S; = {p;(x;6)}, the set of normalized escort distributions
Sy = {P*(x;0)} is a q'-exponential family with q" = (29 — 1)/4.

Example 2. Let t,(x; p,0) be a univariate Student’s t-distribution with degree of freedom v. Then its
normalized escort distribution is also a univariate Student’s t-distribution with degree of freedom v + 2.
In fact, from Equation (4), a direct calculation shows that

;_2g—1 v+5
T g v+3d

This implies that the degree of freedom v' = v + 2. Therefore, we obtain a sequence of escort distributions from a
given Student’s t-distribution t,:
ty = tyqo —> byypq — -0

This sequence is called a T-sequence, and the procedure to obtain from a given t-distribution to another
t-distribution through an escort distribution is called the T-transformation [16].

For a given pq(x,' ) € Sq, we can define the escort of an escort distribution

Py(x;6) := Py ) (x;6) := q{Py(x;6)}7 = q{py(x;0)}*".

We call P;(x;0) the second escort distribution of py(x;8). The coefficient g before {pg(x;6)}21~!
comes from considerations of U-information geometry [17]. We will discuss in the latter part of
Section 5.

Similarly, we can define the n-th escort distribution Py, (x;0) from the sequence of
escort distributions:

Py (%:6) = {q(29 = 1) -+~ ((n = 1)q — (n —2)) Hpg(x;6)}"7~ 1. ®)

Let f(x) be a function on Q). The g-expectation Eq,p[f(x)] and the normalized q-expectation EZS[f (x)]
with respect to p(x;6) € S, are defined by

Epplf(0)] = [ f)By(xi0)dx,
Ef},sfz[f(x)] = /Qf(x)PqESC(x;Q)dx,

respectively. We denote by E, ,[f(x)] the expectation with respect to the second escort distribution
P;(x;0), that is,

E;;’[f(x)] = /Qf(X)ﬁq(x;G)dx = q'/()f(x){Pq(X;G)}quldx.
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Since a differential of a power function is also a power function, we can give a characterization
for escort distributions.

Proposition 1. Suppose that S, is a q-exponential family defined by (1). Then the n-th escort distribution
is given by the n-th differential of q-exponential function. That is, by setting u(t) = (equ t)!, we have the
following formula:

pq(x;60) = exp, (i(?iﬁ(x) - 4’(9)> ,

Py(x;0) = Py qy(x:0) = u (iQiFi(x) - 1!’(9)) ,

) =) = o (£ o000,

i=1

Pq,(m(x;@)

ut= (Z 6'Fi(x) — ¢(9)> :
i=1

Proof. Since a g-exponential function is exp, (x) = (1+ (1 - 7))/ (1-9), its differential is given by

q
=

— q
7 7 = {exp, x}1.

1-— q 1 1
u(x) = fq(l (=gt =1+ (1 -q)x)
Therefore, we obtain P;(x;0) = u (L4 0'F;(x) — p(6)).
By induction, the n-th differential of 1 (x) coincides with the n-th escort distribution Py (), which s
given by Equation (5). [

4. Statistical Manifolds and Their Generalized Conformal Structures

In this section, we us review the geometry of statistical manifolds. For more details about the
geometry of statistical manifolds, see [18,19].

Let (S, g) be a Riemannian manifold and V be a torsion-free affine connection on S. We say that
the triplet (S, V, g) is a statistical manifold if Vg is totally symmetric. In this case, we can define a totally
symmetric (0, 3)-tensor field by

C(X,Y,Z) = (Vxg)(Y,2) = Xg(Y,Z) —g(VxY,Z) = g(Y,VxZ),

where X,Y and Z are arbitrary vector fields on S. The tensor field C is called a cubic form or an
Amari-Chentsov tensor field.

The notion of statistical manifold was introduced by Lauritzen [20]. He called the triplet (S,8C)
a statistical manifold. In this paper, the definition is followed to Kurose [18]. Though these two
definitions are different, the other statistical manifold structure can be obtained from a given one,
However, the motivation for the notion of conformal equivalence using (S, g, C) is different from that
one using (S, V, g), which we will discuss in the latter part of this section.

For a given statistical manifold (S, V, g), we can define another torsion-free affine connection V*
on S by

Xg(Y,72) = g(VxY,Z) +g(Y,VZ).
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The connection V* is called the dual connection of V with respect to g. The triplet (S, V*, g) is also
a statistical manifold, which is called the dual statistical manifold of (S, V, g). The cubic form is given by
the difference of two affine connections V* and V:

C(X,Y,Z) = g(ViY — VxY, Z).

We define generalized conformal structures for statistical manifolds followed to Kurose [18].
Two statistical manifolds (S, V, ¢) and (S, V, §) are said to be 1-conformally equivalent if there exists
a function A : S — R such that

3(X,Y) Ag(X,Y), 6)
VxY = VxY- g(X,Y)gradg(ln/\), (7)

where gradg(ln A) is the gradient vector field of In A with respect to g, that is, g(X,InA) = X(InA).
We say that (S,V,g) is 1-conformally flat if (S,V,g) is locally 1-conformally equivalent to a flat
statistical manifold.

Two statistical manifolds (S, V, g) and (S, V, §) are said to be (—1)-conformally equivalent if there
exists a function A : S — R such that

g’(?f, Y) = A(XY),

VxY = VxY+dInA)(V)X+d(InA)(X)Y, 8
where d(InA)(X) = X(InA). If two statistical manifolds (S,V,g) and (S,V,g) are
1-conformally equivalent, then their dual statistical manifolds (S,V*,¢) and (S,V* g) are

(—1)-conformally equivalent.

Proposition 2. If two statistical manifolds (S,V,g) and (S,V, ) are 1-conformally equivalent, then their
cubic forms have the following relation:

C(X,Y,Z) = C(X,Y,Z) +g(Y, Z)d(In A)(X) + §(Z, X)d(In A)(Y) + g(X, Y)d(In A)(Z).

==

Proof. From Equations (7) and (8), we obtain
VxY =VxY +d(InA)(Y)X +d(InA)(X)Y + g(X, Y)gradg(ln A).
By taking an inner product with respect to g, we obtain the result. [

5. Statistical Manifold Structures on g-Exponential Families

In this section, we consider statistical manifold structures on a g-exponential family. It is known
that a g-exponential family naturally has at least three kinds of statistical manifold structures (cf. [6,8]).
We reformulate these structures from the viewpoint of the sequence of escort distributions. In this
paper, we omit the details about information geometry. See [21,22] for further details.

Firstly, we review basic facts about g-exponential family. Let S; be a g-exponential family.
The normalization (6) on S; is convex, but may not be strictly convex. In fact, we obtain the
following proposition.
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Proposition 3. Let Sy = {p(x;0)} be a g-exponential family. Then the normalization function () is convex.
Proof. Setu(x) = (equ x)" and 9; = 9/06". Then we have
aip(x0) = u(LOR(x)—(0)) (F(x)—1(0)),

ddp(x;0) = u (LOF(x) = 9(0)) (F(x) = 99(0)) (F(x) - 319(6))
— u (O E) - p(0)) 20,%(0). ©

Since 9; [ p(x;0)dx = [, 9;p(x;8)dx = 0and [, 9;0;p(x;6)dx = 0, we have

Z4(p) ,/ {p0))idx = [ u (0 (x) ~ 9(0)) dx,
209(0) = Zq 7 J (TR = p(0)) () ~ag(0) () —op(0)dx. (10

For an arbitrary vector ¢ = f(c!,c2,...,c") € R", since Zy(p) > 0and u”(x) > 0, we have
2
noo 1 n " noo
Y. dd@ayp(8) = 7/ u | 3 0°F(x) —(6) | { ) ' (Fi(x) —aip(6)) p dx > 0.
ij=1 Zy(p) Ja k=1 i

This implies that the Hessian matrix (9;0,1(0)) is semi-positive definite. [

We assume that ¢ is strictly convex in this paper. Under this assumption, we can induce many
geometric structures for a g-exponential family.
Since 1 is strictly convex, we can define a Riemannian metric and a cubic form by

g?]‘(e) = 0;0;9(0),

We call g7 and CY a g-Fisher metric and a g-cubic form, respectively [23,24]. Since ¢ is a Hessian of
a function 1, g7 is a Hessian metric, and 1 is the potential of g7 with respect to the natural coordinate
{67} [25].

For a fixed real number «a, set

1 (VY. 2) = g1 (V1. 2) - %cq (X,Y,Z), (11)

where V70 is the Levi-Civita connection with respect to g7. Since g7 is a Hessian metric, from standard
arguments in Hessian geometry [25], V4(®) := V1) and V4(") .= vi(-1) are flat affine connections
and mutually dual with respect to g7. Therefore, the triplets (S5, V7(), ¢7) and (S,, V10", ¢7) are flat
statistical manifolds, and the quadruplet (S;, g9, V1 (©), v0m) is a dually flat space.

Under g-expectations, we have the following proposition (cf. [10]).

Proposition 4. For Sy a g-exponential family, (1) Set ; = EZ5[Fi(x)]. Then {;} isa V40 _affine coordinate

system such that
a9 0 '
1 —,— | =4
g (aef’aqj> i

(2) Set ¢(17) = EG5 [logq (x;0)], then ¢(n) is the potential of g7 with respect to {1;}.
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Next, let us consider the standard Fisher metric and the standard cubic form. Suppose that
S := {p(x;0)} is a statistical model. Set pg := p(x;0), for simplicity. We define the (standard) Fisher
metric gF on S, by

g(6) == /Q(a,» In pe) (9; In p) pedx,

and the (standard) cubic form or the Amari-Chentsov vector field CF by
Cliy(0) == /Q (9iIn pg) (9;In pg ) (9; In pg) podx.

From similar arguments of (11), we can define an a-connection V@ on S;, and we can obtain a
statistical manifold structure (S, v, gF ). In this case, (Sg, v, g'T ) is called an invariant statistical
manifold [21,22].

A Fisher metric and a cubic form have the following representation using a sequence of
escort distributions,

Theorem 1. Let S, be a g-exponential family. For p(x;0) € Sq, suppose that Py ) (x; 0) and P, (3)(x;0) are
the second and the third escort distribution of p(x;8), respectively. Then the Fisher metric g¥ and the cubic form
CF are given as follows:

1
gh0) = [0y po) @ymg po) Py (x:0)e, (12)
1
Cii(0) 21 /Q(ai Ing pe) (3;1ng p) (9 Ing pg) Py 3) (x; 0) dx. (13)

Proof. Differentiating the g-logarithm, we have

1-q

-1 _ _

dilng pg = 9; (pgl_q) = pg"9p(0) = py "0 Inp(0).
Therefore, we obtain

1 _ _ _
7 @10 P0)@11ng po) Py (50)dx = [ gy @uimpo)py @yl po)py (xi0)ix

| (@:10p0) (310 o) pali; 0)dx
= &;(6).

By a similar argument, we obtain the representation for C*. [J

We define an a-divergence D) with & = 1 — 2q and a g-relative entropy (or a normalized Tsallis
relative entropy) D] by

1- Tp(x)1=1d
DU (plar(x)) = LEgplingplo) ~tngr(] = LIl g
_ 1
DJ(p(x) ) = Egslingp(a)—ngr] = 2IGPEDIIE g

respectively. It is known that the a-divergence D20y, p) induces a statistical manifold structure
(Sq, gF , V(zqfl)), where gF is the Fisher metric on S; and V(24-1) is the a-connection with & = 29 -1,
and the g-relative entropy D; (r,p) induces (S4, g, Vi),
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Theorem 2 (cf. [10,24]). For a g-exponential family Sy, two statistical manifolds (Sq,gF,V(z'?’l)) and
(4.8 V(€)Y are 1-conformally equivalent. In particular, an invariant statistical manifold (Sq.8%, v@i-1)y s
1-conformally flat. Riemannian metrics and cubic forms have the following relations:

_ q
q
Czq/k(o) = Zq(P)( l)cl]k(g)
= () S Zp) + @I Zy(p) + 5(0)0) I Zy ()} 17)

Proof. The results were essentially obtained in [10]. However, we give a simpler proof for
Equations (16) and (17). The key idea is a sequence of escort distributions and the escort representations
of g¥ and CF in Theorem 1.

From Equation (10), we directly obtain the conformal equivalence relation (16) using the escort
representation of g* in (12).

By differentiating (9) and taking an integration, we obtain

0

o (OB = 9(0)) (Fix) = 0 (0) (B (x) — 99(0) (Fe() — 04(6))
Jow (ZOEG) = 9(0)) (Fi(x) = 3 (0))2,2,9(0)d

= [ (SORE) —90) (E) - 29(0)20 (0)dx
| (Eelmx) - ¢<e>) (F;(x) — 3jp(6))2di1p(6) dx

/ (ZO'R(x) - 9(0)) didjdup(0)dx.

Since Z;(p) = [, P;(x;60)dx, we have

0. Zy(p) = 0 /O Py 0)dx = /Q 0Py (x;0)dx = /O By(x;0) (F(x) — 9,1p(6))dx

From the escort representation of CF in (13), and Proposition 1, we obtain Equation (17) since
87(8) = 9,0 (6) and CJ(0) = ;9,0 (6). [

We remark that the cubic form of (Sy, g*, V(271 is not Cf but (29 — 1)C".

The difference of a a-divergence and a g-relative entropy is only the normalization q/Z;(p).
This implies that a normalization for probability density imposes a generalized conformal change for a
statistical model.

In the next part of this section, let us consider another statistical manifold on S; (cf. [6,17,26]).

Recall that a Fisher metric ¢¥ has the following representation:

gi]( ) /(a lnpg)(a]pg)dx

In information geometry, d;1n py is called an e-representation (exponential representation) of pg,
and 0;py is called a m-representation (mixture representation). Intuitively, 0; In py and 9;py are regarded
as tangent vectors on a statistical model. Hence a Fisher metric is regarded as a L?-inner product of
e- and m-representations.

Let us generalize e- and m-representations for a g-exponential family. For pg € S;, we call 9; Ing pg
a g-score function. Then we define a Riemannian metric ¢™ by

$'(®) = [ (3i1ng pa)@;pa)dx. (1)
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By differentiating the above equation, we can define mutually dual torsion-free affine connections
VM) gnd vM(m).

r%(f)(g) - /Q(aiajlnqpe)(akr’e)dx,
i (g) = '/Q(aklnqu)(aiajpe)dx,

where l"f.}/llfe> and Ffﬂm) are the Christoffel symbols of VM(¢) and VM(") of the first kind, respectively.

It is known that g™ is a Hessian metric, and the quadruplet (S;, g™, VM), yMm)y s a dually flat
space. In addition, a natural parameter {6} is a VM(¢)-affine coordinate sysem. Therefore, the cubic
form for (S, VM("),gM) is

1]k(9) - r ( )(9) (19)

We remark that the statistical manifold structure (Sq,VM<e), ¢M) is induced from a
B-divergence [17,26] (or a density power divergence [27]):

_ PN = (1)1 p(x) = ()2
e R 0)

Theorem 3. For the statistical manifold structure (S, VM (©), ¢M), the escort representations of the Riemannian
metric g™ and the cubic form CM are given as follows:

g0 = [ (@lngpe)(3;Ing pa)Py(x;0), ey
chi) = /Q(ailnq Po)(3j1Ing pg) (9 Ing pg) Py (x; 6)dx. (22)
Proof. For the Riemannian metric g™, since 9;pp = (9 Ing pg)Py(x;60), we immediately obtain

Equation (21) from the definition of gM.
Let us consider the expression for cubic form (22). The g-score function 9; In; pg is unbiased under
the g-expectation. In fact,

E, p[0i1ng po) = /Q(aj Ing p) Py (x; 0)dx = /Q 3;podx = 0.
From Equation (19), we obtain

CM

Moy = 1" (xe)

- /Q 3y Ing py) (3,0 py)dx
/Q 3y Ing pg); { (9;1ny po) Py(x;6)} dx
= —a(0 )/ (9 Ing po) Py (x;0 dx+/ (3 Ing po) (3; Ing po) {0iP (x;6) }dx

/Q 3y Ing o) (9;1ng py) (i Ing po) By (x; 0)dx.

O

We remark that Naudts [5] gave another generalization of Fisher metric ¢, which is defined by

gz]( )= / Pm(lx ) (0ipe) (9jpe)dx
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The metric gV is conformally equivalent to g™ with conformal factor Zq(pg) = [, {p(x;0)}7dx.
Thatis, gN(0) = Z;(pe)g™(6). (See also [6]). Naudts gave a further generalization of Fisher metric
and he showed a Cramér-Rao type bound theorem [5].

6. Concluding Remarks

In this paper, we introduced a sequence of escort distributions. Then we gave representations of
Riemannian metrics and cubic forms from a viewpoint of the sequence of escort distributions.
In particular, we can define the following (0, 2)-tensor fields on a g-exponential family. For py € S,

set 17; = 0;1(0).

(1) From the standard expectation, we obtain

8(0) == Gy(0) = [ (@ilng pe) (3j1ny pa)padx
= Epl(E(x) — ) (F(x) — 1)l

The tensor G is a covariance matrix. However, G may not be important in anomalous statistics.
(2) From the g-expectation, we obtain

gi0) = g(o)

@510 o) (3115 po) {po) 1

= _/Q(az’ In, p)(9jIng pg) Py (x; 0)dx
Eqp[(Fi(x) — 1) (Fj(x) —7;)].

The Riemannian metric g™ is a Hessian metric, and it is induced from the p-divergence (20).
(3) From the expectation with respect to the second escort distribution, we obtain

8200 = gh@) = [ @i o)1 po)pey s

1 ~
- q /Q(ai Ing pg)(9;Ing pg) Py(x; 0)dx

g = 2P

The Riemannian metric g¥ is a Fisher metric. Hence g is invariant to the choice of reference
measure on (), but it is not a Hessian metric. In addition, gF is induced from the a-divergence (14).
The conformal Riemannian metric g7 is a g-Fisher metric. It is a Hessian metric, and it is induced from
a normalized Tsallis relative entropy (15).

We may define a Riemannian metric and a cubic form from higher order escort expectations:

gfj") (6) /(.)(ai Ing pg) (91ng po) Py () (x; 0)dx,
C(0) = [ (9Ing po)(@;Ing po) i Ing pa) Py 1) (x:O)d.
Then we obtain a sequence of statistical manifold structures.
(Sq,g(l),C(U) N (Sq,g(z),C@) N (Sq,g("),C(")) S

However, the geometric meaning of this sequence is not clear at this moment. Elucidating
geometric properties of this sequence is a future problem.
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Abstract: This paper takes an information-geometric approach to the challenging issue of goodness-of-fit
testing in the high dimensional, low sample size context where—potentially—boundary effects dominate.
The main contributions of this paper are threefold: first, we present and prove two new theorems on
the behaviour of commonly used test statistics in this context; second, we investigate—in the novel
environment of the extended multinomial model—the links between information geometry-based
divergences and standard goodness-of-fit statistics, allowing us to formalise relationships which
have been missing in the literature; finally, we use simulation studies to validate and illustrate our
theoretical results and to explore currently open research questions about the way that discretisation
effects can dominate sampling distributions near the boundary. Novelly accommodating these
discretisation effects contrasts sharply with the essentially continuous approach of skewness and
other corrections flowing from standard higher-order asymptotic analysis.

Keywords: extended multinomial models; goodness-of-fit testing; information geometry

1. Introduction

We start by emphasising the threefold achievements of this paper, spelled out in detail in terms of
the paper’s section structure below. First, we present and prove two new theorems on the behaviour
of some standard goodness-of-fit statistics in the high dimensional, low sample size context, focusing
on behaviour “near the boundary” of the extended multinomial family. We also comment on the
methods of proof which allow explicit calculations of higher order moments in this context. Second,
working again explicitly in the extended multinomial context, we fill a hole in the literature by linking
information-geometric-based divergences and standard goodness-of-fit statistics. Finally, we use
simulation studies to explore discretisation effects that can dominate sampling distributions “near
the boundary”. Indeed, we illustrate and explore how—in the high dimensional, low sample size
context—all distributions are affected by boundary effects. We also use these simulation results to
explore currently open research questions. As can be seen, the overarching theme is the importance
of working in the geometry of the extended exponential family [1], rather than the traditional
manifold-based structure of information geometry.

In more detail, the paper extends and builds on the results of [2], and we use notation and
definitions consistently across these two papers. Both papers investigate the issue of goodness-of-fit
testing in the high dimensional sparse extended multinomial context, using the tools of Computational
Information Geometry (CIG) [1].

Entropy 2016, 18, 421 325 www.mdpi.com/journal/entropy
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Section 2 gives formal proofs of two results, Theorems 1 and 2, which were announced in [2]. These
results explore the sampling performance of standard goodness-of-fit statistics—Wald, Pearson’s x?,
score and deviance—in the sparse setting. In particular, they look at the case where the data generation
process is “close to the boundary” of the parameter space where one or more cell probabilities vanish.
This complements results in much of the literature, where the centre of the parameter space—i.e.,
the uniform distribution—is often the focus of attention.

Section 3 starts with a review of the links between Information Geometry (IG) [3] and
goodness-of-fit testing. In particular, it looks at the power family of Cressie and Read [4,5] in terms of
the geometric theory of divergences. In the case of regular exponential families, these links have been
well-explored in the literature [6], as has the corresponding sampling behaviour [7]. What is novel here
is the exploration of the geometry with respect to the closure of the exponential family; i.e., the extended
multinomial model—a key tool in CIG. We illustrate how the boundary can dominate the statistical
properties in ways that are surprising compared to standard—and even high-order—analyses, which
are asymptotic in sample size.

Through simulation experiments, Section 4 explores the consequences of working in the
sparse multinomial setting, with the design of the numerical experiments being inspired by the
information geometry.

2. Sampling Distributions in the Sparse Case

One of the first major impacts that information geometry had on statistical practice was through
the geometric analysis of higher order asymptotic theory (e.g., [8,9]). Geometric interpretations
and invariant expressions of terms in the higher order corrections to approximations of sampling
distributions are a good example, [8] (Chapter 4). Geometric terms are used to correct for skewness and
other higher order moment (cumulant) issues in the sampling distributions. However, these correction
terms grow very large near the boundary [1,10]. Since this region plays a key role in modelling in the
sparse setting—the maximum likelihood estimator (MLE) often being on the boundary—extensions to
the classical theory are needed. This paper, together with [2], start such a development. This work
is related to similar ideas in categorical, (hierarchical) log-linear, and graphical models [1,11-13].
As stated in [13], “their statistical properties under sparse settings are still very poorly understood.
As a result, analysis of such data remains exceptionally difficult”.

In this section we show why the Wald—equivalently, the Pearson x? and score statistics—are
unworkable when near the boundary of the extended multinomial model, but that the deviance has a
simple, accurate, and tractable sampling distribution—even for moderate sample sizes. We also show
how the higher moments of the deviance are easily computable, in principle allowing for higher order
adjustments. However, we also make some observations about the appropriateness of these classical
adjustments in Section 4.

First, we define some notation, consistent with that of [2]. With i ranging over {0,1, ...k}, let
n = (n;) ~ Multinomial (N, (7r;)), where here each 7t; > 0. In this context, the Wald, Pearson’s x?,
and score statistics all coincide, their common value, W, being

Defining (%) := ¥, 7f, we note the inequality, for each m > 1,
n(—m) _ (k+ 1)m+1 >0,

in which equality holds if and only if 71;=1/ (k + 1)—i.e., iff (77;) is uniform. We then have the following
theorem, which establishes that the statistic W is unworkable as 7ty := min(7r;) — 0 for fixed k and N.
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Theorem 1. For k > 1and N > 6, the first three moments of W are:

(7D = (k+172} + 24N -1)
N3

and E[{W — E(W)}?] given by

{nH) - 1)3} — (3k+25— 22N) {nH) —(k+ 1)2} +8(k N)
N5 '

where g(k, N) = 4(N — 1)k(k +2N —5) > 0.
In particular, for fixed k and N, as Ttmin — 0

Var(W) — oo and y(W) — o0,
where v(W) := E[{W — E(W)}®]/{Var(W)}3/2.

A detailed proof is found in Appendix A, and we give here an outline of its important features.
The machinery developed is capable of delivering much more than a proof of Theorem 1. As indicated
there, it provides a generic way to explicitly compute arbitrary moments or mixed moments of
multinomial counts, and could in principle be implemented by computer algebra. Overall, there are
four stages. First, a key recurrence relation is established; secondly, it is exploited to deliver moments
of a single cell count. Third, mixed moments of any order are derived from those of lower order,
exploiting a certain functional dependence. Finally, results are combined to find the first three moments
of W, higher moments being similarly obtainable.

The practical implication of Theorem 1 is that standard first (and higher-order) asymptotic
approximations to the sampling distribution of the Wald, XZ, and score statistics break down when
the data generation process is “close to” the boundary, where at least one cell probability is zero.
This result is qualitatively similar to results in [10], which shows how asymptotic approximations to
the distribution of the maximum likelihood estimate fail; for example, in the case of logistic regression,
when the boundary is close in terms of distances as defined by the Fisher information.

Unlike statistics considered in Theorem 1, the deviance has a workable distribution in the
same limit: that is, for fixed N and k as we approach the boundary of the probability simplex.
In sharp contrast to that theorem, we see the very stable and workable behaviour of the k-asymptotic
approximation to the distribution of the deviance, in which the number of cells increases without limit.

Define the deviance D via

k

b7z = Z{0<i<k:n,»>0} nilog(n;/N) =} n;log(m;)
o i=0
Z{Ogigk:n,>0} nilog(ni/ i),
where y; := E(n;) = N7i;. We will exploit the characterisation that the multinomial random vector

(n;) has the same distribution as a vector of independent Poisson random variables conditioned on
their sum. Specifically, let the elements of (1)) be independently distributed as Poisson Po(y;). Then,
N*:=yX  nf ~ Po(N), while (n;) := (n}|N* = N) ~ Multinomial(N, (77;)). Define the vector

N* k n*
S§* = = !
(072 )& iz )
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where D* is defined implicitly and 0log0 := 0. The terms v, T, and p are defined by the first two
moments of S* via the vectors

L o

< N ) = E(S%) = ( i o E(nflog (nf/u)) >, (1)
o ) N LG

< ' pTT\ZF>::cOU(S)=< . %g;ﬂv,-)’ :

where C; := Cov(n},n} log(n/u;)) and V; := Var(n} log(n} / u;)).
Theorem 2. Each of the terms v, T, and p remains bounded as 7tmin — 0.

We start with some preliminary remarks. We use the following notation: A" := {1,2,...} denotes
the natural numbers, while N := {0} UN. Throughout, X ~ Po(u) denotes a Poisson random
variable having positive mean p—that is, X is discrete with support Ny and probability mass function
p: Ny — (0,1) given by:

p(x) :==e Fu*/x! (u > 0). (3)

Putting:
Vm € Ny, F"l() := Pr(X < m) = Y"_op(x) € (0,1), 4)

for given y, {1 — FI"l(u)} is strictly decreasing with m, vanishing as m — co. For all (x,m) € NZ,
we define x(,,) by:
xX0) =1 Xy = x(x = 1)e(x = (m = 1)) (m € N) (5)

so that, if x > m, X(m) = x!/ (x —m)!.
The set Ay comprises all functions ag : (0,00) — R such that, as ¢ — 04

(i) a0(&) tends to an infinite limit ag(04.) € {—o0, 400}, while: (ii) gag(¢) — 0.

Of particular interest here, by 'Hospital’s rule,

Vm € N, (log)™ € Ay, (6)
where (log)" : ¢ — (log &)™ (& > 0). For each ag € Ay, a9 denotes its continuous extension from (0, o)
to [0,00)—that is: @p(0) := ag(0+); a9(¢) := ag(¢) (¢ > O)jwhile, appealing to continuity, we also
define 0ag(0) := 0. Overall, denoting the extended reals by R := RU {—oc0} U {+00}, and putting

A = {a: Ny — Rsuch that 02(0) = 0}
we have that A contains the disjoint union:
{all functions a : Ny — R} U {a|; : a0 € Ao}

We refer to ag|, as the member of A based on ag € Aj.
We make repeated use of two simple facts. First:

Vx € Np, 0 <log(x+1) <x, 7)

equality holding in both places if, and only if, x = 0. Second, (3) and (5) give:

V(x,m) € N¢ with x > m, X(myp(x) = p"p(x —m) 8)
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so that, by definition of A:
Vm € No,Va € A, E(X(a(X)) = p"E(a(X +m)), )

equality holding trivially when m = 0. In particular, taking a = 1 € A—thatis, a(x) =1 (x € Ny)—(9)
recovers, at once, the Poisson factorial moments:
Vim € No, E(X()) = "

whence, in further particular, we also recover:
E(X) = p, E(X?) = 4 + pand E(X°) = > + 3> + . (10)
We are ready now to prove Theorem 2.

Proof of Theorem 2. In view of (1) and (2), it suffices to show that the first two moments of $* remain
bounded as 7t — 0. By the Cauchy-Schwarz inequality, this in turn is a direct consequence of the
following result. [

Lemma 1. Let X ~ Po(u) (4 > 0), and put X, = Xlog(X/u), with 0log0 := 0. Then, there exist
b, 6@ : (0, 00) — (0,00) such that:

(@) 0 < E(Xy) < b () and 0 < E(Xﬁ) < b@ (), while:

(b) fori=1,2: b(u) = O0as u — 04

Proof. By (6), aél) (&) :=1log(¢/u) € Ap. Taking m = 1 and a € A based on a(()l) in (9), and using (7),
gives at once the stated bounds on E(X,,) with b (1) = p(p — log i), which does indeed tend to 0
as it — 04.

Further, let aéz) (&) := &(log(&/u))?. Taking m = 1 and a as the restriction of a(()z) to Ap in (9) gives
E(Xﬁ) = uE(a@ (X +1)). Noting that

2 (r<1)

{xe./\fgzlog((x—l—l)/y)<0}{ 0, 7-2} (1>1) '

in which 77 denotes the smallest integer greater than or equal to y, and putting

3 0 (n<1)
B(p) { u 2@ (x+)px) (u>1) 7

(7), (10), and I’'Hopital’s rule give the stated bounds on E(X]%), with

B(i) + pEso(x + 1) (x — log p1)*p(x)
B(u) + nE{X> + X*(1—2log ) + X((log u)> — 2log ) + (log )}
B() + u* + 4% 4+ 2p% + p(log p)* + (plog p)* — 2p(p +2) (plog )

b ()

which, indeed, tendsto0as y — 04. O

As a result of Theorem 2, the distribution of the deviance is stable in this limit. Further, as noted
in [2], each of v, T, and p can be easily and accurately approximated by standard truncate and bound
methods in the limit as 7tmin — 0. These are detailed in Appendix B.
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3. Divergences and Goodness-of-Fit

The emphasis of this section is the importance of the boundary of the extended multinomial when
understanding the links between information geometric divergences and families of goodness-of-fit
statistics. For completeness, a set of well-known results linking the Power-Divergence family and
information geometry in the manifold sense are surveyed in Sections 3.1-3.3. The extension to the
extended multinomial family is discussed in Section 3.4, where we make clear how the global behaviour
of divergences is dominated by boundary effects. This complements the usual local analysis, which
links divergences with the Fisher information, [8]. Perhaps the key point is that, since counts in the
data can be zero, information geometric structures should also allow probabilities to be zero. Hence,
closures of exponential families seem to be the correct geometric object to work on.

3.1. The Power-Divergence Family

The results of Section 2 concern the boundary behaviour of two important members of a rich
class of goodness-of-fit statistics. An important unifying framework which encompasses these and
other important statistics can be found in [5] (page 16) with the so-called Power-Divergence statistics.
These are defined, for —co < A < o0, by

INT (%:ﬂ) = ﬁ;”i |:(I\771_[1>A1} , (11)

with the cases A = —1,0 being defined by taking the appropriate limit to give
: AN k . WAL k
AIEEHZNI (N:n) :Zig(;Nnilog(Nm/ni),%lEbZNI (N:n) :Zigonilog(n,-/Nn',-).

Important special cases are shown in Table 1 (whose first column is described below in Section 3.3),
and we also note the case A = 2/3, which Read and Cressie recommend [5] (page 79) as a reasonably
robust statistic with an easily calculable critical value for small N. In a sense, it lies “between” the
Pearson Xz and deviance statistics, which we compared in Section 2.

Table 1. Special cases of the Power-Divergence statistics.

w=1+ 27 A Formula Name
3 1 Zf-‘:o w Pearson x?
2

7/3 2/3  2YK om [( I\}’;I’) P - l} Read-Cressie

1 0 2 Z?:o n;log (n;/Nm;) Twice log-likelihood (deviance)

0 -1 oayk (ym- VN 7'[,‘)2 Freeman-Tukey or Hellinger
-1 -1 2 Zﬁ»‘:{] Nrjlog (Nm;/n;)  Twice modified log-likelihood
-3 -2 25:0 Wlﬂ Neyman x?

This paper is primarily concerned with the sparse case where many of the n; counts are zero, and
we are also interested in letting probabilities, 77;, becoming arbitrarily small, or even zero.

3.2. Literature Review

Before we look at this, we briefly review the literature on the geometry of goodness-of-fit
statistics. A good source for the historical developments (in the discrete context) can be found in [5]
(pages 131-153) and [7]. Important examples include the analysis of contingency tables, log-linear,
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and discrete graphical models. Testing is often used to check the consistency of a parametric model
with given data, and to check dependency assumptions such as independence between categorical
variables. However, we note an important caveat: as pointed out by [14,15], the fact that a parametric
model “passes” a goodness-of-fit test only weakly constrains the resulting inference. The essential
point here is that goodness-of-fit is a necessary, but not sufficient, condition for model choice,
since—in general—many models will be empirically supported. This issue has recently been explored
geometrically in [16] using CIG.

There have been many possible test statistics proposed for goodness-of-fit testing, and one of
the attractions of the Power-Divergence family, defined in (11), is that the most important ones are
included in the family and indexed by a single scalar A. Of course, when there is a choice of test
statistic, different inferences can result from different choices. One of the main themes of [5] is to
give the analyst insight about selecting a particular A. Key considerations for making the selection
of A include the tractability of the sampling distribution, its power against important alternatives,
and interpretation when hypotheses are rejected.

The first order, asymptotic in N, x?>-sampling distribution for all members of the Power-Divergence
family, which is appropriate when all observed counts are “large enough”, is the most commonly
used tool, and a very attractive feature of the family. However, this can fail badly in the “sparse” case
and when the model is close to the boundary. Elementary, moment based corrections, to improve
small sample performance, are discussed in [5] (Chapter 5). More formal asymptotic approaches to
these issues include the doubly asymptotic, in N and k, approach of [17], discussed in Section 2 and
similar normal approximation ideas in [18]. See also [19]. Extensive simulation experiments have been
undertaken to learn in practice what ‘large enough’ means, see [5,20,21].

When there are nuisance parameters to be estimated (as is common), [22] points out that it is the
sampling distribution conditional upon these estimates which needs to be approximated, and proposes
higher order methods based on the Edgeworth expansion. Simulation approaches are often used
in the conditional context due to the common intractability of the conditional distribution [23,24],
and importance sampling methods play an important role—see [25-27]. Other approaches used to
investigate the sampling distribution include jackknifing [28], the Chen-Stein method [29], and detailed
asymptotic analysis in [30-32].

In very high dimensional model spaces, considerations of the power of tests rarely generates
uniformly best procedures but, we feel, geometry can be an important tool in understanding the
choices that need to be made. Further, [5], states the situation is “complicated”, showing this through
simulation experiments. One of the reasons for Read and Cressie’s preferred choice of A = 2/3 is its
good power against some important types of alternative—the so-called bump or dip cases—as well as
the relative tractability of its sampling distribution under the null. Other considerations about power
can be found in [33] which looks specifically at mixture model based alternatives.

3.3. Links with Information Geometry

At the time that the Power-Divergence family was being examined, there was a parallel
development in Information Geometry; oddly, however, it seemed to have taken some time before
the links between the two areas were fully recognised. A good treatment of these links can be
found in [6] (Chapter 9). Since it is important to understand the extreme values of divergence
functions, considerations of convexity can clearly play an important role. The general class of Bregman
divergences, [6,34] (page 240), and [35] (page 13) is very useful here. For each Bregman divergence,
there will exist affine parameters of the exponential family in which the divergence function is convex.
In the class of product Poisson models—which are the key building blocks of log-linear models—all
members of the Power-Divergence family have the Bregman property. These are then a-divergences,
capable of generating the complete Information Geometry of the model [35], with the link between «
and A given in Table 1. The a-representation highlights the duality properties, which are a cornerstone
of Information Geometry, but which is rather hidden in the A representation. The Bregman divergence
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representation for the Poisson is given in Table 2. The divergence parameter—in which we have
convexity—is shown for each A, as is the so-called potential function, which generates the complete
information geometry for these models.

Table 2. Power-Divergence in the Poisson model with mean p;, where A* =1 — A.

A o Divergence D, (p1, pi2) Divergence Parameter {  Potential
-1 =1 =z — p2 (log(ju) —log(p2)) ¢ = log(u) exp(§)
0 1 #2 — i1 — p (log(pz) — 10g(141 ) = ¢log(¢) —¢
A=A o —pa *1 *1 . 2 1/0%
AA0,-1 a#=+1 ( <A ) =L e

3.4. Extended Multinomial Case

In this paper, we are focusing on the class of log-linear models where the multinomial is the
underlying class of distributions; that is, we condition on the sample size, N, being fixed in the product
Poisson space. In particular, we focus on extended multinomials, which includes the closure of the
multinomials, so we have a boundary. Due to the conditioning (which induces curvature), only the
cases where A = 0, —1 remain Bregman divergences, but all are still divergences in the sense of being
Csiszar f-divergences [36,37].

The closure of an exponential family (e.g., [11,38—40]), and its application in the theory of log-linear
models has been explored in [12,13,41,42]. The key here is understanding the limiting behaviour in
the natural—a = 1 in the sense of [8]—parameter space. This can be done by considering the
polar dual [43], or, alternatively, the directions of recession—[12] or [42]. The boundary polytope
determines key statistical properties of the model, including the behaviour of the sampling distribution
of (functions of) the MLE and the shape of level sets of divergence functions.

Figures 1 and 2 show level sets of the x = £1 Power-Divergences in the (+1)-affine and
(—1)-affine parameters (Panels (a) and (b), respectively) for the k = 2 extended multinomial
model. The boundary polytope in this case is a simple triangle “at infinity”, and the shape of
this is strongly reflected in the behaviour of the level sets. In Figure 1, we show—in the simplex

{(7‘[0, 7Ty, 712) | 212:0 =17 > 0}—the level sets of the & = —1 divergence, which, in the Csiszar

0 z ) 0
) = lo . 7t
) 12(:) g T

The figures show how in Panel (a), the directions of recession dominate the shape of level sets, and in
Panel (b) the duals of these directions (i.e., the vertices of the simplex) each have different maximal
behaviour. The lack of convexity of the level sets in Panel (a) corresponds to the fact that the natural
parameters are not the affine divergence parameters for this divergence, so we do not expect convex
behaviour. In Panel (b), we do get non-convex level sets, as expected.

Figure 2 shows the same story, but this time for the dual divergence,

f-divergence form, is

K*(mr, ) := K(n°, 7).
Now, the affine divergence parameters are shown in Panel (a), the natural parameters. We see that

in the limit the shape of the divergence is converging to that of the polar of the boundary polytope.
In general, local behaviour is quadratic, but boundary behaviour is polygonal.
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(a) (+1)-affine parameters (b) (-1)-affine parameters

T

Figure 1. Level sets of K(71°, 7r), for fixed 70 = (%, %, g) in: (a) the natural parameters, and (b) the
mean parameters.

(a) (+1)-affine parameters (b) (-1)-affine parameters

T

Figure 2. Level sets of K*(T(O, 1), for fixed 0 = (%, %, %) in: (a) the natural parameters, and (b) the

mean parameters.

4. Simulation Studies

In this section, we undertake simulation studies to numerically explore what has been discussed
above. Separate sub-sections address three general topics—focusing on one particular instance of each,
as follows:

1. The transition as (N, k) varies between discrete and continuous features of the sampling
distributions of goodness-of-fit statistics—focusing on the behaviour of the deviance at the

uniform discrete distribution;
2. The comparative behaviour of a range of Power-Divergence statistics—focusing on the relative

stability of their sampling distributions near the boundary;
3. The lack of uniformity—across the parameter space—of the finite sample adequacy of standard

asymptotic sampling distributions, focusing on testing independence in 2 x 2 contingency tables.
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For each topic, the results presented invite further investigation.

4.1. Transition Between Discrete and Continuous Features of Sampling Distributions

Earlier work [2] used the decomposition:

D*/2 = Z ni log(nj /u;) =T* + A",
{0<i<k:nf>0}
k
I*:=) anand A* := Y nilogn; > 0, where a; := —log y;,
i=0 {0<i<kn;>1}

to show that a particularly bad case for the adequacy of any continuous approximation to the sampling
distribution of the deviance D := D*|(N* = N) is the uniform discrete distribution: 7r; = 1/(k 4 1).
In this case, the I'* term contributes a constant to the deviance, while the A* term has no contributions
from cells with 0 or 1 observations—these being in the vast majority in the N << k situation considered
here. In other words, all of the variability in D comes from that between the 1; log ; values for the
(relatively rare) cell counts above 1. This gives rise to a discreteness phenomenon termed “granularity”
in [2], whose meaning was conveyed graphically there in the case N = 30 and k = 200. Work by
Holst [19] predicts that continuous (indeed, normal) approximations will improve with larger values
of N/k, as is intuitive. Remarkably, simply doubling the sample size to N = 60 was shown in [2] to be
sufficient to give a good enough approximation for most goodness-of-fit testing purposes. In other
words, N being 30% of k = 200 was found to be good enough for practical purposes.

Here, we illustrate the role of k-asymptotics (Section 2) in this transition between discrete and
continuous features by repeating the above analyses for different values of k. Figures 3 and 4
(where k = 100 while N = 20 and 40, respectively) are qualitatively the same as those presented in [2].
The difference here is that the smaller value of k means that a higher value of N/k (40%) is needed
in Figure 4 to adequately remove the granularity evident in Figure 3. For k = 400, the figures with
N =50 and N = 100 (omitted here for brevity) are, again, qualitatively the same as in [2]—the larger
value of k needing only a smaller value of N/k (25%) for practical purposes. Note the QQ-plots used
in these two figures are relative to normal quantiles.

(a) Null distribution, N = 20 (b) Sample of Deviance Statistic (c) QQplot Deviance Statistic
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o o oo o @o

cmoom 0 e@® ©O @ap o
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o ® 000 ® 0@ o@MO A® O
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Figure 3. k = 100, N = 20.
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(a) Null distribution, N = 40 (b) Sample of Deviance Statistic (c) QQplot Deviance Statistic
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Figure 4. k = 100, N = 40.

The results of this section show the universality of boundary effects. The simulations of Figures 3
and 4 are undertaken under the uniform model, which might be felt to be far from the boundary.
In fact, the results show that in the high dimensional, low sample size case, all distributions are “close
to” the boundary, and that discretisation effects can dominate.

4.2. Comparative Behaviour of Power-Divergence Statistics near the Boundary

Here we study the relative stability—mnear the boundary of the simplex—of the sampling
distributions of a range of Power-Divergence statistics indexed by Amari’s parameter «. Figure 5
shows histograms for six different values of a, N = 50, k = 200, and exponentially decreasing values
of {7;}, as plotted in Figure 6. In it, red lines depict kernel density estimates using the bandwidth
suggested in [44].

These sampling distributions differ markedly. The instability for « = 3 expected from Theorem 1
is clearly visible: very large values contribute to high variance and skewness. Analogous instability
features (albeit at a lower level) remain with the Cressie-Read recommended value « = 7/3. In contrast
(as expected from the discussion around Theorem 2), the distribution of the deviance (« = 1) is stable
and roughly normal. Lower values of « retain these same features.

Wald statistic (« =3, A= 1) Cressie-Read (= 7/3, L = 2/3) Deviance (=1, A =0)
I
g 3
S =
8
9
s g
2 g8
: 3 g
° -
S
S
g g 8
= e s T T 1 s T T 1
0 2000 4000 6000 0 200 400 600 40 80 80 100
(@a=3 (0) =73 ©a=1
Hellinger distance (a.= 0, & = -1/2) Modif. loglikelihood (a = -1, A = -1) Neyman 2 (@ = -3, L =-2)
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Figure 5. Sampling distributions for six members of the Power-Divergence family.
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Figure 6. Exponentially decreasing values of ;.

4.3. Variation in Finite Sample Adequacy of Asymptotic Distributions across the Parameter Space

Pearson’s x? statistic (« = 3) is widely used to test independence in contingency tables, a standard
rule-of-thumb for its validity being that each expected cell frequency should be at least 5. For illustrative
purposes, we consider 2 x 2 contingency tables, the relevant N-asymptotic null distribution being
X2. We assess the adequacy of this asymptotic approximation by comparing nominal and actual
significance levels of this test, based on 10,000 replications. Particular interest lies in how these actual
levels vary across different data generation processes within the same null hypothesis of independence.

Figures 7 and 8 show the actual level of the Pearson x? test for nominal levels 0.1 and 0.05 for
sample sizes N = 20 and N = 50, with 77, and 7. denoting row and column probabilities, respectively.
The above general rule applies only at the central black dot in Figure 7, and inside the closed black
curved region in Figure 8. The actual level was computed for all pairs of values of 71, and 7., averaged
using the symmetry of the parameter space, and smoothed using the kernel smoother for irregular 2D

data (implemented in the package fields in R). In each case, the white tone contains the nominal level,
while red tones correspond to liberal and blue tones to conservative actual levels.

The finite sample adequacy of this standard asymptotic test clearly varies across the parameter
space. In particular, its nominal and actual levels agree well at some parameter values outside the standard
rule-of-thumb region; and, conversely, disagree somewhat at other parameter values inside it. Intriguingly,
the agreement between nominal and actual levels does not improve everywhere with sample size. Overall,
the clear patterns evident in this lack of uniformity invite further theoretical investigation.

N =20, nominal level = 0.1 N = 20, nominal level = 0.05

<
0.20 - 0.10
L]
@ @
o 0415 o 0.08
© ©
= = 0.06
53 < 0.10 3 <
3 3 0.04
o 0.05 o 0.02
o o
all
) 0.00 o 0.00
o o

00 02 04 06 08 1.0 0.0 02 04 06 08 1.0

T T

Figure 7. Heatmap of the actual level of the test for N = 20 at nominal levels 0.1 and 0.05; the standard
rule-of-thumb (where expected counts are greater than 5) applies only at the black dot.
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N =50, nominal level = 0.1 N =50, nominal level = 0.05
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Figure 8. Heatmap of the actual level of the test for N = 50 at nominal levels 0.1 and 0.05; the standard
rule-of-thumb (where expected counts are greater than 5) applies inside the closed black curved region.

5. Discussion

This paper has illustrated the key importance of working with the boundary of the closure of
exponential families when studying goodness-of-fit testing in the high dimensional, low sample size
context. Some of this work is new (Section 2), while some uses the structure of extended exponential
families to add insight to standard results in the literature (Section 3). The last section, Section 4, uses
simulation studies to start to explore open questions in this area.

One open question—related to the results of Theorems 1 and 2—is to see if a unified theory, for all
values of «, and over large classes of extended exponential families, can be developed.
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Appendix A. Proof of Theorem 1

We start by noting an important recurrence relation which will be exploited in the computations
below. By definition, for any ¢ := (t;) € R¥1, n = (n;) has moment generating function

M(5N) 1= Efexp(tTn)} = [m(n]Y
with m(t) = Y a; and a; = a;(t;) = meli. Putting

fai(tr) == Niy [m(t)]N"a} (0<r<N),

1

where )
Niy = "Pr = { }\](Nfl)...(l\lf(rfl)) ii::?ll\]} ’
we have
M(t;N) = fni(t0) (0<i<k) (A1)
and the recurrence relation:
UL f (1) + i) (0<i<Kk 0<r<N), (a2
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When there is no risk of confusion, we may abbreviate M(t; N) to M and fy;(t;r) to fn(r), or
even to f(r)—so that (Al) becomes M = f(0). Again, we may write o"M(t;N)/dt! as M,,
I"M(t;N) /0t[ot; as M and OTTSTUM(t; N) /Ot[0t;0t} as My, with similar conventions for higher
order mixed derivatives.

We can now use this to explicitly calculate low order moments of the count vectors. Using
E(n}) = 0"M(t; N)/0t!|;—o, the first N moments of 1; now follow from (A1) and repeated use of (A2),
noting that m(0) = 1 and a;(0) = 7;.

In particular, the first 6 moments of each n; can be obtained as follows, where N > 6 is assumed.
Using (A1) and (A2), we have

My = f(1)

My = f(2)+ f(1)

Mz = f(3) +2f(2) + f(2) + f(1) = f(3) +3f(2) + f(1)
My=f4)+ 6f3)+ 7f(2)+ f(1)

Ms = f(5) +10f(4) +25f(3) + 15f(2) + f(1)

Mg = f(6) +15f(5) +65f(4) +90f(3) + 31f(2) + f(1).

E(nj) = N

E(n}) =Ngmi+  Nm

E(n}) = Ny + 3N+ N

E(nf) = Ngynt + 6N + 7Ngynai+  Nm

E(n}) = N5y, + 10N(gy 7t} + 25Ny 77 + 15Ny 7+ N

E(nf) = Ngy? + 15N (57} + 65N gy} + 90N(3)7; + 31Ny 7 + N1

This can be formalised in the following Lemma

Lemma A1. The integer coefficients in any expansion
r
M =Y e(s)f(s) (1<r<N)

can be computed using ¢, (1) = c,(r) = 1 together, for r > 3, with the update:
cr(s) =cro1(s—1)+sc,1(s) (1<s<r).

We note that if M, is required for r > N, we may repeatedly differentiate

N
My =) en(s)f(s)
s=1

wart. t;, noting that f(N) = N!aN no longer depends on m(t) so that, for all h > 0, Bhf(N)/atf’ = NF(N).

Mixed moments of any order can be derived from those of lower order, exploiting the fact that
a; depends on f only via f;. We illustrate this by deriving those required for the second and third
moments of W.

First consider the mixed moments required for the second moment of W. Of course, Var(W) = 0
if k = 0. Otherwise, k > 0, and computing Var(W) requires E (nlzn]z) for i # j. We find this as follows,
assuming N > 4.
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The relation M, = f(2) + f(1) established above gives
aZM/at]Z = N(z)a]sz,z (0) + Nﬂ/‘fN,l (0) (A3)
Repeated use of (A3) now gives

Moy = 2a7 f-4(0) + Nizyaiaj(a; + aj) fn—3(0) + Nigyaiaj fy—2(0) (A4)

so that

E( 2 ]2) (4)ﬂ%ﬂ]2+N(3)ﬂiﬂj(7Ti+7Tj)+N(2)7T,'7'(]'.

We further look at the mixed moments needed for the third moment of W. For the skewness
of W, we need E (nlzn;l) fori # jand, whenk > 1, E (nznanZ) for i, j,1 distinct. We find these similarly,
as follows, assuming k > 1and N > 6.

Equation (A4) above gives

azM/af]gatz = N(4)a/2a12fN,4 (O) + N<3)(Zjlll(llj + al)fN—?) (0) + N(2>ﬂ]'alfN_2 (0)
from which, using (A3) repeatedly, we have

Moo = azai{N)at fn—6(0) + N<5 aifn-5(0)} + aja (a; + a) {N5)a? fn—5(0) + Nigyaifn-a(0) }+
ajal{N5a; fn-4(0) + Niz)aifn-3(0)}
= Ngya;aza; fn—6(0) + Ns)ai ‘1]’11{’1 a; +aja; + apa;} fn-5(0) + Ngyaajar{a; + aj + a1} fy—4(0)+
Nigyaiaja fn-3(0)

so that E(n%n]znlz) equals
N(é)nizn]zn'lz + Nymimym{min; + mm + mm} + Ny mmm{ g + m + m} + Negy .
Finally, the relation My = f(4) 4+ 6f(3) +7f(2) + f(1) established above gives
*M/otf = Nigyatfn-4(0) + 6N5)a} fn-3(0) + 7Npgya? fn—2(0) + Najfy-1(0)
so that, again using (A3) repeatedly, yields
E(n%n}l) = N(6)n’i27r;-1 + N(S)ninf’(ém +71) + Ny nin]z(77r,- +6717) + N3y 707 (7 + 77;) + Nigy 0715

Combining above results, we obtain here the first three moments of W. Higher moments may be
found similarly.

k
We first look at E(W). We have W = NL Y 7+ —1land E(n?) = N 7?2 + N7, so that

2
The variance is computed by recalling that N2(W +1) = Y; %, while E(W) = %,

AQ) k 2
Var(W) = Var(W+1) = N (ﬁ +1> ,

where

E(n%) E(n?n?)
(2) . n4 2y _ i i
AP = NE{W+17} =Y, 2 +) 2#,- o

1
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Using expressions for E(n?) and E(n? n; 2) established above, and putting

=),
we have
E(”?) _ 2 -1
Zi 2 Zi{N(4) i +6N(3)7l',‘ + 7N(2) + N7'L'l- }
1
= Nigyr® + 6N+ 7N(p (k +1) + N2~V

and

ZE# P n] = Y ANw i + N (71 + 77) + Nigy }

= N(4)(1 — 7'[(2)) + 2N(3)k + N(2>k(k + 1),

so that

A® = Ny +2N3)(k+3) + Ny (k+ 1) (k +7) + N{~D),
whence

Ny + 2Nz (k+3) 4+ Nigy (k+ 1) (k+7) + N7~V k2
_ ¢ ®) ) _ =
Var(W) = NA (1 + N)
{n(*l) — (k+ 1)2} +2k(N 1)
= N , after some simplification.

Note that Var(W) depends on (77;) only via 7{-1) while, by strict convexity of x — 1/x (x > 0),
71 > (k+1)?, equality holding iff 7; L 1/(k+1).

Thus, for given k and N, Var(W) is strictly increasing as (77;) departs from uniformity, tending to oo as
one or more 71; — 0.

Finally, for these calculations, we look at E[{W — E(W)}°]. Recalling again that N>(W +1) = }; n;’zi,
E[{W — E(W)¥’] = E[{(W +1) = E(W + 1)}’]
= N®AC) —3Var(W)(E(W) +1) — (E(W) +1)3,
where A®) := NOE{(W +1)3} is given by

E(n?n2n?)

Z 221 )l distinct 77 7‘[]]7'[1

AB) =

+3 Z Zt#}

7'L'7T

Given that
{nH) — (k+ 1)2} +2k(N —1)

E(W) =k/N and Var(W) = e ,

it suffices to find A®).
Using expressions for E(n?), E(n?n /2 n?), and E(n?n ]) established above, we have

E(n®
Y, :;1 ) _ Ny +15N(5 1 + 65N(4) + 90Nz) (k + 1) + 31Nyt~ + N7l =2

i
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E(2nt) .
2217&] pos 71’2 N(6)7T,'7'[]2 + N(5)7'[]'(67T,' + 71']) + N(4) (77'[,' + 671']) + N(3)(7T,‘/7T]' + 7) + N(2>7'[j 1
]
©{m® =2} + NS){6+ (k—6)n@}+
13Nk + Ny {1 + (7k — 1) (k + 1)} + Nk ™V
and
E(n2 ]2 12) 3) _ 3,0 @
ZZZUldlstmcf TG TT {1+27T }+3N(5>(k—1){1—7'[ }+
it

3N(gk(k —1) + N3 k(K> — 1)
so that, after some simplification,

A®) = Nig) +3Ns) (k +5) + Nigy {3k(k + 12) + 65} +
N {k® +21K% + 107k + 87} + 3N(3) (" + N (31 + 36) 7V 4 N7(=2.

Substituting in and simplifying, we find E[{W — E(W) 1% to be:

{n(—2> — (k+ 1)3} — (3k+25 — 22N) {nH) —(k+ 1)2} +8(k,N)
N5 ’

where
g(k,N) =4(N —1)k(k+2N —5) > 0.

Note that E[{W — E(W)}®] depends on (7;) only via (- and the larger quantity (-2
In particular, for given k and N, the skewness of W tends to +co as one or more 71; — 0.

Appendix B. Truncate and Bound Approximations

In the notation of Lemma 1, it suffices to find truncate and bound approximations for each of
E(Xy), E(X.Xy), and E(X’%).

For all r,s in NV, define h.s(u) := E{(log(X + r))*}. Appropriate choices of m € Npanda € A
in (9), together with (10), give:

E(Xy) = phia(p) — plog,
E(X.Xy) = {1Pho1 () + ph11 () } — (4% + p) log i, and:
E(X3) = pPhaa (i) + phio(w) + (47 + p) (log 1)* — 2log p{php 1 () + phaa (1)},

so that it suffices to truncate and bound h,s(p) for r,s € {1,2}.
For all 7,5 in AV, and for all m € N, we write:

s (1) = WS (1) + el ()
in which:
W () = Y7o { (log(x +1))°}p(x) and €l (1) := T2 { (log(x + 1))} p(x).

[m]

Using again (7), the “error term” ¢; ;' (1) has lower and upper bounds:

0 < el () <& (p) = Ty (x + (r = 1)) p(x).
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Restricting attention now to r,s € {1,2}, as we may, and requiring > s so that FI" 5l (1) given by (4)
is defined, (8) gives:

and:

() = T2 1 xp (%) = R (%) = uf1 — F ()},

(1) = T2 (x + Dp(x) = & () + {1 = FI ()},

ggr,z] (.u) = Z?:;nﬂxzp(x) = Zio=m+1{x(x - 1) + x}p(x)
= (1= F" 20} + 51 ()

Slm]

& (1) = Tl (x +1p(x) = T2, {0 + (x +1) + x}p(x)

=&+ (o) + 27 ().

Accordingly, for given u, each ELTZ] () decreases strictly to zero with m providing—to any desired
accuracy—truncate and bound approximations for each of v, T, and p. In this connection, we note that
the upper tail probabilities involved here can be bounded by standard Chernoff arguments.
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Abstract: This paper studies probability density estimation on the Siegel space. The Siegel space is
a generalization of the hyperbolic space. Its Riemannian metric provides an interesting structure
to the Toeplitz block Toeplitz matrices that appear in the covariance estimation of radar signals.
The main techniques of probability density estimation on Riemannian manifolds are reviewed.
For computational reasons, we chose to focus on the kernel density estimation. The main result of
the paper is the expression of Pelletier’s kernel density estimator. The computation of the kernels
is made possible by the symmetric structure of the Siegel space. The method is applied to density
estimation of reflection coefficients from radar observations.

Keywords: kernel density estimation; Siegel space; symmetric spaces; radar signals

1. Introduction

Various techniques can be used to estimate the density of probability measure in the Euclidean
spaces, such as histograms, kernel methods, or orthogonal series. These methods can sometimes
be adapted to densities in Riemannian manifolds. The computational cost of the density estimation
depends on the isometry group of the manifold. In this paper, we study the special case of the Siegel
space. The Siegel space is a generalization of the hyperbolic space. It has a structure of symmetric
Riemannian manifold, which enables the adaptation of different density estimation methods at a
reasonable cost. Convergence rates of the density estimation using kernels and orthogonal series were
gradually generalized to Riemannian manifolds (see [1-3]).

The Siegel space appears in radar processing in the study of Toeplitz block Toeplitz matrices,
whose blocks represent covariance matrices of a radar signal (see [4-6]). The Siegel also appears in
statistical mechanics, see [7] and was recently used in image processing (see [8]). Information geometry
is now a standard framework in radar processing (see [4-6,9-13]). The information geometry on
positive definite Teoplitz block Teoplitz matrices is directly related to the metric on the Siegel space
(see [14]). Indeed, Toeplitz block Toeplitz matrices can be represented by a symmetric positive definite
matrix and a point laying in a product of Siegel disks. The metric considered on Toeplitz block Toeplitz
matrices is induced by the product metric between a metric on the symmetric positive definite matrices
and the Siegel disks metrics (see [4-6,9,14]).

Entropy 2016, 18, 396 347 www.mdpi.com/journal/entropy
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One already encounters the problem of density estimation in the hyperbolic space for electrical
impedance [15], networks [16] and radar signals [17]. In [18], a generalization of the Gaussian law on
the hyperbolic space was proposed. Apart from [19], where authors propose a generalization of the
Gaussian law, probability density estimation on the Siegel space has not yet been addressed.

The contributions of the paper are the following. We review the main non parametric density
estimation techniques on the Siegel disk. We provide some rather simple explicit expressions of the
kernels defined by Pelletier in [1]. These expressions make the kernel density estimation the most
adapted method. We present visual results of estimated densities in the simple case where the Siegel
disk reduces to the Poincaré disk.

The paper begins with an introduction to the Siegel space in Section 2. Section 3 reviews the main
non-parametric density estimation techniques on the Siegel space. Section 3.3 contains the original
results of the paper. Section 4 presents an application to radar data estimation.

2. The Siegel Space

This section presents facts about the Siegel space. The interested reader can find more details
in [20,21]. The necessary background on Lie groups and symmetric space can be found in [22].

2.1. The Siegel Upper Half Space

The Siegel upper half space is a generalization of the Poincaré upper half space (see [23]) for a
description of the hyperbolic space. Let Sym (1) be the space of real symmetric matrices of size n x n
and Sym. (n) the set of real symmetric positive definite matrices of size n x n. The Siegel upper half
space is defined by

Hy ={Z =X+iY|X € Sym(n),Y € Sym4(n)}.

‘H,, is equipped with the following metric:
ds = 2tr(Y~'dzY~1dZ).
The set of real symplectic matrices Sp(n, R) is defined by

geSp(nR) & ¢'Ig =],

0 I
(5, 8).

and I, is the n x n identity matrix. Sp(n, R) is a subgroup of SLy, (R), the set of 21 x 2n invertible

where

matrices of determinant 1. Let g = € Sp(n,R). The metric ds is invariant under the

c D
following action of Sp(n, R),
g.Z=(AZ+B)(CZ+D)™ L

This action is transitive, i.e.,
VZ € Hy,3g € Sp(n,R), g.il = Z.

The stabilizer K of il is the set of elements g of Sp(n,R) whose action leaves iI fixed. K is a
subgroup of Sp(n, R) called the isotropy group. We can verify that

K= {(_AB i),A+iB€SU(n)},
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A symmetric space is a Riemannian manifold, where the reversal of the geodesics is well defined
and is an isometry. Formally, exp,(u) + exp,(—u) is an isometry for each p on the manifold, where u
is a vector in the tangent space at p, and exp, the Riemannian exponential application at p. In other
words, the symmetry around each point is an isometry. H,, is a symmetric space (see [20]). The structure
of a symmetric space can be studied through its isometry group and the Lie algebra of its isometry
group. The present work will make use of the Cartan and Iwasawa decompositions of the Lie algebra
of Sp(n,R) (see [22]). Let sp(n,R) be the Lie algebra of Sp(n,R). Given A, B and C three real n x n

B

matrices, let denote =
c A (

A, B,C). We have

sp(n,R) = {(A,B,C)|Band C symmetric} .
The Cartan decomposition of sp(n, R) is given by
sp(n,R) = t@yp,

where
t = {(A, B, —B)|B symmetric and A skew-symmetric},

p = {(A,B,B)|A, B, symmetric} . (1)

The Iwasawa decomposition is given by
sp(n,R) =t®a®dn,

where
a = {(H,0,0)|H diagonal},

n = {(A, B,0)|A upper triangular with 0 on the diagonal , B symmetric} .
It can be shown that
p = UkekAd(a), @
where Ad is the adjoint representation of Sp(n, R).
2.2. The Siegel Disk

The Siegel disk D, is the set of complex matrices {Z|I —Z*Z > 0}, where > stands for
the Loewner order (see [24] for details on the Loewner order). Recall that for A and B two
Hermitian matrices, A > B with respect to the Loewner order means that A — B is positive definite.
The transformation

Z €My (Z—il)(Z+il)"! € D,
is an isometry between the Siegel upper half space and the Siegel disk. Let C = <§ _1;1>
The application g € Sp(n,R) — CgC~! identifies the set of isometries of H, and of D,. Thus,
it can be shown that a matrix g = (2 g) € Sp(n, C) acts isometrically on D, by

§.Z = (AZ+B)(AZ+B)7},
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where A stands for the conjugate of A. The point il in H, is identified with the null matrix noted 0 in
Dy. Let Z € Dy,. There exists P a diagonal matrix with decreasing positive real entries and U a unitary
matrix such that Z = UPU*. Let 1y > ... > 1, be such that

tl’l(Tl)

P=
th(ty)
Let
ch(t) sh(m)
Ag = »Bo = .
ch(ty) sh(ty)
and
~(u o) (A B
82=\o u) \a, By}
It can be shown that
gz € Sp(n,C) and gz.0 = Z. (3)

We provide now a correspondence between the elements of D,, and the elements of p defined in
Equation (1). Let
T

H; = caq, 4

—Tn

and
e

az = € A =exp(a).

It can be shown that there exists k € K such that
Cexp(Adi(Hz))C 1.0 = Z,

or equivalently
CkazkC™1.0 = Z.

Recall that Equation (2) gives Ady(H) € p and kak € exp(p). The distance between Z and 0 in D,
is given by

a0,2) = (22)"” ©)
(see p. 292 in [20] ).
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3. Non Parametric Density Estimation on the Siegel Space

Let () be a space, endowed with a c-algebra and a probability measure p. Let X be a random
variable (3 — D;,. The Riemannian measure of Dj, is called vo! and the measure on D, induced by X
is noted j1x. We assume that pzx has a density, noted f, with respect to vol, and that the support of X is
a compact set noted Supp. Let (x1, ..., x¢) € DX be a set of draws of X.

The Dirac measure at a point a € Dy, is denoted ;. Let y = %Zle Jx, denotes the empirical
measure of the set of draws. This section presents four non-parametric techniques of estimation
of the density f from the set of draws (x1,..,x;). The estimated density at x in D, is noted
felx) = f(x,x1,..., x). The relevance of a density estimation technique depends on several aspects.
When the space allows it, the estimation technique should equally consider each direction and location.
This leads to an isotropy and a homogeneity condition. In the kernel method, for instance, a kernel
density function Ky, is placed at each observation x;. Firstly, in order to treat directions equally,
the function Ky, should be invariant under the isotropy group of x;; Secondly, for another observation
xj, functions Ky, and K ; should be similar up to the isometries that send x; on Xj. These considerations
strongly depend on the geometry of the space: if the space is not homogeneous and the isotropy group
is empty, these indifference principles have no meaning. Since the Siegel space is symmetric, it is
homogeneous and has a non empty isotropy group. Thus, the density estimation technique should be
chosen accordingly.

The convergence of the different estimation techniques is widely studied. Results were first
obtained in the Euclidean case, and are gradually extended to the probability densities on manifold
(see [1,2,15,25]).

The last relevant aspect is computational. Each estimation technique has its own computational
framework that presents pros and cons given the different applications. For instance, the estimation
by orthogonal series needs an initial pre-processing, but provides a fast evaluation of the estimated
density in compact manifolds.

3.1. Histograms

The histogram is the simplest density estimation method. Given a partition of the space
Dy, = U;A;, the estimated density is given by

1 k
wol(A7) Y 14,(x),

j=1

flxe ) =

where 1, stands for the indicator function of A;. Following the considerations of the previous sections,
the elements of the partition should firstly be as isotropic as possible, and secondly as similar as
possible to each other. Regarding the problem of histograms, the case of the Siegel space is similar to
the case of the hyperbolic space. There exist various uniform polygonal tilings on the Siegel space that
could be used to compute histograms. However, there are ratio A € R for which there is no homothety.
Thus, it is not always possible to adapt the size of the bins to a given set of draws of the random
variable. Modifying the size of the bins can require a change of the structure of the tiling. This is why
the study of histograms has not been deepened.

3.2. Orthogonal Series

The estimation of the density f can be made out of the estimation of the scalar product between f
and a set of “orthonormal” functions {e; }. The most standard choice for {e;} is the eigenfunctions
of the Laplacian. When the variable X takes its values in R", this estimation technique becomes the
characteristic function method. When the underlying space is compact, the spectrum of the Laplacian
operator is countable, while when the space is non-compact, the spectrum is uncountable. In the first
case, the estimation of the density f is made through the estimation of a sum, while in the second
case is made through the estimation of an integral. In practice, the second situation presents a larger
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computational complexity. Unfortunately, eigenfunctions of the Laplacian operator are known on Dy
but not on compact sub-domains. This is why the study of this method has not been deepened.

3.3. Kernels

Let € : Ry — R, be a map which verifies the following properties:

(W) Jua K(I]x[Ddx = 1;
(i) [ XK(||x]|)dx = 0;
(i) K(x>1)=0;

() sup(K(x)) = K(0).

Let p € D,. Generally, given a point p on a Riemannian manifold, exp, defines an injective

application only on a neighborhood of 0. On the Siegel space, exp, is injective on the whole space.
When the tangent space T, D;, is endowed with the local scalar product,

ull = d(p,expp(u)),

where ||.|| is the Euclidean distance associated with the local scalar product and d(., .) is the Riemannian
distance. The corresponding Lebesgue measure on T, D, is noted Leb,. Let exp},(Leby) denote the
push-forward measure of Lep, by exp,. The function 0, defined by:

dvol
Op g 0p(q) = W(q) (6)

is the density of the Riemannian measure on D, with respect to the Lebesgue measure Leb,, after the
identification of D, and T, D, induced by exp, (see Figure 1).

K

M

Figure 1. M is a Riemannian manifold, and Ty M is its tangent space at x. The exponential application
induces a volume change 6, between Ty M and M.

Given K and a positive radius r, the estimator of f proposed by [1] is defined by:

; 11 1 d(x, x;)
fk—%;?"f)xi(x)lc< r ) @

The corrective factor 6y, (x) ! is necessary since the kernel K originally integrates to one with
respect to the Lebesgue measure and not with respect to the Riemannian measure. It can be noticed
that this estimator is the usual kernel estimator in the case of Euclidean space. When the curvature of
the space is negative, which is the case of the Siegel space, the distribution placed over each sample
x; has x; as intrinsic mean. The following theorem provides convergence rate of the estimator. It is a
direct adaptation of Theorem 3.1 of [1].

Theorem 1. Let (M, g) be a Riemannian manifold of dimension n and p its Riemannian volume measure.

Let X be a random variable taking its values in a compact subset C of (M, g). Let 0 < r < ryyj, where 1y is the
infimum of the injectivity radius on C. Assume the law of X has a twice differentiable density f with respect to
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the Riemannian volume measure. Let fy be the estimator defined in Equation (7). There exists a constant C £
such that

/XEM Exl,.“,xk[(f(x) _fk(x))z}dy < Cf(% . r4), o
Ifr ~ =3 |
/xe o Eren () = Fe(x))2)dp = O(k~w3). o

Proof. See Appendix A. [

It can be checked that on the Siegel space 7;,; = +o00 and that, for an isometry «, we have:

Fil, 1, x10) = fe(a(x), a(x1), ey (i)

Each location and direction are processed as similarly as possible. This density estimator can be used
for data classification on Riemannian manifolds, see [26].

In order to obtain the explicit expression of the estimator, one must have the explicit expression
of the Riemannian exponential, of its inverse, and of the function 6, (see Equations (6) and (7)).
These expressions are difficult and sometimes impossible to obtain for general Riemannian manifolds.
In the case of the Siegel space, the symmetric structure makes the computation possible. Since the
space is homogeneous, the computation can be made at the origin il € H,, or 0 € D, and transported
to the whole space. In the present work, the random variable lays in D,,. However, in the literature,
the Cartan and Iwasawa decompositions are usually given for the isometry group of ;. Thus, our
computation starts in H, before moving to Dj,.

The Killing form on the Lie algebra sp(n,R) of the isometry group of , induces a scalar product
on p. This scalar product can be transported on exp(p) by left multiplication. This operation gives
exp(p) a Riemannian structure. It can be shown that on this Riemannian manifold, the Riemannian
exponential at the identity coincides with the group exponential. Furthermore,

¢ : exp(p) — Hn

g = gl (10)

is a bijective isometry, up to a scaling factor. Since the volume change 6, is invariant under rescaling
of the metric, this scaling factor has no impact. Thus, H, can be identified with exp(p) and expjjey,
with exp|p- The expression of the Riemannian exponential is difficult to obtain in general; however,
it boils down to the group exponential in the case of symmetric spaces. This is the main element of the
computation of 6. The Riemannian volume measure on exp(p) is noted vol’. Let

P o Kxa — p
(k, H) — Adi(H).

Let a™ be the diagonal matrices with strictly decreasing positive eigenvalues. Let A™ be the set of
positive roots of sp(n, R) as described in p. 282 in [20] ,

AT = {Ei—l—e]',i < ]} @] {61' —e‘]‘,i <j},

where ¢;(H) is the i-th diagonal term of the diagonal matrix H. Let C.(E) be the set of continuous
compactly supported functions on the space E. In [27], at page 73, it is given that for all t € C.(p),
there exists ¢c; > 0 such that

/pt(Y)dY:cl/I</a+t(¢(k,H)) T MH)dkdH, (11)

AEAT
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where dY is a Lebesgue measure on the coefficients of Y. Let f = (K x a™). A € AT never vanishes
ona® and p \ § has a null measure. Thus,

[ T1 A(LHy)dy:cl /I<,/a+t(Adk(H))dde, (12)

P AeA+

where Hy is the point in a™ such that there exists k in K such that (k, Hy) = Y. Calculation in p. 73
in [27] also gives that for all t € C.(p), there exists c; > 0, such that

/S'MR 2)dg = o3 / / / (kn.exp(Ady, (H)))J(H)dkydHdk, 13)

where dg is the Haar measure on Sp(n, R) and

JH) = I MH) _ p=A(H)
AeAT
2A1 T sinh(A(H)).
AEAT

Thus, forall t € C.(Sp(n,R)/K),
/Sp(n 2/ x)dx = cz/ / (exp(Ady(H)))J(H)dkdH, (14)

where dx is the invariant measure on Sp(n,R)/K. After identifying Sp(n,R)/K and exp(p), the
Riemannian measure on exp(p) coincides with the invariant measure on Sp(n,R)/K. Thus, for all
t e Celexp(p)),

exp(p) x)dool” = CZ/K/Cl+ t(exp(Adi(H)))] (H)dkdH. (15)

Using the notation Hy of Equation (12),

/ Hexp(Y))J(Hy) T] ~edY = ¢ / / (exp(Ady(H)))J(H)dkdH. (16)
p AEAt M HY
Combining Equations (15) and (16), we obtain that there exists c3 such that

J texptr) T1

AeAT

sinh(A(Hy)) ., ,
i) Y = e / g 00T (17)

The term % can be extended by continuity on a; thus,

/pt(exp(Y)) H wdl/:q/ t(x)dvol’. (18)

AEA+ /\(HY) exp(p)

Let dY be the Lebesgue measure corresponding to the metric. Then, the exponential application
(A(H))

does not introduce a volume change at 0 € p. Since Hy = 0 and Sth H—B 1, we have c3 = 1.
—

Let log denote the inverse of the exponential application. We have

dlog” (vl') _ yp sinh(MHy))

oy~ AL A(Hy)
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Since ¢ from Equation (10) is an isometry up to a scaling factor, if Y € p and C¢(exp(Y))C~! =
expo(u € TyDy), then

dlog*(vol) , . dlog*(wol’)
ety W= oy W
where Leb refers to the Lebesgue measure on the tangent space To D, as in Equation (6). Given Z € D,
Hy from Equation (4) verifies C¢(exp(Ady(Hz)))C~! = Z for some k in K. Thus,

to(2) = L) (ag 11, = TT
AeAt

sinh(A(Hy))
AMHz)

We have then
sinh(7; — 7j) - sinh(7; + ;)

T+ T

0(Z2) =11

i<j

=T i

where the (7;) are described in Section 2.2. Given Z1,Z; € Dy,

02,(22) = 00(87, - Z2),

where gzl is defined in Equation (3). It is thus possible to use the density estimator defined in
Equation (7). Indeed,

1 d(21,2,)\ T T+ @erT)l2
Qzl(Zz)’C ( r ) =11 sinh(t; — 1) I1 sinh(7; + 1) K ( r ! (19)

i<j i<j

where the (7;) are the diagonal elements of ngl‘ 7, Recall that when n = 1, the Siegel disk corresponds
to the Poincaré disk. Thus, we retrieve the explression of the kernel for the hyperbolic space,
1 71,7 2 212)1/2
K d( 1, 2) S T K ( T ) . (20)
07,(Z2) r sinh(271) T

4. Application to Radar Processing

4.1. Radar Data

In space time adaptative radar processing (STAP), the signal is formed by a succession of matrices
X representing the realization of a temporal and spatial process. Let B,/ be the set of positive definite
block Teoplitz matrices composed of 1 X 1 blocks of m x m matrices (PD BT). For a stationary signal,
the autocorrelation matrix R is PD BT (see [5,6,14]). Authors of [5,6,14] proposed a generalization of
Verblunsky coefficients and defined a parametrization of PD BT matrices,

B, —  Symt xDpl

21
R — (POI Olr'"/ Qm—l)/ ( )

in which the metric induced by the Kahler potential is the product metric of an affine invariant metric
on Sym™ and m — 1 times the metric of the Siegel disk, up to a scaling factor. When the signal is
not Gaussian, reflection/Verblunsky coefficients in Poincaré or Siegel Disks should be normalized as
described in [28] by a normalized Burg algorithm. Among other references, positive definite block
Teoplitz matrices have been studied in the context of STAP-radar processing in [4-6].

4.2. Marginal Densities of Reflection Coefficients

In this section, we show density estimation results of the marginal parameters (). For the sake of
visualization, only the Siegel disk D is considered. Recall that D; coincides with the Poincaré disk.
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The results are partly extracted from the conference paper [17]. Data used in the experimental tests
are radar observations from THALES X-band Radar, recorded during 2014 field trials campaign at
Toulouse Blagnac Airport for European FP7 UFO study (Ultra-Fast wind sensOrs for wake-vortex
hazards mitigation) (see [29,30]). Data are representative of Turbulent atmosphere monitored by radar.
Figure 2 illustrates the density estimation of six coefficients on the Poincaré unit disk under a rainy
environment. The densities are individually re-scaled for visualization purposes. For each environment,
the dataset is composed of 120 draws. The densities of the coefficients () are representative of the
background. This information on the background is expected to ease the detection of interesting targets.

1 - 1 o !
| ! | 0‘ 2 vl ~ |
. | o iz | | 2 |
& A ~1;,-: £33
R _ _— - " . . 1 — -
4 o 1Y 0 104 0 1
Qy Qs 03

Figure 2. Estimation of the density of six coefficients () under rainy conditions. The expression of the
used kernel is K(x) = %(1 — x2)%1, 1. Densities are rescaled for visual purposes.
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4.3. Radar Clutter Segmentation

Clutter refers to background Doppler signal related to meteorological conditions (e.g., wind
in wooded areas, currents and breaking waves on water), which hinders detection of small and
slow targets. At each range, a set of reflection coefficients are computed from the Doppler spectrum
(see [31]). This set of coefficients is a point in the Poincaré poly-disk. From this set of points in
the poly-disk, it is possible to estimate the underlying density. Segmenting clutter, i.e., determining
zones of homogeneous Doppler characteristics (see Figure 3), enables the improvement of detection
algorithms on each zone. The mean-shift algorithm enables segmentation of the space according
to the kernel density estimation of a set of points. It was introduced by Fukunaga and Hostetler in
1975 (see [32]). It corresponds to a gradient ascent of the density estimator (see [33]) for a study of
the statistical consistency of the gradient lines estimation. Each data point moves to a local mode of
the density estimator, which yields as many clusters as modes. This algorithm has been generalized
on manifolds in [34], and applied to radar images in [35]. It can thus be used to segment the set of
points in the Poincaré poly-disk. Unfortunately, the mean-shift algorithm requires working with a
kernel depending only on the distance to its barycenter, which is not the case of the kernel defined in
Equation (19). Thus, the computations are performed without the use of the corrective term 6,. It is
possible to solve this problem by replacing the corrective term by its average at a given radius, which
leads to a kernel depending only on the distance to its barycenter. Our future work will focus on the
computation of these averages. Let

k 2
A C 1 d(x;, x)
fr (x)—?l;fn’c<,7z ’
where ¢, is a normalization constant. Let ¢ = —k'.

Spectrogram Doppler

Ground Clhutter with variable
Doppler Spectium Width

Sea Clutter with variable

10
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Spectrum Width
u 8
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fg‘ Doppler Mean and Spectrum
e 16 Width
4
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Doppler Mean and Spectrum Width
2
-3 -2 -1 (1] 1 2 3
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DoppleriRange
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Figure 3. Mean and width variability of sea clutter Doppler spectrum.
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The mean-shift is defined by

2
k ul+2g M V K
m(x) =Y kr1<rd(xx))zlogx(xi) o {’ ,
=1 Y 728 (T’> f7

where m(x) is in the tangent space at x. The algorithm moves from x to expy (m(x)) until convergence
to a local maximum. The points of the space are segmented according to the local maxima to which
they converge.

In order to assess the quality of unsupervised classification, we use the notion of Silhouette,
see [36], which computes for each point a proximity criterion with respect to other points of the same
cluster and other points of different clusters (see Figure 4). Let x be in the cluster A. We respectively
define a(x) = minye ad(x,y) and b(x) = min,,ad(x,y), the minimum distance to points of the same
(resp. other) class(es). The Silhouette of x is

a(x) — b(x)
max{a(x),b(x)}’
which takes values between —1 and 1, respectively, when the data point is considered “badly” and
“well” clustered. The average of all the silhouettes provides an indication of the relevance of the

classification. One can represent graphically the silhouette profile by plotting for each class horizontal
segments of the length of the silhouette value (see Figure 5).

B

Figure 4. Intra and inter cluster distances.

013613

Cluster

0 05 1
Silhouette Yalue

Figure 5. Example of silhouette.
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In order to test the Riemannian Mean Shift performance, we generate simple synthetic radar
clutter data. Given 250 range cells, we generate 125 cells of ground clutter (wind) centered at 0 m-s~?,
of spectral width 5 m-s—1, to which we add 125 cells of rain clutter, centered at 5 m-s~!, of spectral
width 10 m-s~!. This clutter is sampled 10 times and the segmentation is performed on each simulation

(see Figures 6-8).

Estimated Doppler spectrum

'
E
=
=

Distances (range cells)

| L

=)
@
o
=)
o

IR

LLLEe R ]

Figure 6. Autoregressive spectra.
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Figure 7. Classification results (one color per cluster).
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Figure 8. Silhouettes.

It can be seen that, apart from a few outliers, the two clutters are well classified and that the
algorithm was able to distinguish between two zones of different Doppler characteristics.
We then test our algorithm on real sea clutter data (see Figures 9-11).

Estimated Doppler Spectrum
100

150

Distance

Reduced frequency

Figure 9. Autoregressive spectrum.
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Figure 11. Silhouettes.

The results are more difficult to interpret in that case. The Doppler spectra are varying quite a lot

along the range axis. Even though it looks over-segmented, the first classification (kernel size defined
by the distance to the 10th closest neighbor point) displays the highest average silhouette value.
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5. Conclusions

Three non parametric density estimation techniques have been considered. The main advantage
of histograms in the Euclidean context is their simplicity of use. This makes histograms an interesting
tool despite the fact that they do not present optimal convergence rates. On the Siegel space, histograms
lose their simplicity advantage. They were thus not deeply studied. The orthogonal series density
estimation also presents technical disadvantages on the Siegel space. Indeed, the series become
integrals, which make the numerical computation of the estimator more difficult than in the Euclidean
case. On the other hand, the use of the kernel density estimator does not present major differences
with the Euclidean case. The convergence rate obtained in [1] can be extended to compactly supported
random variables on non compact Riemannian manifolds. Furthermore, the corrective term whose
computation is required to use Euclidean kernels on Riemannian manifolds turns out to have a
reasonably simple expression. Our future efforts will concentrate on the use of kernel density
estimation on the Siegel space in radar signal processing. As the experimental section suggests,
we strongly believe that the estimation of the densities of the () will provide an interesting description
of the different backgrounds. This non-parametric method of density estimation should be compared
with parametric ones, as “Maximum Entropy Density” (Gibbs density) on homogenesous manifold
as proposed in [37] based on the works of Jean-Marie Souriau. As proposed in [38], a median-shift
approach might also be investigated.
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Appendix Demonstration of Theorem 1

Lemma A1. Let (M, g) be a Riemannian manifold, let C be a compact subset of M and let U be a relatively
compact open subset of M containing C. Then, there is a compact Riemannian manifold (M’, g') such that U is
an open subset of M', the inclusion i : U — M’ is a diffeomorphism onto its image and ' = ¢ on U.

Proof. We can assume that M is not compact. Let f : M — R be a smooth function on M which tends
to +co at infinity. Since U is compact, f~1(] — 0, a[) contains U for a large enough. By Sard Theorem,
there exists a value a € R such that f~1(a) contains no critical point of f and such that f~1(] — o, a[)
contains U. It follows that N = f~1(] — o0, a]) is a submanifold with boundary of M. Since f tends to
+c0 at infinity, N is compact as well as its boundary ON = f~1({a}).
Call M’ the double of N. It is a compact manifold which contains N such that the inclusion
i: N — M is a diffcomorphism onto its image (see [39], Theorem 5.9 and Definition 5.10 ). Choose
any metric g9 on M. Consider two open subsets W; and W, in M’ and two smooth functions
f1,f2 : M" — [0,1] such that
UCW1CW1 CWZCWZCintN,

the interior of N,

on W1, vanishes outside of W5, and
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outside Wy, and vanishes in U. Define g’ on M’ by

¢ = fig+ fago

on N and

8 = fago

outside of N. Since f1 + f, > 0, ¢’ is positive definite everywhere on M'. Since f; vanishes outside
of W, ¢’ is smooth on M. Finally, since fj = land f, =0on U, ¢ =gonU. O

We can now prove Theorem 1. Let X be a random variable as in Theorem 1. Following the

notations of the theorem and the lemma, let U = {x e M,d(x,C) < 7inj}~ U is open, relatively
compact and contains C. Let (M, g') be as in the lemma. Let f and f’ be the kernel density estimators
defined on M and M/, respectively. Theorem 3.1 of [1] provides the desired results for f " Forr <riy, i
the support and the values on the support of f’ and f coincide. Thus, the desired result also holds for .
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Abstract: The Riemannian geometry of the space P, of m x m symmetric positive definite
matrices, has provided effective tools to the fields of medical imaging, computer vision and radar
signal processing. Still, an open challenge remains, which consists of extending these tools to
correctly handle the presence of outliers (or abnormal data), arising from excessive noise or faulty
measurements. The present paper tackles this challenge by introducing new probability distributions,
called Riemannian Laplace distributions on the space P;,. First, it shows that these distributions
provide a statistical foundation for the concept of the Riemannian median, which offers improved
robustness in dealing with outliers (in comparison to the more popular concept of the Riemannian
center of mass). Second, it describes an original expectation-maximization algorithm, for estimating
mixtures of Riemannian Laplace distributions. This algorithm is applied to the problem of texture
classification, in computer vision, which is considered in the presence of outliers. It is shown to give
significantly better performance with respect to other recently-proposed approaches.

Keywords: symmetric positive definite matrices; Laplace distribution; expectation-maximization;
Bayesian information criterion; texture classification

1. Introduction

Data with values in the space P;;, of m x m symmetric positive definite matrices, play an essential
role in many applications, including medical imaging [1,2], computer vision [3-7] and radar signal
processing [8,9]. In these applications, the location where a dataset is centered has a special interest.
While several definitions of this location are possible, its meaning as a representative of the set should
be clear. Perhaps, the most known and well-used quantity to represent a center of a dataset is the
Fréchet mean. Given a set of points Yy, - - - , Y, in P, their Fréchet mean is defined to be:

n
Mean(Yy, - -+, Yn) = argminyp 2 (Y, Y)) 1)
i=1
where d is Rao’s Riemannian distance on Py, [10,11].

Statistics on general Riemannian manifolds have been powered by the development of different
tools for geometric measurements and new probability distributions on manifolds [12,13]. On the
manifold (P, d), the major advances in this field have been achieved by the recent papers [14,15],
which introduce the Riemannian Gaussian distribution on (Py,, d). This distribution depends on two
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parameters Y € P, and o > 0, and its density with respect to the Riemannian volume form do(Y) of
P (see Formula (13) in Section 2) is:

@

(YY)
exp | — 720_2

Zu(0)

where Z,,(0) is a normalizing factor depending only on ¢ (and not on Y).

For the Gaussian distribution Equation (2), the maximum likelihood estimate (MLE) for the
parameter Y based on observations Y3, - -+, Yy corresponds to the mean Equation (1). In [15], a detailed
study of statistical inference for this distribution was given and then applied to the classification of
data in P,;, showing that it yields better performance, in comparison to recent approaches [2].

When a dataset contains extreme values (or outliers), because of the impact of these values on d?,
the mean becomes less useful. It is usually replaced with the Riemannian median:

n
Median(Y, - -+, Yy) = argminy p Y d(y,Y;) (3)
i=1

Definition Equation (3) corresponds to that of the median in statistics based on ordering of the
values of a sequence. However, this interpretation does not continue to hold on P;,. In fact, the
Riemannian distance on Py, is not associated with any norm, and it is therefore only possible to
compare distances of a set of matrices to a reference matrix.

In the presence of outliers, the Gaussian distribution on P, also loses its robustness properties.
The main contribution of the present paper is to remedy this problem by introducing the Riemannian
Laplace distribution while maintaining the same one-to-one relation between MLE and the Riemannian
median. This will be shown to offer considerable improvement in dealing with outliers.

This paper is organized as follows.

Section 2 reviews the Riemannian geometry of P, when this manifold is equipped with the
Riemannian metric known as the Rao—Fisher or affine invariant metric [10,11]. In particular, it gives
analytic expressions for geodesic curves, Riemannian distance and recalls the invariance of Rao’s
distance under affine transformations.

Section 3 introduces the Laplace distribution £(Y, o) through its probability density function with
respect to the volume form do(Y):

(Y, Y)
ag

— 1
Yo =7y P

here, ¢ lies in an interval |0, 0max[ With 0max < 0. This is because the normalizing constant ¢, (o)
becomes infinite for o > omax. It will be shown that {,,(¢') depend only on ¢ (and not on Y) for all
0 < Omax- This important fact leads to simple expressions of MLEs of Y and ¢. In particular, the MLE
of Y based on a family of observations Y3, - -, Yy sampled from L(Y, ¢) is given by the median of
Y1, -+, Yy defined by Equation (3) where d is Rao’s distance.

Section 4 focuses on mixtures of Riemannian Laplace distributions on P;;. A distribution of this
kind has a density:

M
p(Y‘(wa;,,O’y)lgng) = Z wHP(Y|Y]u¢7;t) 4)

u=1
with respect to the volume form dov(Y). Here, M is the number of mixture components, @, > 0, Y, €
Pm,ou > 0foralll < p < Mand Zﬁdﬂ @y = 1. A new EM (expectation-maximization) algorithm that
computes maximum likelihood estimates of the mixture parameters (@, Y, 03 )1< u<M is provided.

The problem of the order selection of the number M in Equation (4) is also discussed and performed
using the Bayesian information criterion (BIC) [16].
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Section 5 is an application of the previous material to the classification of data with values in Py,
which contain outliers (abnormal data points). Assume to be given a training sequence Y1, - - -, Y;, € Pp,.
Using the EM algorithm developed in Section 4, it is possible to subdivide this sequence into disjoint
classes. To classify new data points, a classification rule is proposed. The robustness of this rule lies
in the fact that it is based on the distances between new observations and the respective medians
of classes instead of the means [15]. This rule will be illustrated by an application to the problem
of texture classification in computer vision. The obtained results show improved performance with
respect to recent approaches which use the Riemannian Gaussian distribution [15] and the Wishart
distribution [17].

2. Riemannian Geometry of P,

The geometry of Siegel homogeneous bounded domains, such as Kéhler homogeneous manifolds,
have been studied by Felix A. Berezin [18] and P. Malliavin [19]. The structure of Kéhler homogeneous
manifolds has been used in [20,21] to parameterize (Toeplitz—) Block-Toeplitz matrices. This led
to a Hessian metric from information geometry theory with a Kéhler potential given by entropy
and to an algorithm to compute medians of (Toeplitz—)Block-Toeplitz matrices by Karcher flow on
Mostow /Berger fibration of a Siegel disk. Optimal numerical schemes of this algorithm in a Siegel
disk have been studied, developed and validated in [22-24].

This section introduces the necessary background on the Riemannian geometry of P, , the space
of symmetric positive definite matrices of size m x m. Precisely, Py, is equipped with the Riemannian
metric known as the affine-invariant metric. First, analytic expressions are recalled for geodesic
curves and Riemannian distance. Then, two properties are stated, which are fundamental to the
following. These are affine-invariance of the Riemannian distance and the existence and uniqueness of
Riemannian medians.

The affine-invariant metric, called the Rao-Fisher metric in information geometry, has the
following expression:

gv(A,B) = tr(Y"1AY™1B) (5)

where Y € Py, and A, B € TyPy,;, the tangent space to Py, at Y, which is identified with the vector space
of m x m symmetric matrices. The Riemannian metric Equation (5) induces a Riemannian distance on
P as follows. The length of a smooth curve ¢ : [0,1] — P, is given by:

1©) = [ /st e, 260 ©

where ¢(t) = % .ForY,Z € Py, the Riemannian distance d(Y, Z), called Rao’s distance in information
geometry, is defined to be:

d(Y,Z) =inf{ L(c),c: [0,1] — Py, is a smooth curve with ¢(0) =Y, c(1) = Z}.

This infimum is achieved by a unique curve ¢ = 7, called the geodesic connecting Y and Z, which
has the following equation [10,25]:

')/(t) — Yl/z (Y*l/ZZYfl/Z)t Yl/z (7)

Here, and throughout the following, all matrix functions (for example, square root, logarithm or power)
are understood as symmetric matrix functions [26]. By definition, d(Y, Z) coincides with L(-y), which
turns out to be:

d*(Y,Z) = tr[log(Y~1/22y~1/2))? 8)

Equipped with the affine-invariant metric Equation (5), the space P, enjoys two
useful properties, which are the following. The first property is invariance under affine
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transformations [10,25]. Recall that an affine transformation of Py, is a mapping Y + Y - A, where A is
an invertible real matrix of size m x m,

Y-A=ATvYA ©)

and ' denotes the transpose. Denote by GL (1) the group of m x m invertible real matrices on Py,.
Then, the action of GL(m) on P, is transitive. This means that for any Y,Z € P,,, there exists
A € GL(m), such that Y.A = Z. Moreover, the Riemannian distance Equation (8) is invariant by affine
transformations in the sense that forall Y, Z € Py,;:

Ad(Y,Z)=d(Y-A,Z-A) (10)

where Y - A and Z - A are defined by Equation (9). The transitivity of the action Equation (9) and the
isometry property Equation (10) make P, a Riemannian homogeneous space.

The affine-invariant metric Equation (5) turns Py, into a Riemannian manifold of negative sectional
curvature [10,27]. As a result, Py, enjoys the property of the existence and uniqueness of Riemannian
medians. The Riemannian median of N points Y3, - -+, Yy € Py, is defined to be:

N
Yy = argmin, Y d(Y,Ya) (11)
n=1

where d(Y,Y;) is the Riemannian distance Equation (8). If Y;,-- -, Yy do not belong to the same
geodesic, then Yy exists and is unique [28]. More generally, for any probability measure 7t on Py, the
median of 77 is defined to be: X
¥ = argmin, / (Y, Z)dn(Z) (12)
Note that Equation (12) reduces to Equation (11) for 7 = % YN, by, . If the support of 77 is not
carried by a single geodesic, then again, Y, exists and is unique by the main result of [28].
To end this section, consider the Riemannian volume associated with the affine-invariant
Riemannian metric [10]:
do(Y) = det(Y)" "% T4 (13)
i<j
where the indices denote matrix elements. The Riemannian volume is used to define the integral of a
function f : P, — Ras:

FY)do(Y) = I/.../f(Y) det(Y)~"1" [ dv; (14)

J P i<j

where the integral on the right-hand side is a multiple integral over the (m + 1)/2 variables, Y;; with
i <j. The integral Equation (14) is invariant under affine transformations. Precisely:

[, £ Ao = [ f()do(x) (15)

where Y - A is the affine transformation given by Equation (9). It takes on a simplified form when
f(Y) only depends on the eigenvalues of Y. Precisely, let the spectral decomposition of Y be given by
Yy =ut diag(e™, - ,e") U, where U is an orthogonal matrix and e, - - - , " are the eigenvalues of
Y. Assume that f(Y) = f(r1,...,7u), then the invariant integral Equation (14) reduces to:

F(Y)do(Y) = o x /ﬂ%m f(r1,-++,rm) [ I sinh ('ri ; rj‘) dry -+ dry (16)

Pu i<j
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. . 1 m(m—1) nmz/z
where the constant ¢y, is givenby ¢y = 7 X wy X 84, wy = oy
: T (m/2

gamma function given in [29]. See Appendix A for the derivation of Equation (16) from Equation (14).

and Ty, is the multivariate

3. Riemannian Laplace Distribution on P,

3.1. Definition of L(Y,0)

The Riemannian Laplace distribution on Py, is defined by analogy with the well-known Laplace
distribution on R. Recall the density of the Laplace distribution on R,

e

Pl o) = 5

where ¥ € R and o > 0. This is a density with respect to the length element dx on R. The density of
the Riemannian Laplace distribution on P, will be given by:

o L[ YY)
pmmw—%w)p[ g ] a7)

here, Y € Py, 0 > 0, and the density is with respect to the Riemannian volume element Equation (13)
on Py,. The normalizing factor {,,(¢') appearing in Equation (17) is given by the integral:

/ ' exp {7‘1(%?)} do(Y)

Assume for now that this integral is finite for some choice of Y and ¢. It is possible to show
that its value does not depend on Y. To do so, recall that the action of GL(m) on P, is transitive.
As a consequence, there exists A € Py, such that Y = I.A, where I.A is defined as in Equation (9).
From Equation (10), it follows that d(Y,Y) = d(Y,I.A) = d(Y.A™1, ). From the invariance property

Equation (15): B
/. ' exp {—@} do(Y) = /7;"1 exp {—d(%"l)} do(Y) (18)

The integral on the right does not depend on Y, which proves the above claim.
The last integral representation and formula Equation (16) lead to the following explicit expression:

(o) = cm % / el ] ]sinh <M> dry---dry (19)
R i<j 2

where |r| = (r2+ - 41} )% and ¢y, is the same constant as in Equation (16) (see Appendix B for more

details on the derivation of Equation (19)).

A distinctive feature of the Riemannian Laplace distribution on P, in comparison to the Laplace
distribution on R is that there exist certain values of ¢ for which it cannot be defined. This is
because the integral Equation (19) diverges for certain values of this parameter. This leads to the
following definition.

Definition 1. Set 0y, = sup{c > 0: {u(0) < oo}. Then, for Y € Py, and o € (0,0y,), the Riemannian
Laplace distribution on Py, denoted by L(Y,0), is defined as the probability distribution on Py, whose density
with respect to dv(Y) is given by Equation (17), where {,, () is defined by Equation (19).

The constant oy, in this definition satisfies 0 < 7y, < oo for all m and takes the value v/2 for m = 2
(see Appendix C for proofs).
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3.2. Sampling from L(Y, o)

The current section presents a general method for sampling from the Laplace distribution £(Y, 0).
This method relies in part on the following transformation property.

Proposition 1. Let Y be a random variable in Py, . For all A € GL(m),
Y~L(Y,0) = Y -A~L(Y-A,0)
where Y - A is given by Equation (9).

Proof. Let ¢ : P,y — Rbe a test function. If Y ~ £(Y,0) and Z = Y - A, then the expectation of ¢(Z)
is given by:

Elp(@)] = [, o(xX-4)p(X|Y,0)d0(X) = [ p(X)p(X-A7'|¥,0)do(X)

where the equality is a result of Equation (15). However, p(X - A7'|Y,0) = p(X|Y - A,0) by
Equation (10), which proves the proposition.
O

The following algorithm describes how to sample from £(Y, ) where 0 < o < . For this, it is
first required to sample from the density p on R" defined by:

|ri =il

p0) = pope [Tsinn (

>, r=(ry, - ,rm)-

This can be done by a usual Metropolis algorithm [30].

It is also required to sample from the uniform distribution on O(m), the group of real orthogonal
m x m matrices. This can be done by generating A, an m x m matrix, whose entries are ii.d. with
normal distribution A (0, 1), then the orthogonal matrix U, in the decomposition A = UT with T
upper triangular, is uniformly distributed on O(m) [29] (p. 70). Sampling from £(Y,¢) can now be
described as follows.

Algorithm 1 Sampling from L(Y, o).

1: Generate i.i.d. samples (rq,- - ,r,) € R™ with density p
2: Generate U from a uniform distribution on O(m)

3 X < Uldiag(e,---,e)U

&Y« XY

Note that the law of X in Step 3 is L(I, 7); the proof of this fact is given in Appendix D. Finally,
the law of Y in Step 4 is £(I.Y? = Y, ¢) by proposition Equation (1).

3.3. Estimation of Y and o

The current section considers maximum likelihood estimation of the parameters Y and ¢, based
on independent observations Y7, ..., Yy from the Riemannian Laplace distribution C(Y, 0). The main
results are contained in Propositions 2 and 3 below.

Proposition 2 states the existence and uniqueness of the maximum likelihood estimates Yy and
0n of Y and ¢. In particular, the maximum likelihood estimate Yy of Y is the Riemannian median of
Y1, ..., Yy, defined by Equation (11). Numerical computation of Yy will be considered and carried out
using a Riemannian sub-gradient descent algorithm [8].
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Proposition 3 states the convergence of the maximum likelihood estimate Yy to the true value of
the parameter Y. It is based on Lemma 1, which states that the parameter Y is the Riemannian median
of the distribution £(Y, ¢) in the sense of definition Equation (12).

Proposition 2 (MLE and median). The maximum likelihood estimate of the parameter Y is the Riemannian
median Yy of Y1,...,Yn. Moreover, the maximum likelihood estimate of the parameter o is the solution oy of:

o2 x —log Cn(o i (20)

Both Yy and 0 exist and are unique for any realization of the samples Y1, ..., Yy.

Proof of Proposition 2. The log-likelihood function, of the parameters Y and ¢, can be written as:

N ~ N _d(Y,Yn)
n;llog P(Yn‘ Y,U) Z (gm ) ’ )
—Nlog (o) — }7 Z d(Y, Yu)

n=1

As the first term in the last expression does not contain Y,

N

argmaxy E log p(Yu|Y,0) = argminy Z
n=1 n=1

The quantity on the right is exactly Yy by Equation (11). This proves the first claim. Now, consider
the function:

F(y) = 7N10g(€m(_71)) +7 ;d(YN,Yn)/ n < ;Ti

This function is strictly concave, since it is the logarithm of the moment generating function of a
positive measure. Note that lirn’7 = F(n) = —0o, and admit for a moment that lim, o F(17) = —co.

By the strict concavity of F, there ex1sts a unique fjy < 1 (which is the maximum of F), such that
F'(x) = 0. It follows that o = %} lies in (0, 03, ) and satlsﬁes Equation (20). The uniqueness of oy
is a consequence of the uniqueness of 7jy. Thus, the proof is complete. Now, it remains to check that
limy o F(7) = —o0 or just limy—, 10 £ log({m(L)) = 0. Clearly:

ri— 7
Hsinh <‘127]|> < AmeBm‘rl

i<j

where A;; and By, are two constants only depending on m. Using this, it follows that:

%log(@m(}j)) < %log(cmAm) + }; log </R"' exp((—=o + By)|r|)dry - - - dTm) (21)

However, for some constant C;; only depending on 1,

/lRm exp((—o+ Bp)|r|)dry - - - dry = Cp /OoQ exp((—0 + By)u)u™ 'du

o0 (m —1)ICpy
1) _ =
< (m—1)!Cp ./0 exp((—o+ By + 1)u)du v B, 1

Combining this bound and Equation (21) yields limy—, e % log(gm(},)) =0. O
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Remark 1. Replacing F in the previous proof with F(n) = — log(ém(%)) + 17c where ¢ > 0 shows that the
equation:

d
o2 x %logém(a) =c

has a unique solution o € (0,0y,). This shows in particular that o — o2 x ;—‘7 log (i (o) is a bijection from
(0,09) to (0, 00).

Consider now the numerical computation of the maximum likelihood estimates Y and oy given
by Proposition 2. Computation of Yy consists in finding the Riemannian median of Y1, ..., Yy, defined
by Equation (11). This can be done using the Riemannian sub-gradient descent algorithm of [8]. The
k-th iteration of this algorithm produces an approximation ?Ik\, of Yy in the following way.

Fork =1,2,..., let A; be the symmetric matrix:

1w LogY;J(Y")
N Logyea (Ya) 22
= X Toag -

Here, Log is the Riemannian logarithm mapping inverse to the the Riemannian exponential
mapping:
Expy (A) = Y2 exp (Y7128 71/2) y1/2 (23)

and ||Log,(b)|| = v/8a(b,b). Then, Y;{\, is defined to be:
17;, = Exp P (T Ax) (24)
N

where 7, > 0 is a step size, which can be determined using a backtracking procedure.

Computation of 0 requires solving a non-linear equation in one variable. This is readily done
using Newton’s method.

It is shown now that the empirical Riemannian median Yy converges almost surely to the true
median Y. This means that Yy is a consistent estimator of Y. The proof of this fact requires few
notations and a preparatory lemma.

ForY € Py and o € (0,0), let:

8(Y|Y,(7)=/ (Y, Z) p(Z| Y, 0)do(Z)

< Fm

The following lemma shows how to find Y and ¢ from the function Y — (Y| Y, o).
Lemma 1. Forany Y € Py, and o € (0,0y,), the following properties hold
(i) Y is given by:
Y = argmin, £(Y|Y,0) (25a)
That is, Y is the Riemannian median of L(Y, 7).

(ii) o is given by:
o= (E(Y|Y,0)) (25b)

where the function ® is the inverse function of o — o2 x dlog {u(c)/do.

Proof of Lemma 1. (i) Let £(Y) = £(Y]Y, ). According to Theorem 2.1 in [28], this function has a
unique global minimum, which is also a unique stationary point. Thus, to prove that Y is the minimum
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point of &, it will suffice to check that for any geodesic 7 starting from Y, %[;_o& (7(t)) = 0[31] (p. 76).
Note that:

d d _
Glm0f ) = [ Flod(2(0),2) p(2] ¥, 0)do(2) 6)
where for all Z # Y [32]:

d -
Jpl=0d(v(H),2) = —gy(logy (2),7'(0))d(Y, 2) !
The integral in Equation (26) is, up to a constant,
Sheo [ p(ZI (1), 0)d0(2) =0
= pLZiy(E), =

since [, p(Z|(t),0)dv(Z) = 1.
(ii) Differentiating me exp(fg)dv(z) = {u(0) with respect to o, it comes that:

o2 x dlog {m(c) /do = 2222 = [ 4z )p(IY,0)io(2) = E(VIV,0)

which proves (ii). O

Proposition 3 (Consistency of Yy). Let Y, Ya, - - be independent samples from a Laplace distribution
G(Y, 0). The empirical median Yy of Y1, ..., Yy converges almost surely to Y, as N — 0.

Proof of Proposition 3. Corollary 3.5 in [33] (p. 49) states that if (Y;,) is a sequence of i.i.d. random
variables on P, with law 77, then the Riemannian median YN of Y1, -+, Yy converges almost surely
as N — oo to Yy, the Riemannian median of 7= defined by Equation (12). Applying this result to
7 = L(Y,0) and using Y, = ¥, which follows from item (i) of Lemma 1, shows that Yy converges
almost surely to Y. [

4. Mixtures of Laplace Distributions

There are several motivations for considering mixtures of distributions in general. The most
natural approach is to envisage a dataset as constituted of several subpopulations. Another approach
is the fact that there is a support for the argument that mixtures of distributions provide a good
approximation to most distributions in a spirit similar to wavelets.

The present section introduces the class of probability distributions that are finite mixtures of
Riemannian Laplace distributions on P,. These constitute the main theoretical tool, to be used for the
target application of the present paper, namely the problem of texture classification in computer vision,
which will be treated in Section 5.

A mixture of Riemannian Laplace distributions is a probability distribution on P;;, whose density
with respect to the Riemannian volume element Equation (13) has the following expression:

M=

p(Y‘(‘DerwO’y)ls;ng) = @y X p(Y] Yway) (27)

1

14

where @, are nonzero weights, whose sum is equal to one, Y;, € Pmand oy, € (0,00) foralll < u < M,
and the parameter M is called the number of mixture components.

Section 4.1 describes a new EM algorithm, which computes the maximum likelihood estimates
of the mixture parameters (‘Dw Y},, Uﬂ)lg u<My based on independent observations Y7, ..., Yy from the
mixture distribution Equation (27).
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Section 4.2 considers the problem of order selection for mixtures of Riemannian Laplace
distributions. Precisely, this consists of finding the number M of mixture components in Equation (27)
that realizes the best representation of a given set of data Y3,...,Yy. This problem is solved by
computing the BIC criterion, which is here found in explicit form for the case of mixtures of Riemannian
Laplace distributions on P,.

4.1. Estimation of the Mixture Parameters

In this section, Y7, ..., Yy are ii.d. samples from Equation (27). Based on these observations, an
EM algorithm is proposed to estimate (@, Y, 03)1< u<m- The derivation of this algorithm can be
carried out similarly to [15].

To explain how this algorithm works, define for all ¢ = {(@,, Yy, o)},

@y X p(Yal Y;tr”y)
Ty @ x p(Yal Y, 05)

wy(Yn,ﬁ) = Ny(ﬂ) = Z Wy(yn) (28)
n=1

The algorithm iteratively updates ¢ = {(Dy, Y#, 0y)}, which is an approximation of the maximum
likelihood estimate of the mixture parameters ¢ = (@, Y},, 0y) as follows.

e Update for &,: Based on the current value of 8, assign to @ the new value &, = N, (19) / N.
e Update for 17}4: Based on the current value of 1@, assign to Yy the value:

N
Y,, = argmin, 2 wyu (Yo, N d(Y,Yy) (29)
n=1

e Update for 0: Based on the current value of 9, assign to 0y, the new value:

0y = @(N7 @) x 2Ny wu (Y, 8) d(Yy, Yar)) (30)

where the function @ is defined in Proposition 1.

These three update rules should be performed in the above order. Realization of the update rules
for @, and 6y, is straightforward. The update rule for Y, is realized using a slight modification of the
sub-gradient descent algorithm described in Section 3.2. More precisely, the factor 1/N appearing in
Equation (22) is only replaced with w;,(Yy, 9) at each iteration.

In practice, the initial conditions (dy, }7},0, 07;,) in this algorithm were chosen in the following
way. The weights (@y,) are uniform and equal to 1/M; (}A’},O) are M different observations from
the set {Y7,., Yy} chosen randomly; and (&y,) is computed from (@y,) and (Y},O) according to
the rule Equation (30). Since the convergence of the algorithm depends on the initial conditions,
the EM algorithm is run several times, and the best result is retained, i.e., the one maximizing the
log-likelihood function.

4.2. The Bayesian Information Criterion

The BIC was introduced by Schwarz to find the appropriate dimension of a model that will fit a
given set of observations [16]. Since then, BIC has been used in many Bayesian modeling problems
where priors are hard to set precisely. In large sample settings, the fitted model favored by BIC ideally
corresponds to the candidate model that is a posteriori most probable; i.e., the model that is rendered
most plausible by the data at hand. One of the main features of the BIC is its easy computation, since it
is only based on the empirical log-likelihood function.
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Given a set of observations {Y;,- - -, Yy } arising from Equation (27) where M is unknown, the
BIC consists of choosing the parameter:

M = argmax,;BIC(M)

where: 1
BIC(M) = LL — 5 x DF x log(N) (31)

Here, LL is the log-likelihood given by:

n=1 k=1

N M
LL = 2 10g (2 (ﬁkp(ynh?k/@—k)) (32)

and DF is the number of degrees of freedom of the statistical model:

DF:Mx@

+M+M-1 33)

In Formula (32), (&, Y, 6%)1<k<u are obtained from an EM algorithm as stated in Section 4.1
assuming the exact dimension is M. Finally, note that in Formula (33), M x W (respectively M

and M — 1) corresponds to the number of degrees of freedom associated with (Yk)1§ k<M (respectively
(0)1<k<m and (@k)1<k<m)-

5. Application to Classification of Data on Py,

Recently, several approaches have used the Riemannian distance in general as the main innovation
in image or signal classification problems [2,15,34]. It turns out that the use of this distance leads to
more accurate results (in comparison, for example, with the Euclidean distance). This section proposes
an application that follows a similar approach, but in addition to the Riemannian distance, it also relies
on a statistical approach. It considers the application of the Riemannian Laplace distribution (RLD) to
the classification of data in P, and gives an original Laplace classification rule, which can be used to
carry out the task of classification, even in the presence of outliers. It also applies this classification rule
to the problem of texture classification in computer vision, showing that it leads to improved results in
comparison with recent literature.

Section 5.1 considers, from the point of view of statistical learning, the classification of data with
values in P;,;. Given data points Y1, - - -, Yy € Py, this proceeds in two steps, called the learning phase
and the classification phase, respectively. The learning phase uncovers the class structure of the data,
by estimating a mixture model using the EM algorithm developed in Section 4.1. Once training is
accomplished, data points are subdivided into disjoint classes. Classification consists of associating
each new data point to the most suitable class. For this, a new classification rule will be established
and shown to be optimal.

Section 5.2 is the implementation of the Laplace classification rule together with the BIC criterion
to texture classification in computer vision. It highlights the advantage of the Laplace distribution in
the presence of outliers and shows its better performance compared to recent approaches.

5.1. Classification Using Mixtures of Laplace Distributions

Assume to be given a set of training data Y7, - - - , Y. These are now modeled as a realization of a
mixture of Laplace distributions:

p(Y) = Z @y x p(Y| qu‘Ty) (34)
u=1
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In this section, the order M in Equation (34) is considered as known. The training phase of these
data consists of learning its structure as a family of M disjoint classes C,, u =1, -+, M. To be more
precise, depending on the family (@), some of these classes may be empty. Training is done by
applying the EM algorithm described in Section 4.1. As a result, each class C, is represented by a
triple ((ﬁ;,, YP,, @'y) corresponding to maximum likelihood estimates of (@ 1w Yy, 0 ). Each observation
Yy is now associated with the class C,« where p* = argmaxya;(Y,,,ﬁ) (recall the definition from
Equation (28)). In this way, {Y3,- - -, Yn } is subdivided into M disjoint classes.

The classification phase requires a classification rule. Following [15], the optimal rule (in the sense
of a Bayesian risk criterion given in [35]) consists of associating any new data Y} to the class C;;» where:

p* = argmax,, {Nj, x p(Yi|¥y,0,)} (35)

Here, N, is the number of elements in C;,. Replacing N, with N x &), Equation (35) becomes
argmax,, @, x p(Yi|Yy, 04). Note that when the weights @, in Equation (34) are assumed to be equal,
this rule reduces to a maximum likelihood classification rule max p(Yt\Y;,, 03). A quick look at the
expression Equation (17) shows that Equation (35) can also be expressed as:

(v,
p* = argmin,, { log &, + log (0y) + (éy)} (36)

H

The rule Equation (36) will be called the Laplace classification rule. It favors clusters C, having
a larger number of data points (the minimum contains —log @) or a smaller dispersion away from
the median (the minimum contains log {(&;)). When choosing between two clusters with the same
number of points and the same dispersion, this rule favors the one whose median is closer to Y; . If the
number of data points inside clusters and the respective dispersions are neglected, then Equation (36)
reduces to the nearest neighbor rule involving only the Riemannian distance introduced in [2].

The analogous rules of Equation (36) for the Riemannian Gaussian distribution (RGD) [15] and the
Wishart distribution (WD) [17] on P, can be established by replacing p(Y;|Y;, ¢) in Equation (35) with
the RGD and the WD and then following the same reasoning as before. Recall that a WD depends on
an expectation 2 € P,, and a number of degrees of freedom # [29]. For the WD, Equation (36) becomes:

u* = argmin, {~2log &(u) — A(s) (log det (£ (1)Y) — (£ (1)1))}

Here, & (), £(p) and 71(y) denote maximum likelihood estimates of the true parameters @ (y),
%(p) and n(yu), which define the mixture model (these estimates can be computed as in [36,37]).

5.2. Application to Texture Classification

This section presents an application of the mixture of Laplace distributions to the context of
texture classification on the MIT Vision Texture (VisTex) database [38]. The purpose of this experiment
is to classify the textures, by taking into consideration the within-class diversity. In addition, the
influence of outliers on the classification performances is analyzed. The obtained results for the RLD
are compared to those given by the RGD [15] and the WD [17].

The VisTex database contains 40 images, considered as being 40 different texture classes. The
database used for the experiment is obtained after several steps. First of all, each texture is decomposed
into 169 patches of 128 x 128 pixels, with an overlap of 32 pixels, giving a total number of 6760 textured
patches. Next, some patches are corrupted, in order to introduce abnormal data into the dataset.
Therefore, their intensity is modified by applying a gradient of luminosity. For each class, between
zero and 60 patches are modified in order to become outliers. An example of a VisTex texture with one
of its patches and an outlier patch are shown in Figure 1.
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(a) (b) (9

Figure 1. Example of a texture from the VisTex database (a), one of its patches (b) and the corresponding
outlier (c).

Once the database is built, it is 15-times equally and randomly divided in order to obtain the
training and the testing sets that are further used in the supervised classification algorithm. Then,
for each patch in both databases, a feature vector has to be computed. The luminance channel is first
extracted and then normalized in intensity. The grayscale patches are filtered using the stationary
wavelet transform Daubechies db4 filter (see [39]), with two scales and three orientations. To model
the wavelet sub-bands, various stochastic models have been proposed in the literature. Among them,
the univariate generalized Gaussian distribution has been found to accurately model the empirical
histogram of wavelet sub-bands [40]. Recently, it has been proposed to model the spatial dependency
of wavelet coefficients. To this aim, the wavelet coefficients located in a p x g spatial neighborhood
of the current spatial position are clustered in a random vector. The realizations of these vectors
can be further modeled by elliptical distributions [41,42], copula-based models [43,44], efc. In this
paper, the wavelet coefficients are considered as being realizations of zero-mean multivariate Gaussian
distributions. In addition, for this experiment the spatial information is captured by using a vertical
(2 x 1) and a horizontal (1 x 2) neighborhood. Next, the 2 x 2 sample covariance matrices are estimated
for each wavelet sub-band and each neighborhood. Finally, each patch is represented by a set of F = 12
covariance matrices (2 scales x 3 orientations x 2 neighborhoods) denoted Y = [Y3,- -, Yg]|.

The estimated covariance matrices are elements of P,,, with m = 2, and therefore, they can be
modeled by Riemannian Laplace distributions. More precisely, in order to take into consideration the
within-class diversity, each class in the training set is viewed as a realization of a mixture of Riemannian
Laplace distributions (Equation (27)) with M mixture components, characterized by (@, Yy, ¢,y ¢),
having Y%f € Py, withy =1,--- ,Mand f = 1,---,F. Since the sub-bands are assumed to be
independent, the probability density function is given by:

M F

p(Y|(‘Dwa,fr Uy,f)lgng,lgng) = Z ‘DP- H p(Yf| Yy,fr Uy,f) (37)
u=1 f=1

The learning step of the classification is performed using the EM algorithm presented in Section 4,
and the number of mixture components is determined using the BIC criterion recalled in Equation (31).
Note that for the considered model given in Equation (37), the degree of freedom is expressed as:

DF:M71+M><F><<@+1) (38)

since one centroid and one dispersion parameter should be estimated per feature and per component
of the mixture model. In practice, the number of mixture components M varies between two and five,
and the M yielding to the highest BIC criterion is retained. As mentioned earlier, the EM algorithm
is sensitive to the initial conditions. In order to minimize this influence, for this experiment, the EM
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algorithm is repeated 10 times, and the result maximizing the log-likelihood function is retained.
Finally, the classification is performed by assigning each element Y; € P, in the testing set to the class
of the closest cluster y*, given by:

% . A r ~ r d(Yf/Y ’ )
p* = argmin,, {— log &y + f;llog é(awr) + f; Tf"f (39)

This expression is obtained starting from Equations (36) and (37), knowing that F features are
extracted for each patch.

The classification results of the proposed model (solid red line), expressed in terms of overall
accuracy, shown in Figure 2, are compared to those given by a fixed number of mixture components
(that is, for M = 3, dashed red line) and with those given when the within-class diversity is not
considered (that is, for M = 1, dotted red line). In addition, the classification performances given by
the RGD model (displayed in black) proposed in [15] and the WD model (displayed in blue) proposed
in [17] are also considered. For each of these models, the number of mixture components is first
computed using the BIC, and next, it is fixed to M = 3 and M = 1. For all of the considered models,
the classification rate is given as a function of the number of outliers, which varies between zero and
60 for each class.

0.9r

o
@
T

—RGD BIC
-—-RGDM=3
RGD M =1
—RLD BIC
---RLDM=3
o5/ RLDM=1 ‘ % .
——WD BIC
-="WD M = 3 RN
’ WD M = 1 L L L
0 10 20 30 40 50 60
Number of outliers

Classification rate
o
e
;

o
D

0.4

Figure 2. Classification results.

It is shown that, as the number of outliers increases, the RLD gives progressively better results
than the RGD and the WD. The results are improved by using the BIC criterion for choosing the
suitable number of clusters. In conclusion, the mixture of RLDs combined with the BIC criterion to
estimate the best number of mixture components can minimize the influence of abnormal samples
present in the dataset, illustrating the relevance of the proposed method.

6. Conclusions

Motivated by the problem of outliers in statistical data, this paper introduces a new distribution on
the space Py, of m x m symmetric positive definite matrices, called the Riemannian Laplace distribution.
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Denoted throughout the paper by £(Y, ), where Y € Py, and ¢ > 0 are the indexing parameters, this
distribution may be thought of as specifying the law of a family of observations on P, concentrated
around the location Y and having dispersion . If d denotes Rao’s distance on Py, and do(Y) its
associated volume form, the density of £(Y, o) with respect to dv(Y) is proportional to exp(— @)).
Interestingly, the normalizing constant depends only on ¢ (and not on Y). This allows us to deduce
exact expressions for maximum likelihood estimates of Y and ¢ relying on the Riemannian median
on Py,. These estimates are also computed numerically by means of sub-gradient algorithms. The
estimation of parameters in mixture models of Laplace distributions are also considered and performed
using a new expectation-maximization algorithm. Finally, the main theoretical results are illustrated
by an application to texture classification. The proposed experiment consists of introducing abnormal
data (outliers) into a set of images from the VisTex database and analyzing their influences on the
classification performances. Each image is characterized by a set of 2 x 2 covariance matrices modeled
as mixtures of Riemannian Laplace distributions in the space P,. The number of mixtures is estimated
using the BIC criterion. The obtained results are compared to those given by the Riemannian Gaussian
distribution, showing the better performance of the proposed method.
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Appendix: Proofs of Some Technical Points
The subsections below provide proofs (using the same notations) of certain points in the paper.

A. Derivation of Equation (16) from Equation (14)

For U € O(m) and r = (r1, -+ ,rm) € R", let Y(r,U) = U’ diag(e™,---,e™)U. On O(m),
consider the exterior product det(6) = A;; j 0ij, where 6;; = 3 UpedUs.

Proposition 4. For all test functions f : P, — R,

FY)do(Y) = (m!2")" x g / o) Rmf Y(r,U)) det(0 Hsmh(‘ = ]|> Hdr,

P i<i

This proposition allows one to deduce Equation (16) from Equation (14), since
Jom det(9) = 2" 2/ ( see [29], p. 70).

Sketch of the proof of Proposition 4. In a differential form, the Rao—Fisher metric on P, is:

ds?(Y) = tr[y ~1dy]?

For U € O(m) and (ay,--- ,a,) € (R})™, letY = ut diag(ay, - - - ,am) U. Then:
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(see [10], p. 24). Let a; = ¢, then simple calculations show that:

Zdr +SZsmh2< rf) 02

i<j

As a consequence, the volume element dov(Y) is written as:

m(m—1) m 1)

do(v) = 8" det(0 Hsmh('rl rf‘)ndr,

i<j

This proves the proposition (the factor m!2" comes from the fact that the correspondence between
Y and (r, U) is not unique: m! corresponds to all possible reorderings of 11, ..., 7, and 2™ corresponds
to the orientation of the columns of U).

B. Derivation of Equation (19)

By Equations (16) and (18), to prove Equation (19), it is sufficient to prove that for all Y € Py,
d(Y, 1) = (T, r*)'/2 if the spectral decomposition of Y is Y = Ut diag(e™, - -+ ,¢") U, where U is
an orthogonal matrix. Note that d(Y,I) = d(diag(e',--- ,e™).U,I) = d(diag(e ’1,--- ,erm).U, 1.U),
where . is the affine transformation given by Equation (9). By Equation (10), it comes
that d(Y,I) = d(diag(e",--- ,e™),I), and so, d(Y,I) = (L/;r?)/2 holds using the explicit
expression Equation (8).

C. The Normalizing Factor {p (o)
The subject of this section is to prove these two claims:

(i) 0<oy <ooforallm>2;

(i) o =v2
To check (i), note that ]_[,< jsinh (‘r’ r") < exp(C|r|) for some constant C. Thus, for ¢ small

enough, the integral I,,(¢) = fR“l e~ <]- sinh (‘ i l) dr given in Equation (19) is finite, and

consequently, o;;, > 0.
Fix A > 0, such that sinh(5) > exp(}) for all x > A. Then:

In(0) > /Cexp <i Z(rj —ri)— |;> dr

where C is the set of infinite Lebesgue measures:
C={r=(, -, mm) eR":ne2-1A2i—1)A,1<i<m—1r, >2(m—1)A}

Now:

1 1
72 _rl :*rm“"i(_rl"' 2 (rj_ri))
i<j i<j,(i,j)#(1,m)

Assume m > 3 (the case m = 2 is easy to deal with separately). Then, on C, %ij(rj —ri) >
1 ' Ir] (4132 ' 1 i, ;
i'm +C and 7 < ==, where C' and C" are two positive constants (not depending on r).

However, for ¢ large enough:

1 "y 2\

,2 ME,rm_;,_C’_MEO.
o 4 [

i<j

and so, the integral I,,(¢') diverges. This shows that oy, is finite.
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(ii) Note the following easy inequalities |r; — 2| < |r1] + |ra| < v/2|r|, which yield sinh( In— r2|) <

Il
1ev2. This last inequality shows that {»(c) is finite for all ¢ < /2. In order to check {(v/2) = oo, it is
necessary to show:
rl , In

— 12
——=+ ——5—")dridr = 40
,/RzeXp(ﬁ 5 Jdridr (40)
The last integral is, up to a constant, greater than [, exp (— [r] + Lﬂ) dridr,, where:
C={(r,n) e R?: 1> =1, 12 <0} = {(r,12) € R?: r1 > |ra|,r2 < 0}.

OnC,

S Lo k| W Gkl SN MO Sk i ek

V2 V2 V2 V2

—r—=r

However, [, exp ( v ) dridry = oo by integrating with respect to 1 and then ry, which shows
Equation (40).

D. The Law of X in Algorithm 1
As stated in Appendix A, the uniform distribution on O(m) is given by w%” det(6), where
! = i'"?mj; Let Y(s,V) = V' diag(est, -+ ,e) V, with's = (s1,--- ,sp). Since X = Y(r, U), for
any test function ¢ : P, — R,

1
ElpO0] = o [ 8V V)p6) det(0 HdsZ (41)

m

Here, det(8) = A0 and 6; = Y VpdVi. On the other hand, by Proposition 4,
Jp, 9(Y) p(Y]L,0) do(Y) can be expressed as:

mm s Si—S
(m!2™)" x 8 & = / / 79 det(f) [ [sin h<‘ ! ]‘> ds;
i

i<j =1

which coincides with Equation (41).
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Abstract: Air traffic management (ATM) aims at providing companies with a safe and ideally optimal
aircraft trajectory planning. Air traffic controllers act on flight paths in such a way that no pair of
aircraft come closer than the regulatory separation norms. With the increase of traffic, it is expected
that the system will reach its limits in the near future: a paradigm change in ATM is planned with
the introduction of trajectory-based operations. In this context, sets of well-separated flight paths
are computed in advance, tremendously reducing the number of unsafe situations that must be
dealt with by controllers. Unfortunately, automated tools used to generate such planning generally
issue trajectories not complying with operational practices or even flight dynamics. In this paper,
a means of producing realistic air routes from the output of an automated trajectory design tool is
investigated. For that purpose, the entropy of a system of curves is first defined, and a mean of
iteratively minimizing it is presented. The resulting curves form a route network that is suitable for
use in a semi-automated ATM system with human in the loop. The tool introduced in this work is
quite versatile and may be applied also to unsupervised classification of curves: an example is given
for French traffic.

Keywords: curve system entropy; curves manifold; curve clustering; probability distribution
estimation; air traffic management

1. Introduction

Based on recent studies [1], traffic in Europe is expected to grow by an average yearly rate of
2.6%, yielding a net increase of two million flights per year at the 2020 horizon. The long-term forecast
gives a two-fold increase in 2050 over the current traffic, pointing out the need for a paradigm change
in the way flights are managed. Two major framework programs, SESAR (Single European Sky Air
traffic management Research) in Europe and Nextgen in the U.S. have been launched in order to first
investigate potential solutions and to deploy them in a second phase. One of the main changes that the
air traffic management (ATM) system will undergo is a switch from airspace-based to trajectory-based
operations with a delegation of the separation task to the crews. Within this framework, trajectories
become the basic object of ATM, changing the way air traffic controllers will be working. In order to
alleviate the workload of controllers, trajectories will be planned several weeks in advance in such
a way that close encounters are minimized and ideally removed. For that purpose, several tools are
currently being developed; most of them coming from the field of robotics [2]. Unfortunately, flight
paths issued by these algorithms are not tractable for a human controller and need to be simplified.
The purpose of the present work is to introduce an automated procedure that takes as input a set of
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trajectories and outputs a simplified one that can be used in an operational context. Please note that
the separation norm constraints were not taken into account in this work. In our algorithm, we cannot
enforce the regulatory separation norms, just construct clusters with low interactions. According to
the applications, the results of our algorithm may be used as an initial solution of a post-processing
algorithm based on optimal control in order to keep in line with the regulatory constraints. Using
entropy associated with a curves system, a gradient descent is performed in order to reduce it so
as to straighten trajectories while avoiding areas with low aircraft density, thus enforcing route-like
behavior. This effect is related to the fact that entropy-minimizing distributions favor concentration.

2. Entropy-Minimizing Curves

2.1. Motivation

As previously mentioned, air traffic management of the future will make an intensive use of
4D trajectories as a basic object. Full automation is a far-reaching concept that will probably not be
implemented before 20402050, and even in such a situation, it will be necessary to keep humans in
the loop so as to gain a wide societal acceptance of the concept. Starting from SESAR or Nextgen
initial deployment and aiming towards this ultimate objective, a transition phase with human-system
cooperation will take place. Since ATC controllers are used to a well-structured network of routes,
it is advisable to post-process the 4D trajectories issued by automated systems in order to make them as
close as possible to line segments connecting beacons. To perform this task, in an automatic way, flight
paths will be deformed so as to minimize an entropy criterion that enforces avoidance of low density
areas and at the same time penalizes length. Compared to already available bundling algorithms [3]
that tend to move curves to high density areas, this new procedure generates geometrically-correct
curves, without excess curvature.

Letaset y1,...,yn of smooth curves be given that will be aircraft flight paths for the air traffic
application. It will be assumed in the sequel that all curves are smooth mappings from [0,1] to
a domain Q) of R? with everywhere non-vanishing derivatives in |0, 1. This last condition allows one
to view them as smooth immersions with boundaries and is sound from the application point of view,
as aircraft velocities are bounded below by the efficiency consideration and ultimately by the stall and,
therefore, cannot vanish expect at the endpoints. In air traffic applications, the dimension of the state
space is generally two and sometimes three when the evolution of the aircraft in the vertical plane
is of interest.

The approach taken in this work is first to get a sound definition of spatial density associated with
a curve system, then to derive from it an entropy that will be minimized.

2.2. Spatial Density of a System of Curves

Due to the fact that aircraft positions are acquired through radar measurements, a trajectory
is known only at discrete sampling times. In the operational context, the sampling period ranges
from 4 to 10 s, which corresponds roughly to a 100-250-m traveling distance. Derived from that,
a classical performance indicator used in ATM is the aircraft density [4], obtained from the sampled
positions 'yi(tj), j=1,...,n; on each flight path 7;, i = 1,...,N. Itis constructed from a partition
U, k=1,..., P of Q by counting the number of samples occurring in a given Uy, then dividing out
by the total number of samples n = YN | n;. More formally, the density dy in the subset Uy of () is

expressed as:
N 1

de=n"1Y"Y 1y, (vi(t) 1

i=1j=1
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with 1y, the characteristic function of the set Uj. It seems natural to extend the density obtained from
samples to another one based on the trajectories themselves using an integral form:

— 1 S .
AL ) (o) ar @

where the normalizing constant A is chosen so that dj is a discrete probability distribution:

P N (1 N .1 P
A:k;;/(] 1y, (w(t))dt:;/o X 1, ()

and since Uy, k = 1,..., P is a partition:

P
Y Ly (ri(t) =1 €)
k=1

so that A = N.

Density can be viewed as an empirical probability distribution with the Uy considered as bins
in an histogram. It is thus natural to extend the above computation so as to give rise to a continuous
distribution on Q). For that purpose, local weighting techniques, such as kernel density estimation
methods, are well known in nonparametric statistics, because they are a useful data-driven way
to yield continuous density estimation. Many references may be found in the literature as in [5,6].
Given the observations, the resulting estimation will be the sum of weights taking into account the
distance between the observations and the location x at which the density has to be estimated; the more
an observation is close to x, the greater is the weighting. The weights are defined by selecting a
summable function centered on the observations, called a kernel, usually denoted by K: R — R in
the univariate case, and a smoothed version of the Parzen—Rosenblatt density estimator [7,8] is used.
Standard choices for the K function are the ones used for nonparametric kernel estimation, like the
Epanechnikov function [9]:

K:x+— (1 - x2) 1o1qy(x)-

There exists a large variety of kernel functions, and any density function satisfying the
normalization condition can be considered, so that the estimation is a probability density. Moreover,
the kernel function is a symmetric positive function, with the first moment equal to zero and a finite
second order moment. In the multivariate case, a multivariate kernel function K: R7 — R is selected
that can be expressed by means of a real kernel K associated with a norm, denoted by ||.||, in R7
as follows:

K(x) = K(x[)),  xeR.

The normalization condition becomes:

/E‘M K (x)dx = /H%AIK(HxH)dx =1

A kernel version of the density is then defined as a mapping d from Q) to [0, 1]:

YN Jo K(llx = vi(0)]) dt .
1fnfo (Il = (1)) dedx

Normalizing the kernel is not mandatory, as the normalization occurs with the definition of d. It is
nevertheless easier to consider these kinds of kernels, as is done in nonparametric density estimation.

)
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Note that when K is compactly supported, which is the case of the Epanechnikov function and all of
its relatives, it becomes:

J K= dx = [ K(lx])dx

provided that () contains the set:

e RY, inf — ()] < A
{x i:l...%?te[o,u”x (B <A}

where the interval [— A, A] contains the support of K. The case of kernels with unbounded support,
like Gaussian functions, may be dealt with provided () = Rf9. In the application considered,
only compactly-supported kernels are used, mainly to allow fast machine implementation of the
density computation.

Using the polar coordinates (p,) and the rotation invariance of the integrand, the
relation becomes:

71 T1g0 =
VOI(S )/R+K(p)p dp=1

which yields a normalizing constant of 2/ 7 for the Epanechnikov function in dimension two, instead
of the usual 3/4 in the real case. When the normalization condition is fulfilled, the expression of the
density simplifies to:

dxHle/ (Ilx = (0)) ©)

The normalizing constant is the same as in (2).

As an example, one day of traffic over France is considered and pictured in Figure 1
with the corresponding density map, computed on an evenly-spaced grid with a normalized
Epanechnikov kernel.

(a) (b)

Figure 1. (a) Traffic over France; (b) Associated density.

Unfortunately, density computed this way suffers a severe flaw for the ATM application: it is not
related only to the shape of trajectories, but also to the time behavior. Formally, it is defined on the set
Imm ([0, 1], R7) of smooth immersions from [0, 1] to R7 while the space of primary interest will be the
quotient by smooth diffeomorphisms of the interval [0, 1], Imm ([0, 1], R7) /Diff([0, 1]). Invariance of
the density under the action of Diff([0, 1]) is obtained as in [10] by adding a term related to velocity in
the integrals. The new definition of d becomes:

. £ f K wfmnmmth.
T o K w01 [0 v

(6)
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Assuming again a normalized kernel and letting /; be the length of the curve +;, the expression of
the density simplifies to:

e TR Kl = w0 D) vl
Zili1 li

The new Diff-invariant density is pictured in Figure 2 along with the standard density. While the
overall aspect of the plot is similar, one can observe that routes are more apparent in the right picture
and that the density peak located above the Paris area is of less importance and less symmetric due to
the fact that near airports, aircraft are slowing down, and this effect exaggerates the density with the

@)

non-invariant definition.

(a) (b)

Figure 2. Density (a) and Diff invariant density (b) for 12 February 2013 traffic.

The extension of the two-dimensional defined that way to the general case of curves in an arbitrary
space R7 is straightforward.

2.3. Further Properties of the Density

In this section, the curves considered are a smooth mapping from the closed interval [0, 1] to R7,
with a non-vanishing derivative in ]0, 1[. All multivariate kernels /C will be assumed smooth, positive,
with a unit integral and of the form x — K (]|x||). However, it is not required that they are compactly
supported unless explicitly stated. All results are presented for the whole space R7, but apply almost
verbatim to an open subset.

Definition 1. Let f be a smooth summable mapping from R to R. The scaling f, of f is defined, for each v > 0,
to be the mapping:

1. /x
fv.xeRH;f(;).
It is clear that the L!-norm of the original mapping is preserved by the scaling. Given a summable
kernel function K from R to R*, it defines a multivariate kernel K on R7 that maps x to K(||x||).
One may derive from it a parametrized family of kernels in R by mapping each v in |0, 1] to the scaled

kernel K, . If the original K is of unit integral, so are all of the K.

Proposition 1. Let 7y: [0,1] — RY be a smooth path with a non-vanishing derivative in |0,1|. Let Ky, v > 0
be a parametrized family of unit integral kernels. The family of Borel measures y, defined for any Borel set A by:

o(a) = [ [ Ko (= 01 1)t

is tight and converges narrowly to the Lebesgue measure on vy ([0,1]).
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Proof. Let e > 0 be given. By the summability of K, there exists a positive real number r, such that:

K d
/M(M (Ilx]l)dx < €

with B(0,r) the open ball of radius r centered at the origin. Since B(0,7) C B(0,rv=1) for v > 0,
the same holds for all of the family K,. Let B(0, M) be an open ball containing 7 ([0,1]). Then:

o (R B0 M) = [0l 0

1
= o siomeny o (= @) I (0 ®)
1
<e [ IOl =elt)

where [(7) denotes the length of . This proves the tightness of the family K.
Let f: R7 — R be a bounded continuous mapping. It becomes:

WP = [ [ K U= a0 @lldtdx = [ [ K (=101 00 1) e

©)
= [ [ K £ v 00) I 0t
and since f is bounded, the dominated convergence theorem shows that:
. 1 !/
lim 1,(F) = [ £ (v(8)) I/ (1) lat
v—0 0
proving the second part of the claim. [
The density in (7) is for a single curve of the form d(x fo (Ilx =y (O 1y (£) || dt with

I(7y) the length of the curve +. It is invariant under the change of the parameter and can be written in a
more concise way as:

[ =2t 1)

where 7 is the arclength times /() !

This form allows a simple probabilistic interpretation of the density d: if a point u is drawn on the
curve 7 according to a uniform distribution and independently a vector v in R7 with a density K (the
multivariate kernel corresponding to K), then the density of x = u + v is given by Equation (10).

Proposition 2. If the multivariate kernel IC has a finite second moment, that is the univariate kernel K is
such that:
M= / P IK(r) dr < oo
R+

then the Wasserstein distance between the densities dy,dy associated with smooth curves 7y, 2 is bounded by:
2Vol(ST)M + D(71,72)

with : X
D1, 72) = [ () = val) Py

where each curve is parametrized by the scaled arclength as in (10).
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Proof. Let us consider the plan [11] given by the density:

2: () o [ K= () DKCly 720 D

where each curve is parametrized by the scaled arclength. The associated transport cost is given by:
1
c= P [ K (- K(ly— dndxd
Lo =l [ K =m) D K (ly = 2200)]) dndxy
letting # = y — x and using Fubini gives:

1
- K(||x — 2K - .
c= [ [ KUx=ml) [ 1K (lu+x = 2] dudxdy
The inner term can be written as:

Jo 2K (- x =2l = [+ 7207) = x]2K (]

11
= [ VPRl + 203200 = x, [ uk(ul)du) + 2 (n) = xP.
The integral:
1., Kl
is zero and, using spherical coordinates:
2 :/ g+ / — Vol(Si-1
./RqHuH (lul)du Jor " (r) S‘Hdtrdr Vol (ST )M
with M = [, r771K(r). Putting back this value in the expression of the cost gives:
c=voi@ M [ [ K(lx=mnldxin+ [ [ K =710 920 — x|y
= voie M+ [ [ K(lx=ml) lvan) x|y (12)

= oM+ [ [ K (1) [920) — () + x|Pa

Finally:
/]Rq K (Il v () = 72 (1) + x[[Pdx = ‘/Rq K(I[x]1) 17207) = 71(n) || Pdxdy
+20ma0n) — ), [ <K (<] d 13)
+ Vol (ST HM

As before, the middle term vanishes, and the first one integrates to:

/ 172(7) = 71 () |ty
so that: 1
C:ZVOZ(Sq’l)MJr/O lv2(1) = 1) 1 %d.
0

This result indicates that the densities associated with curves 71, y, using the smoothing process
described above cannot be too far (with respect to the Wasserstein distance) from each other if the
geometric L2 distance D(71,72) is small. In fact, the upper bound in Proposition 2 can be interpreted
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as the cost of moving the smoothed density around 7; to the uniform distribution on the curve,
then moving 77 to 72, keeping points with equal scaled arclength in correspondence, and finally,
moving the uniform distribution on 7, to the smoothed density.

Having the density at hand, the entropy of the system of curves 1, ...,y is defined the usual
way as:

E(71,---,IN) = */QdN(x) log (d(x)) dx.

The entropy is dependent on the particular choice of the kernel K. As mentioned before, it is
a common practice in the field of non-parametric statistics to introduce a tuning parameter v > 0 in
the kernel, called bandwidth, so that it is expressed as a scaled version K = f, of a given function
f: R — R*. The value of v is the most influential parameter in the estimation of the density and must
be selected carefully. For curve clustering applications, it is defined by the desired interaction length:
if v tends to zero, the curves will behave as independent objects, while on the other end of the scale,
very high bandwidth will tend to remove the influence of the curves themselves. For the moment, no
automated means of finding an optimal v was used, although it will be part of a future work.

2.4. Minimizing the Entropy

In order to fulfill the initial requirement of finding bundles of curve segments as straight
as possible, one seeks after the system of curves minimizing the entropy E(v1,...,7N),
or equivalently maximizing:

/Q d(x)log (d(x)) dx.

The reason why this criterion gives the expected behavior will become more apparent after
derivation of its gradient at the end of this part. Nevertheless, when considering a single trajectory, it is
intuitive that the most concentrated density distribution is obtained with a straight segment connecting
the endpoints: this point will be made rigorous later.

Letting € be a perturbation of the curve 7;, such that €(0) = ¢(1) = 0, the first order expansion
of —E(71,...,7n) will be computed in order to get a maximizing displacement field, analogous to
a gradient ascent (the choice has been made to maximize the opposite of the entropy, so that the
algorithm will be a gradient ascent one) in the finite dimensional setting. The notation:

oF
a’)/]‘

will be used in the sequel to denote the derivative of a function F of the curve ; in the sense that for a
perturbation e:

F(7j+€) = F()) + %(e) To(llell).

First of all, please note that since d has integral one over the domain ()

2,
Ja T’y/(e)dx =0
so that: 5 2d(x)
. ¥ -
- ai,ij('er-”r')/N)(e) = a a,)/] (e) 10g (d(x)) dx. (14)

Starting from the expression of d given in Equation (7), the first order expansion of d with respect
to the perturbation € of 7; is obtained as a sum of a term coming from the numerator:

K= 1) 1) 5)
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and a second one coming from the length of 7; in the denominator. This last term is obtained from the
usual first order variation formula of a curve length:

[, [+ ew]ar=

()
/[0,1] o) a + /[o,l] < ||Z§(t)|'€’(t)> dt +o([le[|2)-

Using an integration by parts, the first order term can be written as:
7t
/ i( ) L€ (b)) dt =
o \ 77001
o <

N vl ()
lvi®1) - IO I®I ol el

the normal component of:

(16)

with:

()

4Ok

Please note that when dealing with planar curves (i.e., with values in R?), it is x;(£)N;(t) with «;
(resp. Nj) the curvature (resp. the unit normal vector) of 7;.

The integral in (15) can be expanded in a similar fashion. Using as above the notation () s for
normal components, the first order term is obtained as:

L <<|§jﬁgj|> e ) (10 ) o

K
- ACRN s
/[0,1]<<|7;(t)>/v’ (f>>1<<m<t) I) dt.

From the expressions in (16) and (17), the first order variation of the entropy is:

1 7(t) —x / 0 7 /
ZN”( Jo < A (W)NK () = #1) log(d(x>>dx,e<t)> oI
— () —x 1(x))dx ,Y;/(t) €
Sy (L (6 = 1) g <<|W}<f>>N’ (t>> a (19)

. - 77 (1)
+ (/Q d(x) log(d(x))dx) /M <<|hf}(t)|>/v,e(t)>dt>.

17)
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As expected, only moves normal to the trajectory will change at first order the value of the
criterion: the displacement of the curve +; will thus be performed at ¢ in the normal bundle to 7; and
is given, up to the (N, ;)" term, by:

VO =X Nl (6 — Il Tos(d(x) I
/Q ('Yj(t)_x)NK (H'Y](t) H)l g(d(x))d ”'Y](t)H
71(0)

= (it = 1) gt ) <%<0|>N (19

o 70
# (e omtdaix) (nvj;-(t))N'

The first term in the expression will favor moves towards areas of high density, while the second
and third ones are moving along normal vector and will straighten the trajectory. This last point can be
enlightened by considering the case of a single planar curve with fixed endpoints.

Proposition 3. Let a, b be fixed points in R? and K be a kernel as in (7). The segment [a, b] is a critical point
for the entropy associated with the curve system in R? consisting of single smooth paths with endpoints a, b.

Proof. Let the segment [q, b] be parametrized as : t € [0,1] — a + tv with v the vector (b —a).
Starting with the expression (19), it is clear that the second and third terms occurring in the formula
will vanish as the second derivative of v is zero. Let u be the unit normal vector to 7. Any point x
in R? can be written as x = a + 0v + ¢u, 0,& € R, so that y(t) — x = (t — 8)v — Eu and ||y (t) — x|| =
V/(t = 0)2][b — a]]> + ¢2. The change of variables x — (6, &) has Jacobian ||v|| = ||b — a||. For a fixed
t € [0,1], it becomes:

= ' —X 1(x))dx|| =
/]Rz (W>NK (1 (#) = x])) log(d(x))dx| 7/ ()|

¢ :
o=l [, g (Ve o2l el 2 ) og(dte,0)azas.

The density d for the 7 curve is expressed in &, 6 coordinates as:

/[0,1] K <\/(t —0)?[[b—al* + 62) dt

and is an even function in ¢. The same is true for K’ (||y(#) — x||). Finally, the mapping:
s ¢
V(E=02]b—al2 + &

is odd for a fixed 6, so that the whole integrand is odd as a function of . By the Fubini theorem,
integrating first in ¢ will therefore yield a vanishing integral, proving the assertion. [

(20)

The result still holds in R7, the only different aspect being that x is now expanded as x =
a+0v+ Z?;l ¢iu; with u;,i = 1,...,9 — 1 an orthonormal basis of the orthogonal complement of
Ro in R7. Rewriting y(t) —x = (t — 0)v — Z?;ll Giujand ||y(t) — x|| = \/(t —0)2||b—al|?+ Z?;ll 2,
the same parity argument can be applied on any of the components §;,i = 1,...,q — 1, showing that
the integral is vanishing.

The effect of curve straightening is present when minimizing the entropy of a whole curve system,
but is counterbalanced by the gathering effect. Depending on the choice of the kernel bandwidth, one
or the other effect is dominant: straightening is preeminent for low values, being the only remaining
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effect in the limit, while gathering dominates at high bandwidths. For the air traffic application, a rule
of the thumb is to take 2-3-times the separation norm as an effective support for the kernel. Using an
adaptive bandwidth may be of some interest also: starting with medium to high values favors curve
gathering; then, gradually reducing it will straighten the trajectories.

Using the scaled arclength in the entropy gives an equivalent, but somewhat easier to interpret
result. Starting with the expression (7) that takes in this case the form:

o Ty K (= ) )y on

YL

Leti € {1,...,N} be fixed. An admissible variation of the curve +; is a smooth mapping
from | —a,a[x[0,1] to R7, with a > 0 satisfying the following properties:

@) v € [0,1],¢(0,17) = 7i(7).
(b) Y(t,17) €] —a,a[x]0,1],[[9y¢(t, n) | = Lp(t) with I5(t) the length of the curve 7 — ¢(t,77).
(© Vi€l —aal¢(£,0) = 7i(0), ¢(£,1) = 7i(1).
Taking the derivative with respect to tat zero of Equation (b) yields:
(01049 (0,17),939(0,17)) = 041y (0)L;.

Letting T(7) be the unit tangent vector to <; at 77 and noting that 9,,¢(0,7) = [;T (1), it becomes:

(3405 (0,17), T(17)) = Al (). (22)

This relation puts a constraint on the variation of the tangential component of the curve derivative
and shows that it has to be constant in 7.

Proposition 4. Let D be the mapping from | — a,a[xR7 to R™ defined by:

TNzl Jo Kl =il dn + fy K (Ilx = ¢(t,m)]) dy

D: (t,x) +—
Zjlil lj

where 1 refers collectively to the scaled arclength parameter for each curve. The partial derivative 0;D(0, x) is
given by:

0= o l/<H% = 219(0,1) YK (1) = 1)

The proof is straightforward and is omitted. From Proposition 4, the variation of the entropy
is derived:

— /7 " yi (1) —
8=~ [ty () =g 2900 K () =l dnd @)

This relation is equivalent to (18): it can be seen by splitting the terms into a normal and
a tangential component. The first one yields:

RA Z711 / <<H’h :x||) (af¢(0”7))/\/> K' (||7i(n) = x]|) dypdx.
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For the tangential part, the starting point is the relation:

3y (K (16(0,7) — x| T()) =hK’ ([19(0,7) — ) <ﬁ,m>> T(7)

+ K ([0, 17) = x[[) 9 T()-

where the subscript 7 stands for tangential component. It becomes:

z/<<u% :ﬁ”) <ar¢<0,n>>T>I<’<|m<n)—xH)dmzx:

N / (9 (K(ll9(0,7) = x[)) T(1)), (¢(0,77)) ) dypdx (25)

24

- Z]_N:ll 7 ) (K100 )3T, (00 dind.

With an integration by parts, the first integral in the right-hand side becomes:

;iLA%meamfme() s (8(0,1))7) dydx =
(26)

N V) K (|l¢(0,17) — x||) 01y (0)dndx.

Gathering terms, the expression (18) is recovered. As expected, only the normal components enter
the relation, but it has to be noted that the tangential component of 9;¢(0, 77) is not arbitrary and can
be deduced from (22). The gradient with respect to the i-th curve is obtained from the expression of
the entropy variation and can be written in its simplest form as:

; o B i) — ) g ). @)
71 Z

where d is the estimated spatial density. One must keep in mind the constraint on 9;(0, ) that is
hidden within the apparent simplicity of the expression.

3. Numerical Implementation

The two formulations (19) and (27) of the gradient may be used. The first one is more complicated,
but does not require any additional constraint to be taken into account. The second one cannot be
applied readily as the tangential component must comply with Relation (22). In both cases, it is needed
to evaluate a spatial integral, which may yield to prohibitive computational time, especially in high
dimensions. In the air traffic application, only planar 3D curves are considered, greatly simplifying the
problem. Nevertheless, the performance of the algorithms is still a concern, and the choice made was
to replace the spatial integral by a discrete sum over an evenly-spaced grid. From now, it is assumed
that all curves are planar, so that the ambient space for the spatial density d is R2. Going back to the
expression of d given by (7), a first step is to replace the integral over t by a discrete sum. In practice,
curves are described by a sequence of sampled points 7;(t;;) where the sampling times ¢;; will be
assumed to be identical for all curves. This assumption is not satisfied in the air traffic application, so
that a pre-processing step must be taken before the actual entropy minimization stage. It will not be
described here, as any standard interpolation procedure can be applied with negligible differences
on the final result. To obtain the results presented here, a cubic spline smoother was used. Since the
sampling times are assumed to be the same for all trajectories, the double subscript will be dropped,
so that the samples on each trajectory will be denoted as 7;; = 7; (tj). It is further assumed that the
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derivative }; = 7/(t;) is available, most of the time through a numerical approximation. Given a
quadrature formula on [0, 1] with points ¢;,j = 1,...,m and weights wj, j = 1,. .., m, the density may
be approximated at x € R? by:

5 1 N m ,

d(x) lezij(”x*%jH) llvil- (28)

Y liima

where the lengths [;,i = 1,..., N are also obtained with the same quadrature rule:
m ,
li= ij”')/ij“
=

When ’y,’. i is computed in a numerical way, it may be expressed as:

m
12 ~
Vij = Z Wik Yik-
k=1

where the weights @), are often obtained through the application of the Lagrange interpolation formula
to ensure exactness on polynomials up to a given degree. In a more compact form, it can be written in
matrix form as:

Th Vil

I
=

71/';4 Yig
where the matrix W has as entries the weights Wjx. The cost of evaluating d at a single point is
in o(Nm), with the kernel evaluation being dominant. When dealing with points in R? or R3 and
compactly-supported kernels, a simple trick greatly reduces the time needed to compute d. First of
all, the domain of interest is discretized on an evenly-spaced grid, so that the points of evaluation
of the density d are its vertices Xipi = L. nej = 1,00y The grid step Jy (resp. Jy) in the
first (resp. second) coordinate is the difference between any two adjacent vertices 6y = x;41; — x;
(resp. 6y = x;j1 — x;j (most of the time, 5x = Jy). Since the expression (28) is linear, the computation
can be performed by accumulating values K({|xx — 7ijl) H’yl’/H for a fixed couple (i, ), where only
the points xj; close enough to <;; are considered. In fact, the evaluation can be written as a 2D
discrete convolution:
dixg) = ) wiK([lxa = i D v - (29)
i=1,..,N,j=1,...,m
When the support of K is small compared to the overall spatial domain, much computation
is saved using this procedure. Furthermore, it can be thought of as 2D filtering, so that highly
efficient algorithms coming from the field of image processing can be applied: in particular, computing
the density on a graphics processing unit (GPU) is straightforward and allows one to decrease the
computational time by at least a factor of ten. When dealing with the scaled arclength, the derivative
term is not present, and a factor of /; appears in from of the integral. The discrete version becomes:

d(xy) = ) LiwiK([[xk — i) (30)
i=1,..,N,j=1,..,m

where 7;; = %‘(17]'), 17; being in correspondence with ¢;. Please note that the quadrature weights must
be adapted to the abscissa n,j=1...,m and not to the tpj=1,...,m Therefore, it is advisable
to resample the curves so that the points i, j =1,...,m are, for example, evenly spaced or of the
Gauss-Lobatto form. The former was chosen for the experiments due to its ease of implementation,
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although the second form is probably more efficient from a numerical point of view and will be
investigated in a second stage.

Having the density at hand, the gradient of the entropy with respect to the points
Yij;i = 1,...,N,j = 1,...,m can be easily computed using a straightforward application of the
formula (19). When dealing with planar curves, a simplification occurs for the second derivative term

since for a smooth curve ;:
Vit
f,( ) = xk(£)N(t).
EZGIEN

where « is the curvature and N the unit normal vector. These quantities may be computed using
numerical differentiation, but a coarse approximation based on the rotation rate of the vectors
Yij+1 = Vijs Vij+2 — Vij+1 works well in many cases.

The case of scaled arclength parametrization needs some extra attention, due to the condition
on the tangential component. The simplest approach is to move the points 7;; according to an
unconstrained gradient, then to re-sample the obtained curve so as to get adjusted 7;; that correspond
to the abscissa 17j,j =1,...,m.

In a numerical implementation, the scaling factor in front of the whole expression may be dropped
due to the fact that all gradient-based algorithms will use an automatically-tuned step length. As usual
with gradient algorithms, one must carefully select the step taking in the maximizing direction in order
to avoid divergence. A simple fixed step strategy was first applied and gives satisfactory results on
small datasets. A safer approach is to adapt the step size so as to ensure a sufficient decrease of the
entropy. Due to the potentially huge dimension of the search space, this procedure has to be simple
enough. An approximate quadratic search [12] was used in the final implementation.

The procedure applied to one day of traffic over France yields the picture of Figure 3. As expected,
a route-like network emerges. In such a case, since the traffic comes from an already organized
situation, the recovered network is indeed a subset of the route network in the french airspace.
Please note that there is a trade-off between the density concentration and the minimal curvature of
the recovered trajectories, as already mentioned. The kernel bandwidth was chosen empirically in the
example presented, with the aid of visual interaction.

(@)

Figure 3. Traffic of 24 February 2013: (a) Initial traffic; (b) Bundled traffic.

In the second example of Figure 4, the problem of automatic conflict solving is addressed. In the
initial situation, aircraft are converging to a single point, which is unsafe. Air traffic controllers will
proceed in such a case by diverting aircraft from their initial flight path so as to avoid each other,
but only using very simple maneuvers. An automated tool will make full use of the available airspace,
and the resulting set of trajectories may fail to be manageable by a human: in the event of a system
failure, no backup can be provided by controllers. The entropy minimization procedure was added to
an automated conflict solver in order to end up with flight paths still tractable by humans. The final
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result is shown in the right part of Figure 4, where encounters no longer exists, but aircraft are bound
to simple trajectories, with a merging and a splitting point. Note that since the automated planner acts
on velocity, all aircraft are separated in time on the inner part.

(b)
Figure 4. (a) Initial flight plans; (b)Final flight plans.

4. Conclusions and Future Work

Algorithms coming from the field of shape spaces emerge as a valuable tool for applications
in ATM. In this work, the foundations of a post-processing procedure that may be applied after an
automated flight path planner are presented. Entropy minimization makes straight segment bundles
emerge, which fulfills the operational requirements. Computational efficiency has to be improved
in order to release a usable building block for future ATM systems. One way to address this issue is
to compute kernel density estimators using GPUs, which excel in this kind of task, very similar to
texture manipulations. Furthermore, statistical properties, such as the optimal choice of the bandwidth
parameter in the kernel estimation, should be explored in more detail in the next step of this work.

Another important point that must be addressed in future works deals with the flight paths
that are very similar in shape, but are oriented in opposite directions. As the spatial density is not
sensitive to the directional information, the entropy-based procedure presented in this paper will
tend to aggregate flight paths that should be sufficiently separated in order to prevent hazardous
encounters. In [13], a notion of density based on position and velocity is developed. This work relies
on Lie group modeling as a unifying state representation that takes into account the direction and the
position of the curves. The curve system entropy has been extended to this setting.
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Abstract: We present evolution equations for a family of paths that results from anisotropically
weighting curve energies in non-linear statistics of manifold valued data. This situation arises
when performing inference on data that have non-trivial covariance and are anisotropic distributed.
The family can be interpreted as most probable paths for a driving semi-martingale that through
stochastic development is mapped to the manifold. We discuss how the paths are projections
of geodesics for a sub-Riemannian metric on the frame bundle of the manifold, and how the
curvature of the underlying connection appears in the sub-Riemannian Hamilton-Jacobi equations.
Evolution equations for both metric and cometric formulations of the sub-Riemannian metric
are derived. We furthermore show how rank-deficient metrics can be mixed with an underlying
Riemannian metric, and we relate the paths to geodesics and polynomials in Riemannian geometry.
Examples from the family of paths are visualized on embedded surfaces, and we explore
computational representations on finite dimensional landmark manifolds with geometry induced
from right-invariant metrics on diffeomorphism groups.

Keywords: sub-Riemannian geometry; geodesics; most probable paths; stochastic development;
non-linear data analysis; statistics

1. Introduction

When manifold valued data have non-trivial covariance (i.e., when anisotropy asserts higher
variance in some directions than others), non-zero curvature necessitates special care when generalizing
Euclidean space normal distributions to manifold valued distributions: in the Euclidean situation,
normal distributions can be seen as transition distributions of diffusion processes, but on the
manifold, holonomy makes transport of covariance path-dependent in the presence of curvature,
preventing a global notion of a spatially constant covariance matrix. To handle this, in the diffusion
principal component analysis (PCA) framework [1], and with the class of anisotropic normal
distributions on manifolds defined in [2,3], data on non-linear manifolds are modelled as being
distributed according to transition distributions of anisotropic diffusion processes that are mapped
from Euclidean space to the manifold by stochastic development (see [4]). The construction is
connected to a non-bracket-generating sub-Riemannian metric on the bundle of linear frames of
the manifold, the frame bundle, and the requirement that covariance stays covariantly constant gives a
nonholonomically constrained system.

Velocity vectors and geodesic distances are conventionally used for estimation and statistics in
Riemannian manifolds; for example, for estimation of the Frechét mean [5], for Principal Geodesic
Analysis [6], and for tangent space statistics [7]. In contrast to this, anisotropy as modelled with
anisotropic normal distributions makes a distance for a sub-Riemannian metric the natural vehicle for
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estimation and statistics. This metric naturally accounts for anisotropy in a similar way as the precision
matrix weights the inner product in the negative log-likelihood of a Euclidean normal distribution.
The connection between the weighted distance and statistics of manifold valued data was presented
in [2], and the underlying sub-Riemannian and fiber-bundle geometry, together with properties of
the generated densities, was further explored in [3]. The fundamental idea is to perform statistics on
manifolds by maximum likelihood (ML) instead of parametric constructions that use, for example,
approximating geodesic subspaces; by defining natural families of probability distributions (in this
case using diffusion processes), ML parameter estimates give a coherent way to statistically model
non-linear data. The anisotropically weighted distance and the resulting family of extremal paths
arises in this situation when the diffusion processes have non-isotropic covariance (i.e., when the
distribution is not generated from a standard Brownian motion).

In this paper, we focus on the family of most probable paths for the semi-martingales that drives the
stochastic development, and in turn the manifold valued anisotropic stochastic processes. Such paths,
as exemplified in Figure 1, extremize the anisotropically weighted action functional. We present
derivations of evolution equations for the paths from different viewpoints, and we discuss the role of
frames as representing either metrics or cometrics. In the derivation, we explicitly see the influence
of the connection and its curvature. We then turn to the relation between the sub-Riemannian metric
and the Sasaki-Mok metric on the frame bundle, and we develop a construction that allows the
sub-Riemannian metric to be defined as a sum of a rank-deficient generator and an underlying
Riemannian metric. Finally, we relate the paths to geodesics and polynomials in Riemannian geometry,
and we explore computational representations on different manifolds including a specific case:
the finite dimensional manifolds arising in the Large Deformation Diffeomorphic Metric Mapping
(LDDMM) [8] landmark matching problem. The paper ends with a discussion concerning statistical
implications, open questions, and concluding remarks.

(a) (b)

Figure 1. (a) A most probable path (MPP) for a driving Euclidean Brownian motion on an ellipsoid.
The gray ellipsis over the starting point (red dot) indicates the covariance of the anisotropic diffusion.
A frame u; (black/gray vectors) representing the square root covariance is parallel transported along
the curve, enabling the anisotropic weighting with the precision matrix in the action functional.
With isotropic covariance, normal MPPs are Riemannian geodesics. In general situations, such as the
displayed anisotropic case, the family of MPPs is much larger; (b) The corresponding anti-development
in R? (red line) of the MPP. Compare with the anti-development of a Riemannian geodesic with same
initial velocity (blue dotted line). The frames u; € GL(R?, Ty, M) provide local frame coordinates for
each time .

Background

Generalizing common statistical tools for performing inference on Euclidean space data to
manifold valued data has been the subject of extensive work (e.g., [9]). Perhaps most fundamental
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is the notion of Frechét or Karcher means [5,10], defined as minimizers of the square Riemannian
distance. Generalizations of the Euclidean principal component analysis procedure to manifolds are
particularly relevant for data exhibiting anisotropy. Approaches include principal geodesic analysis
(PGA, [6]), geodesic PCA (GPCA, [11]), principal nested spheres (PNS, [12]), barycentric subspace
analysis (BSA, [13]), and horizontal component analysis (HCA, [14]). Common to these constructions
are explicit representations of approximating low-dimensional subspaces. The fundamental challenge
here is that the notion of Euclidean linear subspace on which PCA relies has no direct analogue in
non-linear spaces.

A different approach taken by diffusion PCA (DPCA, [1,2]) and probabilistic PGA [15] is to base
the PCA problem on a maximum likelihood fit of normal distributions to data. In Euclidean space,
this approach was first introduced with probabilistic PCA [16]. In DPCA, the process of stochastic
development [4] is used to define a class of anisotropic distributions that generalizes the family of
Euclidean space normal distributions to the manifold context. DPCA is then a simple maximum
likelihood fit in this family of distributions mimicking the Euclidean probabilistic PCA. The approach
transfers the geometric complexities of defining subspaces common in the approaches listed above to
the problem of defining a geometrically natural notion of normal distributions.

In Euclidean space, squared distances ||x — xo||? between observations x and the mean x are
affinely related to the negative log-likelihood of a normal distribution N(xg,1d). This makes an ML
fit of the mean such as performed in probabilistic PCA equivalent to minimizing squared distances.
On a manifold, distances dg(x, x9)? coming from a Riemannian metric g are equivalent to tangent
space distances HLongtz when mapping data from M to Ty,M using the inverse exponential map
Log, - Assuming Log, x are distributed according to a normal distribution in the linear space Ty, M,
this restores the equivalence with a maximum likelihood fit. Let {e;,...,e;} be the standard basis
forRY. Ifu: R? — Ty,M is a linear invertible map with wuey, ..., ue; orthonormal with respect to g,
the normal distribution in Ty, M can be defined as u\/(0,1d) (see Figure 2).

() (b)

Figure 2. (a) Normal distributions #\(0,1d) in the tangent space Ty,M with covariance uu”

(blue ellipsis) can be mapped to the manifold by applying the exponential map Exp, to sampled
vectors v € Ty, M (red vectors). This effectively linearises the geometry around x; (b) The stochastic
development map ¢, maps R? valued paths w; to M by transporting the covariance in each step
(blue ellipses) giving a covariance u; along the entire sample path. The approach does not linearise
around a single point. Holonomy of the connection implies that the covariance “rotates” around
closed loops—an effect which can be illustrated by continuing the transport along the loop created
by the dashed path. The anisotropic metric gr); weights step lengths by the transported covariance
at each time ¢.

The map u can be represented as a point in the frame bundle FM of M. When the orthonormal
requirement on u is relaxed so that uN(0,1d) is a normal distribution in Ty,M with anisotropic
covariance, the negative log-likelihood in Ty, M is related to (uilLongx)T(u’lLongx) in the same
way as the precision matrix £~ is related to the negative log-likelihood (x — x9)TZ71(x — x¢) in
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Euclidean space. The distance is thus weighted by the anisotropy of u, and u can be interpreted as
a square root covariance matrix /2.

However, the above approach does not specify how u changes when moving away from the
base point xg. The use of Log, x effectively linearises the geometry around xo, but a geometrically
natural way to relate 1 at points nearby to xo will be to parallel transport it, equivalently specifying
that u when transported does not change as measured from the curved geometry. This constraint is
nonholonomic, and it implies that any path from xj to x carries with it a parallel transport of u lifting
paths from M to paths in the frame bundle FM. It therefore becomes natural to equip FM with a form
of metric that encodes the anisotropy represented by u. The result is the sub-Riemannian metric on FM
defined below that weights infinitesimal movements on M using the parallel transport of the frame .
Optimal paths for this metric are sub-Riemannian geodesics giving the family of most probable paths for
the driving process that this paper concerns. Figure 1 shows one such path for an anisotropic normal
distribution with M an ellipsoid embedded in R3.

2. Frame Bundles, Stochastic Development, and Anisotropic Diffusions

Let M be a finite dimensional manifold of dimension d with connection C, and let x( be a fixed
point in M. When a Riemannian metric is present, and C is its Levi-Civita connection, we denote the
metric gg. For a given interval [0, T], we let W(M) denote the Wiener space of continuous paths in M
starting at xo. Similarly, W(RY) is the Wiener space of paths in R?. We let H(R?) denote the subspace
of W(R?) of finite energy paths.

Let now u = (uy,...,uy) be a frame for M, x € M; i.e., uy,...,uy is an ordered set of
linearly independent vectors in TxM with span{uy,...,u;} = T:M. We can regard the frame as
an isomorphism u : R? — T, M with u(e;) = u;, where ey, ...,e; denotes the standard basis in R,
Stochastic development (e.g., [4]) provides an invertible map ¢, from W(Rd) to W(M). Through ¢,
Euclidean semi-martingales map to stochastic processes on M. When M is Riemannian and u
orthonormal, the result is the Eells-Elworthy-Malliavin construction of Brownian motion [17]. We here
outline the geometry behind development, stochastic development, the connection, and curvature,
focusing in particular on frame bundle geometry.

2.1. The Frame Bundle

For each point x € M, let FxM be the set of frames for TyM (i.e., the set of ordered bases for
TyM). The set {FxM}ycp can be given a natural differential structure as a fiber bundle on M called
the frame bundle FM. It can equivalently be defined as the principal bundle GL(R?, TM). We let the
map 71 : FM — M denote the canonical projection. The kernel of 7, : TFM — TM is the sub-bundle
of TFM that consists of vectors tangent to the fibers 777! (x). It is denoted the vertical subspace VFM.
We will often work in a local trivialization u = (x,uy,...,uy) € FM, where x = 7t(u) € M denotes the
base point, and foreachi =1,...,d, u; € TyM is the ith frame vector. For v € TyM and u € FM with
7t(u) = x, the vector u~ v € R? expresses v in components in terms of the frame 1. We will denote the
vector u~ v frame coordinates of v.

For a differentiable curve x; in M with x = xg, a frame u for Ty, M can be parallel transported
along x; by parallel transporting each vector in the frame, thus giving a path u; € FM. Such
paths are called horizontal, and have zero acceleration in the sense C(u'[,t) = 0. Foreach x € M,
their derivatives form a d-dimensional subspace of the d + d?>-dimensional tangent space T,FM.
This horizontal subspace HF M and the vertical subspace VFM together split the tangent bundle of
FM (i.e.,, TFM = HFM ® VFM). The split induces a map 7, : HFM — TM, see Figure 3. For fixed
u € FM, the restriction 71, |y, ppv : HuFM — TyM is an isomorphism. Its inverse is called the horizontal
lift and is denoted #,, in the following. Using h,, horizontal vector fields H, on FM are defined for
vectors e € RY by H,(u) = hy(ue). In particular, the standard basis (e, ..., e;) on R? gives d globally
defined horizontal vector fields H; € HFM, i = 1,...,d by H; = H,,. Intuitively, the fields H;(u)
model infinitesimal transformations in M of x( in direction #; = ue; with corresponding infinitesimal
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parallel transport of the vectors uy,...,u, of the frame along the direction u;. A horizontal lift of a
differentiable curve x; € M is a curve in FM tangent to HFM that projects to x;. Horizontal lifts are
unique up to the choice of initial frame uy.

h+v—0v h+v+—h
VFM TFM HFM — FM
TTs T
[ 2 M
TTTM
FM x gl(n) T*FM T*M o TM—— M

Figure 3. Relations between the manifold, frame bundle, the horizontal distribution HF M, the vertical
bundle VFM, a Riemannian metric gg, and the sub-Riemannian metric gry;, defined below.
The connection C provides the splitting TFM = HFM @& VFM. The restrictions 77|y, »s are invertible
maps HyM = T, )M with inverse h,,, the horizontal lift. Correspondingly, the vertical bundle VFM
is isomorphic to the trivial bundle FM x gl(n). The metric gpp : T*FM — TFM has an image in the
subspace HF M.

2.2. Development and Stochastic Development

Let x; be a differentiable curve on M and u; a horizontal lift. If s; is a curve in R? with
components st such that ¥; = H;(u)st, x; is said to be a development of s¢. Correspondingly, s; is the
anti-development of x;. For each t, the vector s; contains frame coordinates of ¥; as defined above.
Similarly, let W; be an R? valued Brownian motion so that sample paths W;(w) € W(RR?). A solution to
the stochastic differential equation dU; = Z?Zl H;(U;) od Wti in FM is called a stochastic development
of Wy in FM. The solution projects to a stochastic development X; = 7t(U;) in M. We call the process
W; in RY, that through ¢ maps to X;, the driving process of X;. Let ¢, : W(Rd) — W(M) be the map
that for fixed u sends a path in R to its development on M. Its inverse ¢; ! is the anti-development in
R? of paths on M given u.

Equivalent to the fact that normal distributions A/'(0,Z) in R? can be obtained as the transition
distributions of diffusion processes Z!/2W; stopped at time = 1, a general class of distributions on
the manifold M can be defined by stochastic development of processes W;, resulting in M-valued
random variables X = Xj. This family of distributions on M introduced in [2] is denoted anisotropic
normal distributions. The stochastic development by construction ensures that U; is horizontal, and the
frames are thus parallel transported along the stochastic displacements. The effect is that the frames
stay covariantly constant, thus resembling the Euclidean situation where %!/ is spatially constant and
therefore does not change as W; evolves. Thus, as further discussed in Section 3.2, the covariance is
kept constant at each of the infinitesimal stochastic displacements. The existence of a smooth density
for the target process X; and small time asymptotics are discussed in [3].

Stochastic development gives a map [, : FM — Prob(M) to the space of probability
distributions on M. For each point u € FM, the map sends a Brownian motion in R? to a distribution
pu by stochastic development of the process Uy in FM, starting at u and letting 1, be the distribution
of X = n(Uy). The pair (x,u), x = 7(u) is analogous to the parameters (y,X) for a Euclidean
normal distribution: the point x € M represents the starting point of the diffusion, and the frame u
represents a square root /2 of the covariance X. In the general situation where j,, has smooth density,
the construction can be used to fit the parameters u to data by maximum likelihood. As an example,
diffusion PCA fits distributions obtained through [}, by maximum likelihood to observed samples
in M; i.e., it optimizes for the most likely parameters u = (x,u1, ..., u ) for the anisotropic diffusion
process, giving a fit to the data of the manifold generalization of the Euclidean normal distribution.
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2.3. Adapted Coordinates

For concrete expressions of the geometric constructions related to frame bundles, and for
computational purposes, it is useful to apply coordinates that are adapted to the horizontal bundle
HFM and the vertical bundle VFM together with their duals H*FM and V*FM. The notation below
follows the notation used in, for example, [18]. Let z = (u, {) be a local trivialization of T*FM, and let
(xt, i) be coordinates on FM with u}, satisfying u, = u}d,; foreacha =1,...,d.

To find a basis that is adapted to the horizontal distribution, define the d linearly independent
vector fields D; = 9,; — 1“;'781[;7, where F;l” =T ji“ir is the contraction of the Christoffel symbols th]. for
the connection C with u,. We denote this adapted frame D. The vertical distribution is correspondingly

spanned by D;j, =9 ;. The vectors D" = dx", and D" = Fj.l”dxj + du@ constitutes a dual coframe D*.
B

The map 71, : HFM — TM is in coordinates of the adapted frame 7z, (w/ Dj) = w/d ;. Correspondingly,
the horizontal lift 1, is h, (w/d,;) = w/D;. The map u : RY — T, M is given by the matrix [u] so that
uv = upvo,i = Uy vt

Switching between standard coordinates and the adapted frame and coframes can be expressed in
terms of the component matrices A below the frame and coframe induced by the coordinates (x/, u},)

and the adapted frame D and coframe D*. We have

r o .. . I 0
(ax"aug)AD = {—F I} with inverse DA(BX,',BH,A) = [F I:|

writing T for the matrix [F;Z”}. Similarly, the component matrices of the dual frame D* are

1 1T I -17
(axira”&)*AD* = |:O I:| and D*A(ax"aua)* = |:O I :| .

2.4. Connection and Curvature

The TM valued connection C : TM x TM — TM lifts to a principal connection TFM x TFM —
VFM on the principal bundle FM. C can then be identified with the gl(n)-valued connection form
w on TFM. The identification occurs by the isomorphism i between FM x gl(n) and VFM given by
P(u,0) = %u exp(tv)]=o (e.g., [19,20]).

The map y is equivariant with respect to the GL(n) action g + ug~! on FM. In order to explicitly
see the connection between the usual covariant derivative V : T(TM) x I'(TM) — I'(TM) on M
determined by C and C regarded as a connection on the principal bundle FM, following [19], we let
s : M — TMbe alocal vector field on M; equivalently, s € I'(TM) is a local section of TM. s determines
amap st™ : FM — RY by s"M(u) = u='s(r(u)); i.e., it gives the coordinates of s(x) in the frame u
at x. The pushforward (s"™). : TFM — R¢ has in its ith component the exterior derivative d(s"™).
Let now w(x) be a local section of FM. The composition w o (s"M), o hy, : TM — TM is identical
to the covariant derivative V.s : TM — TM. The construction is independent of the choice of w
because of the GL(n)-equivariance of s¥. The connection form w can be expressed as the matrix
(sfM ohy,.. .,ng o hy) when letting siFM(u) =e;.

The identification becomes particularly simple if the covariant derivative is taken along a curve x;
on which wy is the horizontal lift. In this case, we can let s; = wt,,-si. Then, stM (wr) = (stl, ., sf)T, and

wt_lv,-qs = (SFM)*(hwi(x,)) = %(s},. . ,,sf)T; (1)

ie., the covariant derivative takes the form of the standard derivative applied to the frame
coordinates si.
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The curvature tensor R € T3(M) gives the gl(n)-valued curvature form Q : TFM x TFM — gl(n)
on TFM by
Q(vy, wy) = u"'R(7t4(vy), 704 (wy) )1t , 0y, wy € TEM .

(
Note that Q(v,, w,) = Q(h,t(m(vu)),hu 7t (wy))), which we can use to write the curvature R as
the gl(n)-valued map R, : T?(T, wM) — gl(n), (0,w) = Q(hu(7(vu)), hu (s (wy))) for fixed u.
In coordinates, the curvature is
1 i
Ry =Tl = Tl 4 Ty — T

where Tsik;j =09,I%,

Let x; 5 be a family of paths in M, and let u;s € a1 (xts) be horizontal lifts of x; s for each fixed s.
Write %y s = d¢xts and ;s = 0¢us. The s-derivative of u; 5 can be regarded a pushforward of the
horizontal lift and is the curve in TFM

s
Osllys = l[J(uf,s, ltblli[)lg (C(9stins)) +/0 Q(l.lr,Sras”r,s)dr) + hu;,s(asxt,s)
. 2)
s

= 1/J(ut,s: 1/10_51 (C(asuo,s)) + /0 Ru,-,s (xr,Sr asxr,s)dr) + hu;/s(asxt,s) .

This follows from the structure equation dw = —w A w + Q) (e.g., [21]). Note that the curve
depends on the vertical variation C(9s1/5) at only one point along the curve. The remaining terms
depend on the horizontal variation or, equivalently, dsx;s. The t-derivative of dsu; is the curve in
TTFM satisfying

ashuw (xf/s) = lp(ut,s: Ruf/s (xt,s/ asxt,s)) + atl/’(ut,s/ 1P53 (C(asuO,s))) + 0 (hu[,s (asxt,s))
= l,U(ui.‘,s/ Ru,,s (xt,s/ asxt,s)) + atl/J(”t,s, l/J(isl (C(asuO,S))) (3)
+ Ty (9105xt,s) + (9thu ) (9st,s)-

Here, the first and third term in the last expression are identified with elements of T, TFM by
the natural mapping Ty, . FM — Ty, TFM. When C(0su0;) is zero, the relation reflects the property
that the curvature arises when computing brackets between horizontal vector fields. Note that the first
term of (3) has values in VFM, while the third term has values in HF M.

3. The Anisotropically Weighted Metric

For a Euclidean driftless diffusion process with spatially constant stochastic generator X%,
the log-probability of a sample path can formally be written

1
In s (x1) o<7/0 lel|2dt + cx @)

with the norm | - ||z given by the inner product (v, w)y = <Z*1/zv,2’1/2w> = o2 lw; i.e., the inner
product weighted by the precision matrix 1. Though only formal, as the sample paths are almost
surely nowhere differentiable, the interpretation can be given a precise meaning by taking limits of
piecewise linear curves [21]. Turning to the manifold situation with the processes mapped to M by
stochastic development, the probability of observing a differentiable path can either be given a precise
meaning in the manifold by taking limits of small tubes around the curve, or in R? by considering
infinitesimal tubes around the anti-development of the curves. With the former formulation, a scalar
curvature correction term must be added to (4), giving the Onsager-Machlup function [22]. The latter
formulation corresponds to defining a notion of path density for the driving Re-valued process W;.
When M is Riemannian and X unitary, taking the maximum of (4) gives geodesics as most probable
paths for the driving process.
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Let now u; be a path in FM, and choose a local trivialization u; = (x4, 1, . .., u4;) such that the
matrix [”f;(,r] represents the square root covariance matrix 21/ at x;. Since u; being a frame defines an
invertible map R? — Ty, M, the norm || - ||z, above has a direct analogue in the norm || - ||, defined by
the inner product

(v,w),, = <uflv,u[1w>w ®)

for vectors v, w € Ty, M. The transport of the frame along paths in effect defines a transport of inner
product along sample paths: the paths carry with them the inner product weighted by the precision
matrix, which in turn is a transport of the square root covariance g at x.

The inner product can equivalently be defined as a metric g, : Ty M — TyM. Again using that
1 can be considered a map R? = T M, Qu is defined by ¢ — u(go u)j, where { is the standard
identification (R?)* — RY. The sequence of mappings defining g, is illustrated below:

M — (R — R4 — T.M
é — Cou — (Eou)t — u(Eou)t.

(6)

This definition uses the R? inner product in the definition of . Its inverse gives the cometric
gl TeM — TfM;ie, v (u10) ou=l.

™ — R — (R — T:M 7
v o= ulo = (Wl = (wloul

3.1. Sub-Riemannian Metric on the Horizontal Distribution
We now lift the path-dependent metric defined above to a sub-Riemannian metric on HFM.
For any w, @ € H,FM, the lift of (5) by 7, is the inner product
(w, @) = <u*1n*w,u*1n*w>w.
The inner product induces a sub-Riemannian metric gry; : TFM* — HFM C TFM by

(w,grm(¢)) = (Elw) , Yw € H,FM )

with (¢|w) denoting the evaluation ¢(w) for the covector { € T*FM. The metric grp gives FM a
non-bracket-generating sub-Riemannian structure [23] on FM (see also Figure 3). It is equivalent
to the lift

& hu(gu(ohy)), ¢ € TuFM )

of the metric g, above. In frame coordinates, the metric takes the form

S(Hy(u))
u lmgrm(8) = : (10)

¢(Ha(u))
In terms of the adapted coordinates for TFM described in Section 2.3, with w = w/ D; and

W= wa]-, we have

(w, ) = <wai,ziz/Dj> - <”71wiax"/”71ﬂ’jaﬂ>

= {(w'u®, @) = dpwiut@iuf = Wiw'n/
_< ul,wu]>Rd wp W O Wijw'®
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where [114] is the inverse of [1}] and Wi = Jaﬁu,’?‘uf. Define now WK = 5“ﬁu§ug, so that Wi’W,j = (5]’:

and W, W'/ = (5{ . We can then write the metric gr) directly as
gem(§D" + &, D) = W, Dy, (11)

because (w, grm(¢)) = <w, théhDj> = WijwinhCh = wig; = c;‘;,Dh(ijj) = {(w). One clearly
recognizes the dependence on the horizontal H*FM part of T*FM only, and the fact that gry has
image in HF M. The sub-Riemannian energy of an almost everywhere horizontal path u; is

Ipm(ur) = /gFM(ﬂtr i)dt;
i.e., the line element is ds? = Wl-jDin in adapted coordinates. The corresponding distance is given by

dpp(uy, up) = inf{lgpr(7y) | v(0) = ug, y(1) = un}.

If we wish to express gras in canonical coordinates on T*FM, we can switch between the adapted
frame and the coordinates (x/, u}, &, & ). From (11), grpr has D, D* components

o w-1l 0
D&8FM,D* = 0 0

Therefore, gr has the following components in the coordinates (x/, ul, &, & )

@ ) = (@40 )AD DSEM,D* DAy

i
Uy

9 ) 8FM, (0,0

ir9,i
X g

0

ir9,i
xH g

W71 7W71FT
A N e

uf,‘
orgly = Wi, glt = —WIT)P, gt = —TiWh, and gpty = TWHTP.

3.2. Covariance and Nonholonomicity

The metric gr) encodes the anisotropic weighting given the frame u, thus up to an affine
transformation measuring the energy of horizontal paths equivalently to the negative log-probability of
sample paths of Euclidean anisotropic diffusions as formally given in (4). In addition, the requirement
that paths must stay horizontal almost everywhere enforces that C(ii;) = 0 a.e., i.e., that no change
of the covariance is measured by the connection. The intuitive effect is that covariance is covariantly
constant as seen by the connection. Globally, curvature of C will imply that the covariance changes
when transported along closed loops, and torsion will imply that the base point “slips” when travelling
along covariantly closed loops on M. However, the zero acceleration requirement implies that the
covariance is as close to spatially constant as possible with the given connection. This is enabled by the
parallel transport of the frame, and it ensures that the model closely resembles the Euclidean case with
spatially constant stochastic generator.

With non-zero curvature of C, the horizontal distribution is non-integrable (i.e., the brackets
[H;, Hj] are non-zero for some i, j). This prevents integrability of the horizontal distribution HFM in
the sense of the Frobenius theorem. In this case, the horizontal constraint is nonholonomic similarly to
nonholonomic constraints appearing in geometric mechanics (e.g., [24]). The requirement of covariantly
constant covariance thus results in a nonholonomic system.

3.3. Riemannian Metrics on FM

If the horizontality constraint is relaxed, a related Riemannian metric on FM can be defined
by pulling back a metric on gl(n) to each fiber using the isomorphism ¢ (u,-)~! : V,FM — gl(n).
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Therefore, the metric on HFM can be extended to a Riemannian metric on FM. Such metrics
incorporate the anisotropically weighted metric on HFM, however, allowing vertical variations and
thus that covariances can change unrestricted.

When M is Riemannian, the metric gry is in addition related to the Sasaki-Mok metric on FM [18]
that extends the Sasaki metric on TM. As for the above Riemannian metric on FM, the Sasaki-Mok
metric allows paths in FM to have derivatives in the vertical space VFM. On HF M, the Riemannian
metric g is here lifted to the metric gsp = (vy, wy) = gr(7«(vu), e (wy)) (ie., the metric is not
anisotropically weighted). The line element is in this case ds? = g,']'dxidxf + XpagiiD" DFi.

Geodesics for gy are lifts of Riemannian geodesics for gr on M, in contrast to the sub-Riemannian
normal geodesics for gr) which we will characterize below. The family of curves arising as projections
to M of normal geodesics for gry includes Riemannian geodesics for gr (and thus projections of
geodesics for gspr), but the family is in general larger than geodesics for gr.

4. Constrained Evolutions

Extremal paths for (5) can be interpreted as most probable paths for the driving process W; when
1 defines an anisotropic diffusion. This is captured in the following definition [3]:

Definition 1. A most probable path for the driving process (MPP) from x = 7t(ug) € M toy € M is a smooth
path xy : [0,1] — M with xo = x and x1 = y such that its anti-development (p;l)l(xt) is a most probable path
for Wy; ie.,

1
X0 € argming oy [~ Ly (92 01), i (o) at

with L being the Onsager—Machlup function for the process Wy on R¥ [22].

The definition uses the one-to-one relation between W(R?) and W(M) provided by ¢,, to
characterize the paths using the R? Onsager-Machlup function Lzs. When M is Riemannian
with metric gr, the Onsager-Machlup function for a g-Brownian motion on M is L(x¢, %) =
*%th”%R + $5S¢x (x1) with Sg, denoting the scalar curvature. This curvature term vanishes on
R9, and therefore L (7t,7t) = 7% l|9¢]1? for a curve v; € R,

By pulling x; € M back to R? using (p,jal, the construction removes the 15S ox (X¢) scalar curvature
correction term present in the non-Euclidean Onsager-Machlup function. It thereby provides a relation
between geodesic energy and most probable paths for the driving process. This is contained in the
following characterization of most probable paths for the driving process as extremal paths of the
sub-Riemannian distance [3] that follows from the Euclidean space Onsager—-Machlup theorem [22].

Theorem 1 ([3]). Let Q(ug) denote the principal sub-bundle of FM of points z € FM reachable from 1y € FM
by horizontal paths. Suppose the Hormander condition is satisfied on Q(ug), and that Q(ug) has compact fibers.
Then, most probable paths from xq to y € M for the driving process of X; exist, and they are projections of
sub-Riemannian geodesics in FM minimizing the sub-Riemannian distance from ug to 7= (y).

Below, we will derive evolution equations for the set of such extremal paths that correspond to
normal sub-Riemannian geodesics.

4.1. Normal Geodesics for grm

Connected to the metric grp is the Hamiltonian

H(z) = 5 (zlgrm(z)) (12)

N =
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on the symplectic space T*FM. Letting 7t denote the projection on the bundle T*FM — FM, (8) gives

1 1 ) 14
H(z) = 5 (¢rm(2)Igrm(2)) = Sz 0 hagz) 0 A(2) [(pay. = 5 Z

Normal geodesics in sub-Riemannian manifolds satisfy the Hamilton—Jacobi equations [23] with
Hamiltonian flow
= Xy = O*H(z) (13)

where () here is the canonical symplectic form on T*FM (e.g., [25]). We denote (13) the MPP equations,

and we let projections x; = 7rp+ppr(2;) of minimizing curves satisfying (13) be denoted normal MPPs.

The system (13) has 2(d + d?) degrees of freedom, in contrast to the usual 2d degrees of freedom for the

classical geodesic equation. Of these, d? describes the current frame at time t, while the remaining d?

allows the curve to “twist” while still being horizontal. We will see this effect visualized in Section 6.
In a local canonical trivialization z = (1, ), (13) gives the Hamilton-Jacobi equations

L'lzagH(u,é?’):gm(u,é):hu(u(ﬁ(Hl(u)) < E(Ha(u)))")

: 1¢ (14)
§=—0yH(u,f) =~ H‘:Oh O”” (Ri)*» = 225
i=1
Using (3), we have for the second equation
d
&=- Z‘:(Hi(”))g(auhu(“ei))
i=1
(15)

d
= - Zé(Hi(u))C(lﬂ(M,Ru(uei, n*(all))) +ah (ue;) l/’(u 1/’ ( ( ))) +ahu(uei)hll(7-[*(au)))
= —&(W(u, Ru (. (i), 7:(3u))) + utp (1, (C(3u))) + duhtu(70.(3u)) )

Here 9;; denotes u-derivative in the direction 1, equivalently 9/, (v) = 9;(hy)(v). While the first
equation of (14) involves only the horizontal part of ¢, the second equation couples the vertical part of
¢ through the evaluation of ¢ on the term ¥ (u, Ry, (71, (i1), 714 (9y,)). If the connection is curvature-free,
which in non-flat cases implies that it carries torsion, this vertical term vanishes. Conversely, when M is
Riemannian, C the gg Levi-Civita connection, and 1 is gg orthonormal, grps (7 (), Iy (w)) = gr (v, w)

forallv,w € Tn(u,)M~ In this case, a normal MPP 77(u;) will be a Riemannian gr geodesic.

4.2. Evolution in Coordinates

In coordinates u = (x[, uf;c, Cis g,»a,) for T*FM, we can equivalently write
= gl]gj +g1]p§],ﬁ — WU,:], — Wlhrhﬁgj,s
. P ,a . - .DC . ,DL ]
Xhy = gMig;+ ghiog; = —TpWhg + Te Wl e;
; 1 Tk ok 3
& = —5 (B anti+ 0,8l  nd, + 38" T, 8+ 08y 80,8k, )

. 1 ks hak hok,
i ="5 (%mg;kéhék + 9y 8y Snks + 0yin 8y iy Gk + Oy 8y’ éf:hvfjk(;)
with F 7 for 0 Fk , and where

9,81 =0, 2,8 =W}, d,gh = -TiWW, 3¢l =Tis WHT) 4 TEWHT,,
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ijs _ ih B il _ « whi N
g ’zgl] zg ;98 =W T =W T 0 8" " _r;az Wh - T W'
0,108 =Ty WHTIP 4 Tp W, Tyf +rlﬂwkhr§fl ,

rl

Cui ij il ]
hig = ay’g( k) = 08T W7, =ou

Tt (S/Iug .

Combining these expressions, we obtain
¥ .. o) - in . in j
© = Wwig — wir 5% Xy = —TpWhg + Wl e
: k ] k ] k
&= Whlr ks — 5 < i thrhﬁ + rklw thfhfi) & &,
; s k rk k 1 I k
&, =Ty WHTpE, & — <Whl ‘+ Whlr//‘im) Sl — 5 ( i CnGe + TPWH, T 5§h7§k5> .

4.3. Acceleration and Polynomials for C

We can identify the covariant acceleration Vg, %; of curves satisfying the MPP equations, and
hence normal MPPs through their frame coordinates. Let (1, ;) satisfy (13). Then, u; is a horizontal
lift of x; = 71(u¢) and hence by (1), (3), (10), and (15),

¢ (huy (user)) &, (urer)) & (9thu, (urer))

d
u,’lvx,fct = a = : + :
g(hut(”ted u, uted g(athzt,(uted))
g(ahu, (“rfl (70 (i) ah”[ m(z?f))hut(”fel))
=- 5 (16)
g(ah”[(umd i Oy, (7o, i) e ()

§(l/J(Mt,Ru[ useq, 0, (i )

S (ue, Rut(ufed/ 7 (1it))))

The fact that the covariant derivative vanishes for classical geodesic leads to a definition of
higher-order polynomials through the covariant derivative by requiring (V,)*x; = 0 for a kth order
polynomial (e.g., [26,27]). As discussed above, compared to classical geodesics, curves satisfying the
MPP equations have extra d> degrees of freedom, allowing the curves to twist and deviate from being
geodesic with respect to C while still satisfying the horizontality constraint on FM. This makes it
natural to ask if normal MPPs relate to polynomials defined using C. For curves satisfying the MPP
equations, using (16) and (15), we have

P S(p(ur, Ry, (urer, 7w (1r)))) & (ue, § R, (urer, 7. (11r))))
(Ve P = 5 = :
S (u, Ruy (ureq, w4 (1ir)))) (1 (ur, 5 Ru, (ureq, 7. (11r))))

Thus, in general, normal MPPs are not second order polynomials in the sense (V,)?%; = 0 unless
the curvature Ry, (ue;, 71, (11;)) is constant in .

For comparison, in the Riemannian case, a variational formulation placing a cost on covariant
acceleration [28,29] leads to cubic splines

(V)% = —R(Vy,dp, xp, )3 .
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In (16), the curvature terms appear in the covariant acceleration for normal MPPs, while cubic
splines leads to the curvature term appearing in the third order derivative.

5. Cometric Formulation and Low-Rank Generator

We now investigate a cometric gy, + Agr, where gr is Riemannian, gy, is a rank k positive
semi-definite inner product arising from k linearly independent tangent vectors, and A > 0 a weight.
We assume that g, is chosen so that gy, + Agr is invertible, even though gp,, is rank-deficient.
The situation corresponds to extracting the first k eigenvectors in Euclidean space PCA. If the
eigenvectors are estimated statistically from observed data, this allows the estimation to be restricted
to only the first k eigenvectors. In addition, an important practical implication of the construction is
that a numerical implementation need not transport a full d x d matrix for the frame, but a potentially
much lower dimensional d x k matrix. This point is essential when dealing with high-dimensional
data, examples of which are landmark manifolds as discussed in Section 6.

When using the frame bundle to model covariances, the sum formulation is natural to express as
a cometric compared to a metric because, with the cometric formulation, gy, + Agr represents a sum
of covariance matrices instead of a sum of precision matrices. Thus, gy, + Agr can be intuitively
thought of as adding isotropic noise of variance A to the covariance represented by gpx ;-

To pursue this, let F*M denote the bundle of rank k linear maps R — T,M. We define
a cometric by

(6.8) = 0" (lhu(ua)) (€l (up)) + A (5, E),

for &, ¢ € Ty F¥M. The sum over a, Bisfora,p=1,...,k The first term is equivalent to the lift (9) of
the cometric (¢, &) = (&|gu (& )) given u : RF — T, M. Note that in the definition (6) of gy, the map u is
not inverted; thus, the definition of the metric immediately carries over to the rank-deficient case.
Let (xi , ui), « =1,...,kbe a coordinate system on F¥M. The vertical distribution is in this case
spanned by the dk vector fields Dj, = aué . Except for index sums being over k instead of d terms,

the situation is thus similar to the full-rank case. Note that (§|7, 'w) = (§|w/D;) = w'¢;. The cometric
in coordinates is

(2,8) = e*Puigad + Agheid = & (*Pul +Ag]) & = EWTg)

with Wil = 5+ uau’jg + /\gg. We can then write the corresponding sub-Riemannian metric gp«,, in
terms of the adapted frame D

Srm(&D" + &, D) = Whg,D; (17)

because (¢[gpx M = <§, > &Wi éj. That is, the situation is analogous to (11), except the term /\gz
is added to Wi

The geodesic system is again given by the Hamilton-Jacobi equations. As in the full-rank case,
the system is specified by the derivatives of gpi,:

ij i ik B ihpIp i pia parhj _ piaparti
ay,ngM =W 1 IngM W Iy =W r,ll , IngM F;;*'IW ryw 1
injp in TATkToIB intarkl B i ATk T8
a;ngM r,g,w Iy +IEw Jrh +IEW rhl,
_ il ijﬁ _ _wih ]/3 ih ]5 iy in hj
ayzgngMfw ]g' azchka W ,,gl” - W Fhlg azchkM F W lg rhl~W

injp khplp ivprkh B i pkhTolB
a’ggpkM Iﬂkhlzvv r +FJ<"W J;rh +F“W r/llg

. _ iy i i st
T, =9 (Fhku ) oty W =g, W = sl

0
gJréfu’é.
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Note that the introduction of the Riemannian metric g implies that Wi/ are now dependent on
the manifold coordinates x'.

6. Numerical Experiments

We aim at visualizing most probable paths for the driving process and projections of curves
satisfying the MPP Equation (13) in two cases: On 2D surfaces embedded in R® and on finite
dimensional landmark manifolds that arise from equipping a subset of the diffeomorphism group with
a right-invariant metric and letting the action descend to the landmarks by a left action. The surface
examples are implemented in Python using the Theano [30] framework for symbolic operations,
automatic differentiation, and numerical evaluation. The landmark equations are detailed below
and implemented in Numpy using Numpy’s standard ODE integrators. The code for running the
experiments is available at http:/ /bitbucket.com/stefansommer/mpps/.

6.1. Embedded Surfaces

We visualize normal MPPs and projections of curves satisfying the MPP Equation (13) on surfaces
embedded in R? in three cases: The sphere S?, onan ellipsoid, and on a hyperbolic surface. The surfaces
are chosen in order to have both positive and negative curvature, and to have varying degree of
symmetry. In all cases, an open subset of the surfaces are represented in a single chart by a map
F : R? — R3. For the sphere and ellipsoid, this gives a representation of the surface, except for
the south pole. The metric and Christoffel symbols are calculated using the symbolic differentiation
features of Theano. The integration are performed by a simple Euler integrator.

Figures 4-6 show families of curves satisfying the MPP equations in three cases: (1) With fixed
starting point xy € M and initial velocity Xy € TM but varying anisotropy represented by changing
frame u in the fiber above x¢; (2) minimizing normal MPPs with fixed starting point and endpoint
Xo, X1 € M but changing frame u above xp; (3) fixed starting point xg € M and frame u but varying
V*FM vertical part of the initial momentum ¢y € T*FM. The first and second cases thus show the
effect of varying anisotropy, while the third case illustrates the effect of the “twist” that the d> degrees
in the vertical momentum allows. Note the displayed anti-developed curves in R? that for classical C
geodesics would always be straight lines.

—_—

Figure 4. Curves satisfying the MPP equations (top row) and corresponding anti-development (bottom
row) on three surfaces embedded in R3: (a) An ellipsoid; (b) a sphere; (c) a hyperbolic surface.
The family of curves is generated by rotating by 77/2 radians the anisotropic covariance represented in
the initial frame u and displayed in the gray ellipse.
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Figure 5. Minimizing normal MPPs between two fixed points (red/cyan). From isotropic covariance
(top row, (a)) to anisotropic (top row, (c)) on s2, Compare with minimizing Riemannian geodesic
(black curve). The MPP travels longer in the directions of high variance. Families of curves (middle
row, (d-f)) and corresponding anti-development (bottom row, (g-i)) on the three surfaces in Figure 4.
The family of curves is generated by rotating the covariance matrix as in Figure 4. Notice how the
varying anisotropy affects the resulting minimizing curves, and how the anti-developed curves end at

(o)

different points in R2.

>

(@ (b)

Figure 6. Cont.
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-2 -1 0 1 2 -2

G

Figure 6. (a-1) With the setup of Figures 4 and 5, generated families of curves by varying the vertical
V*FM part of the initial momentum &, € T*FM but keeping the base point and frame u fixed.
The vertical part allows varying degree of “twisting” of the curve.

6.2. LDDMM Landmark Equations

We here give a example of the MPP equations using the finite dimensional landmark manifolds
that arise from right invariant metrics on subsets of the diffeomorphism group in the Large Deformation
Diffeomorphic Metric Mapping (LDDMM) framework [8]. The LDDMM metric can be conveniently
expressed as a cometric, and, using a rank-deficient inner product gy, as discussed in Section 5,
we can obtain a reduction of the system of equations to 2(2N -+ 2Nk) compared to 2(2N + (2N)?) with
N landmarks in R?.

Let {p1,...,pn} be landmarks in a subset O C RY. The diffeomorphism group Diff(Q)
acts on the left on landmarks with the action ¢.{p1,...,pn} = {@(p1),...,¢(pn)}. In LDDMM,
a Hilbert space structure is imposed on a linear subspace V of L2((2, R?) using a self-adjoint operator
L:V — V* C [*(Q,RY) and defining the inner product (-, -)y, by

(v,w), = (Lv,w) ;2.

Under sufficient conditions on L, V is reproducing and admits a kernel K inverse to L. K is
a Green’s kernel when L is a differential operator, or K can be a Gaussian kernel. The Hilbert structure
on V gives a Riemannian metric on a subset Gy C Diff(Q)) by setting HvHé = |[vo ¢~ 1|3;i.e., regarding
(-, -)y aninner product on Tj4Gy and extending the metric to Gy by right-invariance. This Riemannian
metric descends to a Riemannian metric on the landmark space.
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Let M be the manifold M = {(p},...,p%,...,pN, - PI(pPL, ..., p?) € R¥}. The LDDMM
metric on the landmark manifold M is directly related to the kernel K when written as a cometric
gp(én) = ’] 18K (pi,p ])77] Lettlng i* denote the index of the kth component of the ith landmark,

the cometric is in coordinates gp = K(pi, p]) The Chrlstoffel symbols can be written in terms of
derivatives of the cometric g/ [31] (recall that 5]1 =g gkj = g]kg )

T = 2gn (g"’g’s —glgt — 88" ) gy (18)

This relation comes from the fact that g]m k = —8jr8" y&sm gives the derivative of the metric.

The derivatives of the cometric is simply g = = (8L + i )0 qK( pip /) Using (18), derivatives of the
Christoffel symbols can be computed

rki]‘/ 5 gm: (gkl g%, - gsl grk grl gks ) g5 + 5 gn ( gkl grs gsl grk _ grl gks ) Ssi

+ Egir (g ,g’,‘grs,l +gklgrs,ltj o gsllggr gslgrk gr ,ﬁgks,l o gr’gks,lgT) g5 -

This provides the full data for numerical integration of the evolution equations on FKM.

In Figure 7 (top row), we plot minimizing normal MPPs on the landmark manifold with two
landmarks and varying covariance in the R? horizontal and vertical direction. The plot shows the
landmark equivalent of the experiment in Figure 5. Note how adding covariance in the horizontal and
vertical direction, respectively, allows the minimizing normal MPP to vary more in these directions
because the anisotropically-weighted metric penalizes high-covariance directions less.

Figure 7 (bottom row) shows five curves satisfying the MPP equations with varying vertical
V*FM initial momentum similarly to the plots in Figure 6. Again, we see how the extra degrees of
freedom allows the paths to twist, generating a higher-dimensional family than classical geodesics
with respect to C.

()
Figure 7. (Top row) Matching of two landmarks (green) to two landmarks (red) by (a) computing a
minimizing Riemannian geodesic on the landmark manifold, and (b-e) minimizing MPPs with added
covariance (arrows) in R? horizontal direction (b,c) and vertical (d,e). The action of the corresponding
diffeomorphisms on a regular grid is visualized by the deformed grid which is colored by the warp
strain. The added covariance allows the paths to have more movement in the horizontal and vertical
direction, respectively, because the anisotropically weighted metric penalizes high-covariance directions
less. (bottom row, (fj)) Five landmark trajectories with fixed initial velocity and anisotropic covariance
but varying V*FM vertical initial momentum ¢y. Changing the vertical momentum “twists” the paths.
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7. Discussion and Concluding Remarks

Incorporating anisotropy in models for data in non-linear spaces via the frame bundle as pursued
in this paper leads to a sub-Riemannian structure and metric. A direct implication is that most probable
paths to observed data in the sense of sequences of stochastic steps of a driving semi-martingale are
not related to geodesics in the classical sense. Instead, a best estimate of the sequence of steps w; € RY
that leads to an observation x = ¢, (w;)|;=1 is an MPP in the sense of Definition 1. As shown in the
paper, these paths are generally not geodesics or polynomials with respect to the connection on the
manifold. In particular, if M has a Riemannian structure, the MPPs are generally neither Riemannian
geodesics nor Riemannian polynomials. Below, we discuss the statistical implications of this result.

7.1. Statistical Estimators

Metric distances and Riemannian geodesics have been the traditional vehicle for representing
observed data in non-linear spaces. Most fundamentally, the sample Frechét mean

N
= argmin,_,, Y dg, (x,%;) (19)
i=1
of observed data x1,...,xy € M relies crucially on the Riemannian distance dg, connected to the
metric gg. Many PCA constructs (e.g., Principal Geodesics Analysis [6]) use the Riemannian Exp.
and Log maps to map between linear tangent spaces and the manifold. These maps are defined from
the Riemannian metric and Riemannian geodesics. Distributions modelled as in the random orbit
model [32] or Bayesian models [15,33] again rely on geodesics with random initial conditions.
Using the frame bundle sub-Riemannian metric grps, we can define an estimator analogous to the
Riemannian Frechét mean estimator. Assuming the covariance is a priori known, the estimator

N 2
£ = argmin, ;) Y drm <u, n_l(xi)) (20)
i1

acts correspondingly to the Frechét mean estimator (19). Here s € I'(FM) is a (local) section of FM that
to x € M connects the known covariance represented by s(x) € FM. The distances dpy (1, 7~ 1(x;)),
u = s(x) are realized by MPPs from the mean candidate x to the fibers 77! (x;). The Frechét mean
problem is thus lifted to the frame bundle with the anisotropic weighting incorporated in the metric
grum- This metric is not related to gr, except for its dependence on the connection C that can be defined
as the Levi-Civita connection of gr. The fundamental role of the distance dg, and gr geodesics in (19)
is thus removed.

Because covariance is an integral part of the model, sample covariance can also be estimated
directly along with the sample mean. In [3], the estimator

N 2
il = argmin, gy Y drm (u, n_l(xi)) — Nlog(detg,u) (1)
-1

is suggested. The normalizing term —N log(det,,u) is derived such that the estimator exactly
corresponds to the maximum likelihood estimator of mean and covariance for Euclidean Gaussian
distributions. The determinant is defined via gg, and the term acts to prevent the covariance from
approaching infinity. Maximum likelihood estimators of mean and covariance for normally distributed
Euclidean data have unique solutions in the sample mean and sample covariance matrix, respectively.
Uniqueness of the Frechét mean (19) is only ensured for sufficiently concentrated data. For the
estimator (21), existence and uniqueness properties are not immediate, and more work is needed in
order to find necessary and sufficient conditions.
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7.2. Priors and Low-Rank Estimation

The low-rank cometric formulation pursued in Section 5 gives a natural restriction of (21) to
ue FKM, 1 < k < d. As for Euclidean PCA, most variance is often captured in the span of the first
k eigenvectors with k < d. Estimates of the remaining eigenvectors are generally ignored, as the
variance of the eigenvector estimates increases as the noise captured in the span of the last eigenvectors
becomes increasingly uniform. The low-rank cometric restricts the estimation to only the first k
eigenvectors, and thus builds the construction directly into the model. In addition, it makes numerical
implementation feasible, because a numerical representation need only store and evolve d x k matrices.
As a different approach for regularizing the estimator (21), the normalizing term — N log(detg,u) can
be extended with other priors (e.g., an L!-type penalizing term). Such priors can potentially partly
remove existence and uniqueness issues, and result in additional sparsity properties that can benefit
numerical implementations. The effects of such priors have yet to be investigated.

In the k = d case, the number of degrees of freedom for the MPPs grows quadratically in the
dimension d. This naturally increases the variance of any MPP estimate given only one sample from its
trajectory. The low-rank cometric formulation reduces the growth to linear in d. The number of degrees
of freedom is however still k times larger than for Riemannian geodesics. With longitudinal data, more
samples per trajectory can be obtained, reducing the variance and allowing a better estimate of the
MPP. However, for the estimators (20) and (21) above, estimates of the actual optimal MPPs are not
needed—only their squared length. It can be hypothesized that the variance of the length estimates is
lower than the variance of the estimates of the corresponding MPPs. Further investigation regarding
this will be the subject of future work.

7.3. Conclusions

The underlying model of anisotropy used in this paper originates from the anisotropic normal
distributions formulated in [2] and the diffusion PCA framework [1]. Because many statistical models
are defined using normal distributions, this approach to incorporating anisotropy extends to models
such as linear regression. We expect that finding most probable paths in other statistical models such as
regressions models can be carried out with a program similar to the program presented in this paper.

The difference between MPPs and geodesics shows that the geometric and metric properties of
geodesics, zero acceleration, and local distance minimization are not directly related to statistical
properties such as maximizing path probability. Whereas the concrete application and model
determines if metric or statistical properties are fundamental, most statistical models are formulated
without referring to metric properties of the underlying space. It can therefore be argued that the direct
incorporation of anisotropy and the resulting MPPs are natural in the context of many models of data
variation in non-liner spaces.
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Abstract: The mean of data on the unit circle is defined as the minimizer of the average squared
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1. Introduction

In applications, data assuming values on the circle, i.e., circular data, arise frequently, examples
being measurements of wind directions, or time of the day that patients are admitted to a hospital
unit. We refer to the literature, e.g., [1-5], for an overview of statistical methods for circular data,
in particular the ones described in this section.

Here, we will concern ourselves with the arguably simplest statistic, the mean. However, given
that a circle does not carry a vector space structure, i.e., there is neither a natural addition of points on
the circle nor can one divide them by a natural number, what should the meaning of “mean” be?

In order to simplify the exposition, we specifically consider the unit circle in the complex plane,
S! = {z € C: |z| = 1}, and we assume the data can be modelled as independent random variables
Z1,...,Zy, which are identically distributed as the random variable Z taking values in Sl. In the
literature, however, the circle is often taken to lie in the real plane R?, i.e., while we denote the point
on the circle corresponding to an angle 6 € (—7, 7] by exp(if) = cos(8) + isin(f) € C one may take
it to be (cos6,sin6) € R2.

Of course, C is a real vector space, so the Euclidean sample mean Z, = % Yi_q1 Zi € Cis well-defined.
However, unless all Z; take identical values, it will (by the strict convexity of the closed unit disc) lie
inside the circle, i.e., its modulus | Z,| will be less than 1. Though 7, cannot be taken as a mean on the
circle, if Z, # 0, one might say that it specifies a direction; this leads to the idea of calling Z, /|Z,| the
circular sample mean of the data.

Entropy 2016, 18, 375 424 www.mdpi.com/journal/entropy
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Observing that the Euclidean sample mean is the minimiser of the sum of squared distances, this
can be put in the more general framework of Fréchet means [6]: define the set of circular sample means to be

n
fin = argmin y_ [Z — |, @)
7es! k=1

and analoguously define the set of circular population means of the random variable Z to be

= argminE|Z — [*. ()
gest

Then, as usual, the circular sample means are the circular population means with respect to the
empirical distribution of Zy, ..., Z,.

The circular population mean can be related to the Euclidean population mean E Z by noting that
E|Z— (> =E|Z—EZ|>+ | EZ — {|*(in statistics, this is called the bias-variance decomposition), so that

y = argmin | E Z — |2 (3)
ges!

is the set of points on the circle closest to E Z. It follows that y is unique if and only if EZ # 0 in
which case it is given by u = E Z/| E Z|, the orthogonal projection of E Z onto the circle; otherwise, i.e.,
if EZ = 0, the set of circular population means is all of S!. We consider the information of whether the
circular population mean is not unique, e.g., but not exclusively because Z is uniformly distributed
over the circle, to be relevant; it thus should be inferred from the data as well. Analogously, f1, is either
all of S! or uniquely given by Z,,/|Z,| according to whether Z,, is 0 or not. Note that Z, # 0 a.s. if Z
is continuously distributed on the circle, even if EZ = 0. Z,, is what is known as the vector resultant,
while Z,, /| Z,| is sometimes referred to as the mean direction.

The expected squared distances minimised in Equation (2) are given by the metric inherited from
the ambient space C; therefore, 1 is also called the set of extrinsic population means. If we measured
distances intrinsically along the circle, i.e., using arc-length instead of chordal distance, we would
obtain what is called the set of intrinsic population means. We will not consider the latter in the
following, see e.g., [7] for a comparison and [8,9] for generalizations of these concepts.

Our aim is to construct confidence sets for the circular population mean y that form a superset of
# with a certain (so-called) coverage probability that is required to be not less than some pre-specified
significance level 1 — a for a € (0,1).

The classical approach is to construct an asymptotic confidence interval where the coverage
probability converges to 1 — a when # tends to infinity. This can be done as follows: since Z is a
bounded random variable, v/71(Z, — E Z) converges to a bivariate normal distribution when identifying
C with R%. Now, assume E Z # 0 so y is unique. Then, the orthogonal projection is differentiable in a
neighbourhood of E Z, so the é-method (see e.g., [1] (p. 111) or [4] (Lemma 3.1)) can be applied and
one easily obtains

Vit Arg(p ) B N(‘l%zfzz))z)/ @)
where Arg : C\ {0} — (—m, ] C R denotes the arqument of a complex number (it is defined
arbitrarily at 0 € C), while multiplying with ;1! rotates such that EZ = y is mapped to 0 € (-, 7],
see e.g., [4] (Proposition 3.1) or [7] (Theorem 5). Estimating the asymptotic variance and applying
Slutsky’s lemma, one arrives at the asymptotic confidence set C4 = {¢ € S! : | Arg({ fix)| < 64}
provided 1, is unique, where the angle determining the interval is given by

sa= 128 IS (tm('20))% )
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with g; ¢ denoting the (1 — §)-quantile of the standard normal distribution A'(0, 1).

There are two major drawbacks to the use of asymptotic confidence intervals: firstly, by definition,
they do not guarantee a coverage probability of at least 1 — « for finite 1, so the coverage probability
for a fixed distribution and sample size may be much smaller. Indeed, Simulation 2 in Section 4
demonstrates that, even for n = 100, the coverage probability may be as low as 64% when constructing
the asymptotic confidence set for 1 — a = 90%. Secondly, they assume that EZ # 0, so they are not
applicable to all distributions on the circle. Since in practice it is unknown whether this assumption
hold, one would have to test the hypothesis EZ = 0, possibly again by an asymptotic test, and
construct the confidence set conditioned on this hypothesis having been rejected, setting C4 = S!
otherwise. However, this sequential procedure would require some adaptation taking the pre-test into
account (cf. e.g., [10])—we come back to this point in Section 5—and it is not commonly implemented
in practice.

We therefore aim to construct non-asymptotic confidence sets for y, guaranteeing coverage with at
least the desired probability for any sample size 1, which in addition are universal in the sense that they
do not make any distributional assumptions about the circular data besides them being independent
and identically distributed. It has been shown in [7] that this is possible; however, the confidence
sets that were constructed there were far too large to be of use in practice. Nonetheless, we start by
varying that construction in Section 2 but using Hoeffding’s inequality instead of Chebyshev’s as in [7].
Considerable improvements are possible if one takes the variance E(Im(y~!Z))? “perpendicular to
E Z” into account; this is achieved by a second construction in Section 3. Of course, the latter confidence
sets will still be conservative but Proposition 2(iv) shows that they are (for 1 — & = 95%) only a factor
~ 3 longer than the asymptotic ones when the sample size 7 is large. We further illustrate and compare
those confidence sets in simulations and for an application to real data in Section 4, discussing the
results obtained in Section 5.

2. Construction Using Hoeffding’s Inequality

We will construct a confidence set as the acceptance region of a series of tests. This idea
has been used before for the construction of confidence sets for the circular population mean [7]
(Section 6); however, we will modify that construction by replacing Chebyshev’s inequality—which is
too conservative here—by three applications of Hoeffding’s inequality [11] (Theorem 1): if U, ..., Uy
are independent random variables taking values in the bounded interval [a, b] with —co < a < b < co.
Then, U, = 1y, Ug with EU, = v fulfills

B v_a v—a-+t b—v b—v—t ﬁ
I’(U""zt)ﬁ[<vm> (m) } ©

for any t € (0,b —v). The bound on the right-hand side—denoted p(t)—is continuous and
vfu)”

strictly decreasing in f (as expected; see Appendix A) with f(0) = 1 and lim;_,;,_, B(t) = (}=2
whence a unique solution t = t(7,v,a,b) to the equation B(t) = <y exists for any v € ((%)", 1).
Equivalently, t(vy, v, a, b) is strictly decreasing in -y. Furthermore, v + t(7, v, a, b) is strictly increasing in
v (see Appendix A again), which is also to be expected. While there is no closed form expression for
t(y,v,a,b), it can without difficulty be determined numerically.

Note that the estimate

B(t) < exp(—2nt2/ (b —a)?) )

is often used and called Hoeffding’s inequality [11]. While this would allow to solve explicitly for ¢,
we prefer to work with f as it is sharper, especially for v close to b as well as for large t. Nonetheless, it
shows that the tail bound B(t) tends to zero as fast as if using the central limit theorem which is why it
is widely applied for bounded variables, see e.g., [12].
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Now, for any { € S', we will test the hypothesis that { is a circular population mean.
This hypothesis is equivalent to saying that there is some A € [0,1] such that EZ = A{. Multiplication
by ¢! then rotates E Z onto the non-negative real axis: E{"'Z = A > 0.

Now, fix { and consider X; = Re({~1Z), Yy = Im({'Z;) for k = 1,...,n which may be viewed
as the projection of Z;, ..., Z; onto the line in the direction of { and onto the line perpendicular to
it. Both are sequences of independent random variables taking values in [—1,1] with E X; = A and
E Y = 0 under the hypothesis. They thus fulfill the conditions for Hoeffding’s inequality with a = —1,
b=1and v = A or 0, respectively.

We will first consider the case of non-uniqueness of the circular mean, i.e., t = S!, or equivalently
A = 0. Then, the critical value sy = t(%,0,—1,1) is well-defined for any § > 27", and we get
P(X, > sp) < §, and also, by considering —Xj, ..., —X;, that P(—=X,, > s9) < . Analogously,
P(|Y,] > s0) < 2§ = 5. We conclude that

P(1Z4] > VEs0) = P(IRl + [Yal2 > 253) < P12 > 3) + P(Va > ) < @

Rejecting the hypothesis y = Sl je,EZ =0, if |Z,] > ﬁso thus leads to a test whose probability
of false rejection is at most « (see Figure 1). Of course, one may work with | X, |2 > 5% and |Yy, |2 > sg
as criterions for rejection; however, we prefer working with |Z,| > /25 since it is independent of
the chosen (.

Figure 1. The construction for the test of the hypothesis it = S!, or equivalently E Z = 0.

In the case of uniqueness of the circular mean, i.e., for the hypothesis A > 0, we use the
monotonicity of v + £(vy, v, 4, b) in v and obtain

P(X, < —s9) =P(=X, > #(§,0,-1,1)) <P(=X, > —A+t§,—-A,—1,1)) <

N

as well. For the direction perpendicular to the direction of { (see Figure 2), however, we may now work
with %a, so for s, = t(%tx, 0, —1,1)—which is well-defined whenever s is since %DC > % > 27 "—we obtain

P(Y, > sp)4+P(Yy < —sp) <2-

0lW
8

Rejecting if X, < —sg or |Y,| > s, then, will happen with probability at most § +2- %a = « under
the hypothesis # = {. In case that we already rejected the hypothesis ¢ = S!, i.e., if |Z,| > /250,
¢ will not be rejected if and only if X, > sp > 0 and |Y,| < s, < so which is then equivalent to
| Arg({~1Z,)| = arcsin(|Yy|/|Z|) < arcsin(s,/|Z4|) = i (see Figure 3).
Define Cy as all { which we could not reject, i.e.,
st ifa <272 or |Z,| < V259, @®
o=
{CeS!: |Arg({'fi)| < 6n} otherwise.
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Then, we obtain the following result:

P(Im{ 1Z, < —sp) < 3a

Figure 3. The critical Z, regarding the rejection of {. Jy bounds the angle between fl, and any
accepted (.

Proposition 1. Let Zy, ..., Z; be random variables taking values on the unit circle Shae (0,1), and let Cy
be defined as in Equation (8).

(i) Cy is a (1 — w)-confidence set for the circular population mean set. In particular, if EZ = 0, i.e.,
the circular population mean set equals S, then |Z,| > \/2so with probability at most w, so indeed
Cy = S' with probability at least 1 — .

(i) sq and sp are of order nf%.

(iii) IfEZ # 0, then /néy — 0 in probability and the probability of obtaining the trivial confidence set, i.e.,
P(Cy = S') = P(|Zs| < V/2s0), goes to 0 exponentially fast.

Proof. (i) holds by construction.

For (ii), recall Equation (7), from which we obtain the estimates § < exp(—ns3/2) resp.

%IX < exp(—nslzj/ 2), implying that sy and sp are of order n_% ; the same holds stochastically for
oy since Z, — EZ a.s. Regarding the second statement of (iii), if ¢ is unique, consider { = —y;
then, T = EX, < 0 and —v/2sj is eventually less than % and also a > 27712 eventually.
Hence, the probability of obtaining the trivial confidence set Cy = S! is eventually bounded by
P({€Cy) <P(Xy > —s9) <P(Xy > %) =P(Xy, —EX, > —1%) < exp(—n7?/8), and thus will go to

zero exponentially fast as n tends to infinity. ]

3. Estimating the Variance

From the central limit theorem for i, in case of unique y, cf. Equation (4), we see that the
aymptotic variance of fl, gets small if | E Z| is close to 1 (then E Z is close to the boundary S! of the unit
disc, which is possible only if the distribution is very concentrated) or if the variance E(Im(x~1Z))? in
the direction perpendicular to y is small (if the distribution were concentrated on %y, this variance
would be zero and {1, would equal y with large probability). While 6y (| Z,| being the denominator
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of its sine) takes the former into account, the latter has not been exploited yet. To do so, we need to
estimate E(Im (u~12))2.

Consider V,, = %Zzzl Y]f that is under the hypothesis that the corresponding ( is the
unique circular population mean has expectation ¢2 = Var(¥;) = E(Im({7!Z))2. Now,
1-V, =11 (1-Y?)is the mean of n independent random variables taking values in [0, 1] and
having expectation 1 — ¢2. By another application of Equation (6), we obtain P(¢? > V, +1) =
P1—-V, > 1-02+t) < & fort = t(§,1—020,1), the latter existing if § > (1 —o?)".
Since 1 — 02 + t(%,l — 02, 0,1) increases with 1 — 02, there is a minimal ¢2 for which 1 — V,, >
1—0%+ H§,1— 02,0,1) holds and becomes an equality; we denote it by 2= Vi +t(§,1— UAZ,O, 1).
Inserting into Equation (6), it by construction fulfills

w [(1-\ W 2
i-|=w) (%)

_ Itis easy to see that the right-hand side depends continuously on and is strictly decreasing in
02 € [Vy,1] (see Appendix A), thereby traversing the interval [0, 1] so that one can again solve the

n

©)

equation numerically. We then may, with an error probability of at most %, use 02 as an upper bound
for o2. Note that 02 > V,, exists if P> 01— 02)". The latter is fulfilled for any Vj, < 1 since Equation (9)

is equivalent to
~ -~ n
Py (L) () ()
4 1-Vu) \1-V, Vi ’
N e — N —

>1 >1 >1

ForV, =1, let 02 = 1 be the trivial bound.

With such an upper bound on its variance, we now can get a better estimate for P(Y, > t).
Indeed, one may use another inequality by Hoeffding [11] (Theorem 3): the mean W, = ’17 Yi_q Wi of
a sequence Wy, ..., W, of independent random variables taking values in (—oo, 1], each having zero

expectation as well as variance p? fulfills
—0?—w w—1 ﬁ
(1 + %) <1 - w> } , (10)

< exp(—nt[(1+ &) In(1+ &) —1)). (1)

P(W, > w) <

for any w € (0,1). Again, an elementary calculation (analogous to Lemma A1) shows that the
right-hand side of Equation (10) is strictly decreasing in w, continuously ranging between 1 and

2
(5 ﬁpz )" as w varies in (0,1), so that there exists a unique w = w(, p?) for which the right-hand side
pZ
1402
so that w(+y, p?) is increasing in p?, too (cf. Appendix A).
Therefore, under the hypothesis that the corresponding ( is the unique circular population mean,
P(|Yy| > w(%,0?)) < 2% = 4. Now, since P(w(%,02) > w(%,02)) = P(c? > ¢2) < %, setting

v “A N’ 2 . . . . 3
sy = w(%,az) we get P(|Yn\ > sv) < %ac. Note that 1ip2 increases with pz, 50 in case sq exists, 02 < 1

equals 1y, provided v € (( )", 1). Moreover, the right-hand side increases with p2 (as expected),

implies § >27" > (%) ", i.e., the existence of sy.

Following the construction for Cy from Section 2, we can again obtain a confidence set for y with
coverage probability at least 1 — a as shown in our previous article [13]. In practice however, this
confidence set is hard to calculate since 02 = UAZ(C ) has to be calculated for every ¢ € S!. Though these
confidence sets can be approximated by using a grid as in [13], we suggest using a simultaneous upper
bound for the variance of Im {1 Z;.
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We obtain a (conservative) connected, symmetric confidence set Cy C Cp by testing { € Cy with
02, = SUp reC 02 as a common upper bound for the variance perpendicular to any { € C. Note that

02,ax can be obtained as the solution of Equation (9) with

n
V, = sup % Z (Imgflzk)z.
ceCh k=1

Furthermore, we can shorten Cy by iteratively redefining V,, = Supsec, Lys  (Img *]Zk)z and

recalculating Cy (see Algorithm 1). The resulting opening angle will be denoted by dy = arcsin %

Algorithm 1: Algorithm for computation of Cy,.

Data: observations Z1, ..., Z, € S; significance level a; stop criterion e
Result: a non-asymptotic confidence set Cy for the circular population mean

1 compute the confidence set Cp;
2 if Cyy = S! then

3 Cy «+ Sl
4

else
5 Cy < Cy; ({%‘:X —1;
6 | while sup; ., 02 < (7/,%; —edo
7 U?HZX — supgecv (TAZ;
8 Sy w(%,(;z);
9 Cy + {C €S |Arg({ )| < arcsin‘sz—‘;‘}
10 end
11 end

Proposition 2. Let Zy, ..., Zy be random variables taking values on the unit circle S andleta € (0,1).

(i) The set Cy resulting from Algorithm 1 is a (1 — w)-confidence set for the circular population mean
set. In particular, if EZ = 0, i.e., the circular population mean set equals S', then | Z,| > \/2sq with
probability at most a, so indeed Cy = S' with probability of at least 1 — a.

1

(ii) sy isof order n™ 2.

(iti) IFEZ # 0, i.e., if the circular population mean is unique, then \/néy — 0 in probability, and the
probability of obtaining a trivial confidence set, i.e., P(Cy = S') = P(|Z,] < V/2sy), goes to 0
exponentially fast.

(iv) IfEZ # 0, then

1) V-2Ing
lim sup Vo< SR

n—co 04 ql—%

with g denoting the (1 — §)-quantile of the standard normal distribution N'(0,1).

Proof. Again, (i) follows by construction, while (iii) is shown as in Proposition 1.

For (ii), note that sy < sg since the bound in Equation (10) for p> = 1 agrees with the bound in

1
Equation (6) fora = —1, b = 1 and v = 0, thus sy and Jy are at least of the order n™ 2.
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For (iv), we will use the estimate in Equation (11). Recall thatIn(1+x) = x — "72 + 0(x?); therefore,
for large n and hence small sy a.s.

oo (105 (2 - ko) 1)

max Um’lX

:exp( nsV/Z Oihax + s%/ ),

1
thus sy < \/—202_, In(2 4)/n+o(n"2). Additionally, arcsin x = x 4 0(x) for x close to 0 which gives
_ 1
Sy =sv/|Zu| + of sV ) < —ZUI%IaXlnﬂ/ V| Zy|) +o(n"2) as.
Furthermore, 02, — 02 a.s. for n — co, and we obtain

limsup — < —— as.
n—oo  OA qq_

=

since

5a = q1-%
AT VnlZ]

n
% Z Im anZk

Vo
(see Equation (5)). O

4. Simulation and Application to Real Data

We will compare the asymptotic confidence set C4, the confidence set Cy constructed directly
using Hoeffding’s inequality in Section 2, and the confidence set Cy resulting from Algorithm 1 by
reporting their corresponding opening angles ¢4, 0y, and Jy in degrees (°) as well as their coverage
frequencies in simulations.

All computations have been performed using our own code based on the software package R
(version 2.15.3) [14] .

4.1. Simulation 1: Two Points of Equal Mass at £10°

First, we consider a rather favourable situation: n = 400 independent draws from the distribution
with P(Z = exp(107i/180)) = P(Z = exp(—107i/180)) = 1. Then, we have |[EZ| = EZ =
cos(107ti/180) =~ 0.985, implying that the data are highly concentrated, y = 1 is unique, and the
variance of Z in the direction of y is 0; there is only variation perpendicular to y, i.e., in the direction of
the imaginary axis (see Figure 4).

10°

—10°

Figure 4. Two points of equal mass at £10° and their Euclidean mean.
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Table 1. Results for simulation 1 (two points of equal mass at +-10°) based on 10,000 repetitions with
n = 400 observations each: average observed 6y, dy, and d4 (with corresponding standard deviation),
as well as frequency (with corresponding standard error) with which y = 1 was covered by Cy, Cy,
and Cy, respectively; the nominal coverage probability was 1 — a = 95%.

Confidence Set Mean § (+s.d.) Coverage Frequency (+£s.e.)

Cu 8.2° (40.0005°) 100.0% (£0.0%)
Cy 2.4° (£0.0025°) 100.0% (£0.0%)
Ca 1.0° (£0.0019°) 94.8% (40.2%)

Table 1 shows the results based on 10,000 repetitions for a nominal coverage probability of
1 —a = 95%: the average Jp is about 3.5 times larger than Jy, which is about twice as large as d 4.
As expected, the asymptotics are rather precise in this situation: C4 did cover the true mean in about
95% of the cases, which implies that the other confidence sets are quite conservative; indeed Cy and
Cy covered the true mean in all repetitions. One may also note that the angles varied only a little
between repetitions.

4.2. Simulation 2: Three Points Placed Asymmetrically

Secondly, we consider a situation which has been designed to show that even a considerably large
sample size (1 = 100) does not guarantee approximate coverage for the asymptotic confidence set
C4: the distribution of Z is concentrated on three points, ¢ i= exp(6 j 7i/180), j = 1,2,3 with weights
wj = P(Z = §;j) chosen such that EZ = |E Z| = 0.9 (implying a small variance and y = 1), w; = 1%
and Arg¢; > 0, while Arg ¢y, Arg¢s < 0. In numbers, 6; ~ 25.8, 6, ~ —0.3, and 63 ~ —179.7 (in °)
while wy ~ 94%, and w3 ~ 5% (see Figure 5).

0, = 25.8°

03 = —179.7° . ® ¢0, = —0.3°

Figure 5. Three points placed asymmetrically with different masses and their Euclidean mean.

The results based on 10,000 repetitions are shown in Table 2 where a nominal coverage probability
of 1 — & = 90% was prescribed. Clearly, C4 with its coverage probability of less than 64% performs
quite poorly while the others are conservative; dy =~ 5° still appears small enough to be useful in
practice, though.

Table 2. Results for simulation 2 (three points placed asymmetrically) based on 10,000 repetitions with
n = 100 observations each: average observed 6y, dy, and d4 (with corresponding standard deviation),
as well as frequency (with corresponding standard error) with which y = 1 was covered by Cy, Cy,
and Cy, respectively; the nominal coverage probability was 1 — a = 90%.

Confidence Set Mean § (s.d.) Coverage Frequency (+£s.e.)

Cy 16.5° (40.85°) 100.0% (£0.0%)
Cy 5.0° (0.38°) 100.0% (0.0%)
Ca 0.4° (+0.28°) 62.8% (40.5%)
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4.3. Real Data: Movements of Ants

Fisher [3] (Example 4.4) describes a data set of the directions 100 ants took in response to an
illuminated target placed at 180° for which it may be of interest to know whether the ants indeed
(on average) move towards that target (see [15] for the original publication). The data set is available
as Ants_radians within the R package CircNNTSR [16].

The circular sample mean for this data set is about —176.9°; for a nominal coverage probability of
1 —a =95%, one gets oy ~ 27.3°, by =~ 20.5°, and d4 ~ 9.6° so that all confidence sets contain +180°
(see Figure 6). The data set’s concentration is not very high, however, so the circular population mean
could—according to Cy—also be —156.4° or 162.6°.

Figure 6. Ant data (0) placed at increasing radii to visually resolve ties; in addition, the circular mean
direction (—) as well as confidence sets Cy (), Cy (---), and C4 (- -) are shown.

5. Discussion

We have derived two confidence sets, Cy and Cy, for the set of circular sample means.
Both guarantee coverage for any finite sample size without making any assumptions on the distribution
of the data (besides that they are independent and identically distributed) at the cost of potentially
being quite conservative; they are non-asymptotic and universal in this sense. Judging from the
simulations and the real data set, Cy—which estimates the variance perpendicular to the mean
direction—appears to be preferable over Cp (as expected) and small enough to be useful in practice.

While the asymptotic confidence set’s opening angle is less than half (asymptotically about 2/3
for & = 5%) of the one for Cy in our simulations and application, it has the drawback that even
for a sample size of n = 100, it may fail to give a coverage probability close to the nominal one;
in addition, one has to assume that the circular population mean is unique. Of course, one could also
devise an asymptotically justified test for the latter but this would entail a correction for multiple
testing (for example working with § each time), which would also render the asymptotic confidence
set conservative.

Further improvements would require sharper “universal” mass concentration inequalities taking
the first or the first two moments into account; however, this is beyond the scope of this article.
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Appendix A. Proofs of Monotonicity

n

v—a-+t b b—v—t | b8
Lemma Al. (t) = ( v ) (bi;‘it> is strictly decreasing in t.

v—a-+t

~ v—a+t b b—v—t
Proof. We show the equivalent statement that p(f) = ln{(vl’%ait) (ﬁ) ] is strictly

decreasing in t:
%”(t):%((m(v—a)—1n(v—a+t))(u—a+t)+(1n(b—u)—1n(b—u—t))(b—u—t))
:ln(vfu)fln(vfath)7v%m(vfa+t)7ln(h71/)+ln(h7v7t)+ﬁ(hfvft)
b—v—t v—a
:ln< b—v 'v7a+t> <0
N— ——

<1 <1

Hence, A(t) and thus f(t) are strictly decreasing in t. [
Lemma A2. Let t = t(7y,v,a,b) be the solution to the equation B(t) = <. Then, v + t is strictly increasing in v.

Proof. tis the solution of the equation

—a
v—a+t

(v7u+t)ln( >+(b7vft)ln<b_7v>:h_aln'y. (A1)

b—v—t n

The derivatives of the left-hand side of Equation (Al) w.rt. v and ¢ exist and are continuous.
Furthermore, the derivative w.r.t. t does not vanish for any t € (0,b — v), cf. the proof of Lemma A1,
whence the derivative # = ‘%'/ exists by the implicit function theorem. When differentiating

Equation (A1) with respect to v, one obtains

(0 ) v (A - )

v—a+t vfaivfaﬂ

TR el YOS S & A
(1+t)ln<b_v_t vt ) =0

or equivalently

a+0)n(755) -n ()| = e e <

<0 >0

whence 14 ¢/ = 4 (v +t) > 0 finishes the proof. [J

v

Lemma A3. The function

o[ @)

is strictly decreasing in 02 € [Vy, 1].

n
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Proof. We show the equivalent statement that 7~ In () is strictly decreasing in 02 :

d 1 10 05 d - -
= [n 1 1ng(02)] == [(1 — V) (In(1 = 02) = In(1 = V) + Vy (In(0?) — ln(Vn))]
1-V, Vi
= - =+ = <0
1-02 o2
>1 <1

O

Lemma A4. Let w = w(vy, ) be the solution of the equation

—p2—w w—1 ﬁ
o) T

Then, w is increasing in p?.

Proof. w is the solution of the equation

2
-t w w 1—w oy _ Iny
e ln(1+p2)+71+p2]n(1 w) =7, (A2)

The derivatives of the left-hand side of Equation (A2) w.r.t. pz and w exist and are continuous.
Furthermore, the derivative w.r.t. w does not vanish for any w € (0,1): this derivative is

1 w o +w 1 w
e {m(1+?) +m ~In(1-w) - 1] = 7 [in(1+ E) —In(1-w)],
vanishing if and only if 1 4 % =1-w,ie,ifand only if w(1+ %) = 0, which does not happen for
w, 0% > 0. Now, the derivative v’ = % exists by the implicit function theorem. When differentiating

Equation (A2) with respect to %, one obtains

(1+w’)<1+pz)—(p2+w)1n(1+32)

(1+p%)?
2 wo_ / 2 /
pPtw 2 7w(1+p)+(1—w)1n(17w)7 A
14 p? 1+ % (14 p2)? 1402 7
— —
w'p?—w
p*(1+p?)
or equivalently
, wy oo 1w l-w o +w
w [ln<1+pz) In(1 w)]_p2 71+p21n(p72(1_w)).
>0

. . 1—z o +w . . Ptw w(1+p?)
Hence, w' > 0 if and only if % > ﬁ ln(pz(liw) ), which holds since ln(pz(liw)) = ln(l + p2(17w)) <

w 1+p?
0 T-w”

finishing the proof. [
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Abstract: We present a simple computational approach to assigning a measure of complexity and
information/entropy to families of natural languages, based on syntactic parameters and the theory
of error correcting codes. We associate to each language a binary string of syntactic parameters and
to a language family a binary code, with code words the binary string associated to each language.
We then evaluate the code parameters (rate and relative minimum distance) and the position of the
parameters with respect to the asymptotic bound of error correcting codes and the Gilbert—Varshamov
bound. These bounds are, respectively, related to the Kolmogorov complexity and the Shannon
entropy of the code and this gives us a computationally simple way to obtain estimates on the
complexity and information, not of individual languages but of language families. This notion
of complexity is related, from the linguistic point of view to the degree of variability of syntactic
parameter across languages belonging to the same (historical) family.

Keywords: syntax; principles and parameters; error-correcting codes; asymptotic bound; Kolmogorov
complexity; Gilbert-Varshamov bound; Shannon entropy

1. Introduction

We propose an approach, based on Longobardi’s parametric comparison method (PCM) and the
theory of error-correcting codes, to a quantitative evaluation of the “complexity” of a language family.
One associates to a collection of languages to be analyzed with the PCM a binary (or ternary) code
with one code word for each language in the family and each word consisting of the binary values of
the syntactic parameters of that language. The ternary case allows for an additional parameter state
that takes into account certain phenomena of entailment of parameters. We then consider a different
kind of parameters: the code parameters of the resulting code, which in coding theory account for
the efficiency of the coding and decoding procedures. These can be compared with some classical
bounds of coding theory: the asymptotic bound, the Gilbert-Varshamov (GV) bound, efc. The position
of the code parameters with respect to some of these bounds provides quantitative information on the
variability of syntactic parameters within and across historical-linguistic families. While computations
carried out for languages belonging to the same historical family yield codes below the GV curve,
comparisons across different historical families can give examples of isolated codes lying above the
asymptotic bound.

1.1. Principles and Parameters

The generative approach to linguistics relies on the notion of a Universal Grammar (UG) and
a related universal list of syntactic parameters. In the Principles and Parameters model, developed
since [1], these are thought of as binary valued parameters or “switches” that set the grammatical
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structure of a given language. Their universality makes it possible to obtain comparisons, at the
syntactic level, between arbitrary pairs of natural languages.

A PCM was introduced in [2] as a quantitative method in historical linguistics, for comparison of
languages within and across historical families at the syntactic instead of the lexical level. Evidence
was given in [3,4] that the PCM gives reliable information on the phylogenetic tree of the family of
Indo-European languages.

The PCM relies essentially on constructing a metric on a family of languages based on the relative
Hamming distance between the sets of parameters as a measure of relatedness. The phylogenetic tree
is then constructed on the basis of this datum of relative distances, see [3].

More work on syntactic phylogenetic reconstructions, involving a larger set of languages and
parameters is ongoing, [5]. Syntactic parameters of world languages have also been used recently for
investigations on the topology and geometry of syntactic structures and for statistical physics models
of language evolution, [6-8].

Publicly available data of syntactic parameters of world languages can be obtained from databases
such as Syntactic Structures of World Languages (SSWL) [9] or TerraLing [10] or World Atlas of
Language Structures (WALS) [11]. The data of syntactic parameters used in the present paper are taken
from Table A of [3].

1.2. Syntactic Parameters, Codes and Code Parameters

Our purpose in this paper is to connect the PCM approach to the mathematical theory of
error-correcting codes. We associate a code to any group of languages one wishes to analyze via
the PCM, which has one code word for each language. If one uses a number 1 of syntactic parameters,
then the code C sits in the space F4, where the elements of F, = {0, 1} correspond to the two F possible
values of each parameter, and the code word of a language is the string of values of its n parameters.
We also consider a version with codes on an alphabet 5 of three letters which allows for the possibility
that some of the parameters may be made irrelevant by entailment from other parameters. In this case
we use the letter 0 € [F3 for the irrelevant parameters and the nonzero values +1 for the parameters
that are set in the language.

In the theory of error-correcting codes, see [12], one assigns to a code C C Fjj two code parameters:
R =log, (#C)/n, the transmission rate of the code, and § = d/n the relative minimum distance of the
code, where d is the miminum Hamming distance between pairs of distinct code words. It is well
known in coding theory that “good codes” are those that maximize both parameters, compatibly with
several constraints relating R and J. Consider the function f : C; — [0, 1] from the space C; of g-ary
codes to the unit square, that assigns to a code C its code parameters, f(C) = (6(C), R(C)). A point
(9, R) in the range of f has finite (respectively, infinite) multiplicity if the preimage f~1(J, R) is a finite
set (respectively, an infinite set). It was proved in [13] that there is a curve R = w;(J) in the space of
code parameters, the asymptotic bound, that separates code points that fill a dense region and that
have infinite multiplicity from isolated code points that only have finite multiplicity. These better but
more elusive codes are typically obtained through algebro-geometric constructions, see [13-15]. The
asymptotic bound was related to Kolmogorov complexity in [16].

1.3. Position with Respect to the Asymptotic Bound

Given a collection of languages one wants to compare through their syntactic parameters, one can
ask natural questions about the position of the resulting code in the space of code parameters and with
respect to the asymptotic bound. The theory of error correcting codes tells us that codes above the
asymptotic bound are very rare. Indeed, we considered various sets of languages, and for each choice
of a set of languages we considered an associated code, with a code word for each language in the set,
given by its list of syntactic parameters. When computing the code parameters of the resulting code,
one finds that, in a range of cases we looked at, when the languages in the chosen set belong to the
same historical-linguistic family the resulting code lies below the asymptotic bound (and in fact below
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the Gilbert-Varshamov curve). This provides a precise quantitative bound to the possible spread of
syntactic parameters compared to the size of the family, in terms of the number of different languages
belonging to the same historico-linguistic group.

However, we also show that, if one considers sets of languages that do not belong to the same
historical-linguistic family, then one can obtain codes that lie above the asymptotic bound, a fact that
reflects, in code theoretic terms, the much greater variability of syntactic parameters. The result is
in itself not surprising, but the point we wish to make is that the theory of error-correcting codes
provides a natural setting where quantitative statements of this sort can be made using methods
already developed for the different purposes of coding theory. We conclude by listing some new
linguistic questions that arise by considering the parametric comparison method under this coding
theory perspective.

1.4. Complexity of Languages and Language Families

The study of natural languages from the point of view of complexity theory has been of significant
interest to linguists in recent years. The approaches typically followed focus on assigning a reasonable
measure of complexity to individual languages and comparing complexities across different languages.
For example, a notion of morphological complexity was studied in [17]. An approach to defining
Kolmogorov complexity of languages on the basis of syntactic parameters was developed in [18].
A notion of language complexity based on the production rules of a generative grammar was
considered in [19], in the setting of (finite) formal languages. For a more general computational
perspective on the complexity of natural languages, see [20]. The idea of distinguishing languages
by complexity is not without controversy in Linguistics. A very interesting general discussion of the
problem and its evolution in the field can be found in [21].

In the present paper, we argue in favor of a somewhat different perspective, where we assign
an estimate of complexity not to individual languages but to groups of languages, and in particular
(historical) language families. Our version of complexity is measuring how “spread out” the syntactic
parameters can be, across the languages that belong to the same family. As we outlined in the previous
subsections, this is measured by assigning to the language family a code, whose code words record the
syntactic parameters of the individual languages in the family, then computing its code parameters
and evaluating the position of the resulting code points with respect to curves like the asymptotic
bound or the Gilbert-Varshamov line. The reason why this position carries complexity information
lies in the subtle relation between the asymptotic bound and Kolmogorov complexity, recently derived
by Manin and the author in [16], which we will review briefly in this paper.

2. Language Families as Codes

The Principles and Parameters model of Linguistics assigns to every natural language L a set of
binary values parameters that describe properties of the syntactic structure of the language.

Let F be a language family, by which we mean a finite collection F = {L, ..., L} of languages.
This may coincide with a family in the historical sense, such as the Indo-European family, or a smaller
subset of languages related by historic origin and development (e.g., the Indo-Iranian, or Balto-Svalic
languages), or simply any collection of languages one is interested in comparing at the parametric
level, even if they are spread across different historical families.

We denote by 7 be the number of parameters used in the parametric comparison method. We do
not fix, a priori, a value for n, and we consider it a variable of the model. We will discuss below how
one views, in our perspective, the issue of the independence of parameters.

After fixing an enumeration of the parameters, that is, a bijection between the set of parameters
and the set {1,...,n}, we associate to a language family F a code C = C(F) in F}, with one code word
for each language L € F, with the code word w = w(L) given by the list of parameters w = (x1,..., %),
x; € Iy of the language. For simplicity of notation, we just write L for the word w(L) in the following.
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In this model, we only consider binary parameters with values &1 (here identified with letters 0
or 1 in [Fp) and we ignore parameters in a neutralized state following implications across parameters,
as in the datasets of [3,4]. The entailment of parameters, that is, the phenomenon by which a particular
value of one parameter (but not the complementary value) renders another parameter irrelevant, was
addressed in greater detail in [22]. We first discuss a version of our coding theory model that does not
incorporate entailment. We will then comment in Section 2.7 below on how the model can be modified
to incorporate this phenomenon.

The idea that natural languages can be described, at the level of their core grammatical structures,
in terms of a string of binary characters (code words) was already used extensively in [23].

2.1. Code Parameters

In the theory of error-correcting codes, one assigns two main parameters to a code C, the
transmission rate and the relative minimum distance. More precisely, a binary code C C Fj is an
[n, k, d]o-code if the number of code words is #C = 2k, that is,

k = log, #C, ¢y
where k need not be an integer, and the minimal Hamming distance between code words is

d= min dy(Ly,Ly), 2
, min H(L1, L2) 2

where the Hamming distance is given by

Ll/ LZ Z |x1 ]/1

for Ly = (x;)/-, and Ly = (y;)!_; in C. The transmission rate of the code C is given by

k
R="=. 3
: ©
One denotes by 6y (L1, L) the relative Hamming distance
on(Ly, Ly) = Z\X,fy,
and one defines the relative minimum distance of the code C as
d
6=—= min §H(L1,L2) (4)

n Li#LyeC

In coding theory, one would like to construct codes that simultaneously optimize both parameters
(6, R): a larger value of R represents a faster transmission rate (better encoding), and a larger value of
J represents the fact that code words are sufficiently sparse in the ambient space [} (better decoding,
with better error-correcting capability). Constraints on this optimization problem are expressed in the
form of bounds in the space of (4, R) parameters, see [12,13].

In our setting, the R parameter measures the ratio between the logarithmic size of the number of
languages encompassing the given family and the total number of parameters, or equivalently how
densely the given language family is in the ambient configuration space F% of parameter possibilities.
The parameter ¢ is the minimum, over all pairs of languages in the given family, of the relative
Hamming distance used in the PCM method of [3,4].
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2.2. Parameter Spoiling

In the theory of error-correcting codes, one considers spoiling operations on the code parameters.
Applied to an (1, k, d]>-code C, these produce, respectively, new codes with the following description
(see Section 1.1.1 of [24]):

e AcodeC; = Cxfin ]F;"H, for amap f : C — F,, whose code words are of the form
(X1, %1, f(xX1,o0, Xn), X, ..., xp) for w = (x1,...,x,) € C. If f is a constant function, C;
isan [n+ 1,k d]y-code. If all pairs w, w’ € C with dg(w, w') = d have f(w) # f(w'), then C; is
an [n +1,k,d + 1],-code.

e AcodeCy =Cxjin ngl, whose code words are given by the projections

(X1, Xio1, Xig 1, Xn)

of code words (x1,...,X;_1,Xj,Xi+1,-..,X,) in C. Thisis an [n — 1,k,d — 1],-code, except when all
pairs w, w’ € C with diy(w, w’) = d have the same letter x;, in which case it is an [n — 1, k, d],-code.

e Acode C3 = C(a,i) C C C Fj, given by the level set C(a,i) = {w = (x)}_; € C|x; = a}.
Taking C(a,i)*; gives an [n —1,k',d'],-code withk —1 < k' < k,and d' > d.

The same spoiling operations hold for g-ary codes C C Fy, for any fixed .

In our setting, where C is the code obtained from a family of languages, according to the procedure
described above, the first spoiling operation can be seen as the effect of considering one more syntactic
parameter, which is dependent on the other parameters, hence describing a function F : F§ — Iy,
whose restriction to C gives the function f : C — F,. In particular, the case where f is constant
on C represents the situation in which the new parameter adds no useful comparison information
for the selected family of languages. The second spoiling operation consists in forgetting one of the
parameters, and the third corresponds to forming subfamilies of the given family of languages, by
grouping together those languages with a set value of one of the syntactic parameters. Thus, all these
spoiling operations have a clear meaning from the point of view of the linguistic PCM.

2.3. Examples

We consider the same list of 63 parameters used in [3] (see Section 5.3.1 and Table A). This
choice of parameters follows the modularized global parameterization method of [2], for the Determiner
Phrase module. They encompass parameters dealing with person, number, and gender (1-6 on
their list), parameters of definiteness (7-16 in their list), of countability (17-24), genitive structure
(25-31), adjectival and relative modification (32-14), position and movement of the head noun (42-50),
demonstratives and other determiners (51-50 and 60-63), possessive pronouns (56-59); see Section 5.3.1
and Section 5.3.2 of [3] for more details.

Our very simple examples here are just meant to clarify our notation: they consist of some
collections of languages selected from the list of 28, mostly Indo-European, languages considered in [3].
In each group we consider we eliminate the parameters that are entailed from others, and we focus on
a shorter list, among the remaining parameters, that will suffice to illustrate our viewpoint.

Example 1. Consider a code C formed out of the languages ¢; = Italian, /, = Spanish, and {3 = French,
and let us consider only the first six syntactic parameters of Table A of [3], so that C C [} with n = 6.
The code words for the three languages are

Hl1[1[1]of1]1
L1111 ]1]1
111010

This has code parameters (R = log,(3)/6 = 0.2642,5 = 1/6), which satisfy R < 1 — Hy(4), hence
they lie below the GV curve (see Equation (8) below). We use this code to illustrate the three spoiling
operations mentioned above.
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e  Throughout the entire set of 28 languages considered in [3], the first two parameters are set to the
same value 1, hence for the purpose of comparative analysis within this family, we can regard a
code like the above as a twice spoiled code C = C" %y f; = (C” %3 f2) *1 f1 where both f; and f,
are constant equal to 1 and C” C F} is the code obtained from the above by canceling the first two
letters in each code word.

e Conversely, we have C" = C'xp and C' = Cxq, in terms of the second spoiling operation
described above.

e  To illustrate the third spoiling operation, one can see, for instance, that C(0,4) = {¢1, (3}, while
C(1,6) = {t5,(3}.

2.4. The Asymptotic Bound

The spoiling operations on codes were used in [13] to prove the existence of an asymptotic bound in
the space of code parameters (4, R), see also [16,24,25] for more detailed properties of the asymptotic
bound.

Let V; C [0,1]* N Q* denote the space of code parameters (6, R) of codes C C F}/ and let U, be the
set of all limit points of V;. The set U, is characterized in [13] as

Uy = {(6,R) € [0,1]7| R < ag()}

for a continuous, monotonically decreasing function a,;(8) (the asymptotic bound). Moreover, code
parameters lying in U, are realized with infinite multiplicity, while code points in V; \ (V; N ;) have
finite multiplicity and correspond to the isolated codes, see [13,16].

Codes lying above the asymptotic bound are codes which have extremely good transmission rate
and relative minimum distance, hence very desirable from the coding theory perspective. The fact that
the corresponding code parameters are not limit points of other code parameters and only have finite
multiplicity reflect the fact that such codes are very difficult to reach or approximate. Isolated codes
are known to arise from algebro-geometric constructions, [14,15].

Relatively little is known about the asymptotic bound: the question of the computability of
the function a,(8) was recently addressed in [25] and the relation to Kolmogorov complexity was
investigated in [16]. There are explicit upper and lower bounds for the function a;(), see [12],
including the Plotkin bound

ag(6) =0, for &> %; ®)
the singleton bound, which implies that R = w;(J) lies below the line R 4- 6 = 1; the Hamming bound
ag(6) < 17Hq(§), ©)
where Hy(x) is the g-ary Shannon entropy
x logq(q -1)— xlogq(x) —(1-x) logq(l —X)
which is the usual Shannon entropy for g = 2,
Hy(x) = —xlog,(x) — (1 —x)log,(1—x). (7)
One also has a lower bound given by the Gilbert-Varshamov bound

wg(0) > 1 — Hy(9) (8)
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The Gilbert-Varshamov curve can be characterized in terms of the behavior of sufficiently random
codes, in the sense of the Shannon Random Code Ensemble, see [26,27], while the asymptotic bound
can be characterized in terms of Kolmogorov complexity, see [16].

2.5. Code Parameters of Language Families

From the coding theory viewpoint, it is natural to ask whether there are codes C, formed out of a
choice of a collection of natural languages and their syntactic parameters, whose code parameters lie
above the asymptotic bound curve R = a;(J).

For instance, a code C whose code parameters violate the Plotkin bound (5) must be an isolated
code above the asymptotic bound. This means constructing a code C with § > 1/2, that is, such that
any pair of code words w # w’ € C differ by at least half of the parameters. A direct examination of
the list of parameters in Table A of [3] and Figure 7 of [4] shows that it is very difficult to find, within
the same historical linguistic family (e.g., the Indo-European family) pairs of languages L;, L, with
dp(Ly, Ly) > 1/2. For example, among the syntactic relative distances listed in Figure 7 of [4] one
finds only the pair (Farsi, Romanian) with a relative distance of 0.5. Other pairs come close to this
value, for example Farsi and French have a relative distance of 0.483, but French and Romanian only
differ by 0.162.

One has better chances of obtaining codes above the asymptotic bound if one compares languages
that are not so closely related at the historical level.

Example 2. Consider the set C = {Lj, Ly, L3} with languages L; = Arabic, L, = Wolof, and
Lz = Basque. We exclude from the list of Table A of [3] all those parameters that are entailed and made
irrelevant by some other parameter in at least one of these three chosen languages. This gives us a list
of 25 remaining parameters, which are those numbered as 1-5, 7, 10, 20-21, 25, 27-29, 31-32, 34, 37, 42,
50-53, 55-57 in [3], and the following three code words:

Ly|tr4y1{1ry1{1y1ryo0oj1fofj1jo}1jojrj1ry1rj1y1y1{041{0|0[0]|0
Lyjtry1{140{0f2(1j0f1{0|1}0j0O}1T]jO| 1T |1T|O0fO0O|1 |1 |1|1|1]|1
ILg{1j1{0}|1(0}|0|1}0|0}0j1 )11 )0f1T|{1f0f1|1}|1|1|1T]1,0]0

This example, although very simple and quite artificial in the choice of languages, already
suffices to produce a code C that lies above the asymptotic bound. In fact, we have dy(Lj, L) = 16,
dp(Ly, L) = 13 and dy(Ly, L3) = 13, so that § = 0.52. Since R > 0, the code point (4, R) violates the
Plotkin bound, hence it lies above the asymptotic bound.

It would be more interesting to find a code C consisting of languages belonging to the same
historical-linguistic family (outside of the Indo-European group), that lies above the asymptotic bound.
Such examples would correspond to linguistic families that exhibit a very strong variability of the
syntactic parameters, in a way that is quantifiable through the properties of C as a code.

If one considers the 22 Indo-European languages in [3] with their parameters, one obtains a code
C that is below the Gilbert-Varshamov line, hence below the asymptotic bound by Equation (8). A few
other examples, taken from other non Indo-European historical-linguistic families, computed using
those parameters reported in the SSWL database (for example the set of Malayo-Polynesian languages
currently recorded in SSWL) also give codes whose code parameters lie below the Gilbert—Varshamov
curve. One can conjecture that any code C constructed out of natural languages belonging to the
same historical-linguistic family will be below the asymptotic bound (or perhaps below the GV
bound), which would provide a quantitative bound on the possible spread of syntactic parameters
within a historical family, given the size of the family. Examples like the simple one constructed
above, using languages not belonging to the same historical family show that, to the contrary, across
different historical families one encounters a greater variability of syntactic parameters. To our
knowledge, no systematic study of parameter variability from this coding theory perspective has been
implemented so far.
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Ongoing work of the author is considering a systematic analysis of language families, based on
the SSWL database of syntactic parameters, using this coding theory technique. This will include an
analysis of how much the conclusions about the spreading of syntactic parameters across language
families obtained with this technique depends on data pre-processing like the removal of spoiling
features and what can be retained as an objective property of a set of languages. Moreover, a further
purpose of this ongoing study is to combine the coding theory approach and the measures of complexity
for groups of languages described in the present paper with the spin glass dynamical models of
language change considered in [8], which was aimed at studying dynamically the spreading of
syntactic parameters across groups of languages. The aim is to introduce complexity measures based
on coding theory as part of the energy landscape of the spin glass model, following the suggestion
of [28], on analogies between the roles of complexity in the theory of computation and energy in
physical theories. These results, along with a more detailed analysis of the codes and code parameters
of various language families, will appear in forthcoming work.

2.6. Comparison with Other Bounds

Another possible question one can consider in this setting is how the codes obtained from syntactic
parameters of a given set of natural languages compare with other known families of error correcting
codes and with other bounds in the space of code parameters.

For instance, it is known that an important improvement over the behavior of typical random
codes can be obtained by considering codes determined by algebro-geometric curves defined over
a finite field F;. Let N;(X) = #X(F,;) be the number of points over F; of the curve X, and let
Ny(g) = max Ny(X), with the maximum taken over all genus g curves X over F;. As shown in
Theorem 2.3.22 of [12], asymptotically the N,(g) satisfy the Drinfeld-Vladut bound

A(g) := limsup Nq7® <Vq-1,

q—0
and as shown in Section 3.4.1 of [12], this determines an algebro-geometric bound

2g(8) > Rag(d) = 1— ﬁ .

and the asymptotic Tsfasman—Vladut-Zink bound

aq(8) > Ryyz(8) =1—(yg—-1)"" 4.

The Tsfasman-Vladut-Zink line Rryz(8) = 1 — (/g — 1)~! — 4 lies entirely below the GV line for
q < 49 (Theorem 3.4.4 of [12]).

A probabilistic argument given in Section 3.4.2 of [12] shows that highly non-random codes
coming from algebraic curves can be asymptotically better than random codes (for sufficiently large ¢)
as they cluster around the TVZ line. However, for g = 2 or g = 3, as in the case of codes from syntactic
parameters of groups of languages that we consider here, the TVZ line lies below the GV line, hence
any example that lies above the GV bound also behaves better than the the algebro-geometric bound.
Such examples, like the one given above, for the three languages Arabic, Wolof, Basque, are very rare
among codes obtained from syntactic parameters of languages, as they require the choice of a group
of languages that are all very far from each other syntactically, with very large relative Hamming
distances between syntactic parameters.

On the other hand, even for cases of groups of languages for which the resulting code parameters
are below the GV line, it is still possible to get some additional information by comparing the position
of the code parameters to other curves obtained from other bounds, such as the Blokh—Zyablow
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bound or the Katsman-Tsfasman-Vladut bound, see Appendix A.2.1 of [12] for a summary of all these
different bounds.

For example, the first example given above, with the three languages Italian, Spanish, French
and a string of six syntactic parameters, gives a code with code parameters that are below the GV
line, but above both the Blokh-Zyablow and the Katsman-Tsfasman-Vladut, according to the table of
asymptotic bounds given in Appendix A.2.4 of [12].

2.7. Entailment and Dependency of Parameters

In the discussion above we did not incorporate in our model the fact that certain syntactic parameters
can entail other parameters in such a way that one particular value of one of the parameters renders
another parameter irrelevant or not defined, see the discussion in Section 5.3.2 of [3].

One possible way to alter the previous construction to account for these phenomena is to consider
the codes C associated to families of languages as codes in [}, where 7 is the number of parameters, as
before, and the set of values is now given by {—1,0,+1} = F3, with +1 corresponding to the binary
values of the parameters that are set for a given language and value 0 assigned to those parameters
that are made irrelevant for the given language, by entailment from other parameters, or are not
defined. This allows us to consider the full range of parameters used in [3,4]. We revisit Example 2
considered above.

Example 3. Let C = {Ly, Ly, L3} be the code obtained from the languages L1 = Arabic, L, = Wolof,
and L3 = Basque, as a code in F%§ with n = 63, using the entire list of parameters in [3]. The code
parameters (R = 0.0252,5 = 0.4643) of this code no longer violate the Plotkin bound. In fact, the
parameters satisfy R < 1 — H3(6) so the code C now also lies below the GV bound.

Thus, the effect of including the entailed syntactic parameters in the comparison spoils the code
parameters enough that they fall in the area below the GV bound.

Notice that what we propose here is different from the counting used in [3], where the relative
distances (L1, Ly) are normalized with respect to the number of non-zero parameters (which
therefore varies with the choice of the pair (Ly, L)) rather than the total number n of parameters.
While this has the desired effect of getting rid of insignificant parameters that spoil the code, it has the
undesirable property of producing codes with code words of varying lengths, while counting only
those parameters that have no zero-values over the entire family of languages, as in Example 2 avoids
this problem. Adapting the coding theory results about the asymptotic bound to codes with words of
variable length may be desirable for other reasons as well, but it will require an investigation beyond
the scope of the present paper.

More generally, there are various kinds of dependencies among syntactic parameters. Some sets
of hierarchical relations are discussed, for instance, in [29].

By the spoiling operations C x; f of codes described above, we know that if some of the syntactic
parameters considered are functions of other parameters, the resulting code parameters of C x; f are
worse than the parameters of the code C where only independent parameters were considered.

Part of the reason why code parameters of groups of languages in the family analyzed in [3]
end up in the region below the asymptotic and the GV bound may be an artifact of the presence of
dependences among the chosen 63 syntactic parameters. From the coding theory perspective, the
parametric comparison method works best on a smaller set of independent parameters than on a larger
set that includes several dependencies.

Entailment relations between syntactic parameters play an important role in the dynamical models
of language evolutions constructed in [8], based on spin glass models in statistical physics.

Notice that the type of entailment relations we consider here are only of a rather special form,
where a parameter is made undefined by effect of the value of another parameter (hence the use of
the value 0 for the undetermined parameter). There are more general forms of entailment that we do
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not consider here, but which will be discussed in more detail in upcoming work. For example, one
can have a situation with two languages in which a parameter is entailed by the values of two other
parameters, but entailed to two different values in the two languages. In this case, the proposal above
need to be modified, because this entailed parameter should contribute to the Hamming distance
between the two languages. In such a situation the entailed parameter should increase, rather than
spoil, the efficiency of the code. Keeping entailed parameters can be used for error-correcting purposes,
as contributing to error detection. The role of entailment of parameters was considered in [8], in the
use of spin glass models for language change, where the entailment relations appear as couplings at
the vertices (interaction terms) between different Ising/Potts models on the same underlying graph of
language interactions. In upcoming work, now in preparation, we will discuss how treating different
forms of entailment of parameters in the coding theory setting described here related to the treatment
of entailment relations in the spin glass model of [8].

3. Entropy and Complexity for Language Families

3.1. Why the Asymptotic Bound?

In the examples discussed above we compared the position of the code point associated to a given
set of languages to certain curves in the space of code parameters. In particular, we focused on the
asymptotic bound curve and the Gilbert-Varshamov curve. It should be pointed out that these two
curves have a very different nature.

The asymptotic bound is the only curve that separates regions in the space of parameters that
correspond to code points with entirely different behavior. As shown in [13,24], code points in the area
below the asymptotic bound are realized with infinite multiplicity and fill densely the region, while
code points that lie above the asymptotic bound are isolated and realized with finite multiplicity.

The Gilbert-Varshamov curve, by contrast, is related to the statistical behavior of sufficiently
random codes (as we recall in Section 3.2 below), but does not separate two regions with significantly
different behavior in the space of code points. Thus, in this respect, the asymptotic bound is a more
natural curve to consider than the Gilbert-Varshamov curve.

Thus, a heuristic interpretation of the position of codes obtained from groups of languages, with
respect to the asymptotic bound can be understood as follows. The position of a code point above or
below the asymptotic bound reflects a very different behavior of the corresponding code with respect
to how easily “deformable” it is. The sporadic codes that lie above the asymptotic bound are rigid
objects, in contrast to the deformable objects below the asymptotic bound. In terms of properties
of the distribution of syntactic parameters within a set of languages, this different nature of the
associated code can be seen as a measure of the degree of “deformability” of the parameter distribution:
in languages that belong to the same historical linguistic families, the parameter distribution has
evolved historically along with the development of the family’s phylogenetic tree, and one expects
that correspondingly the code parameters will indicate a higher degree of “deformability” of the
corresponding code. If a group of languages is chosen that belong to very different historical families,
on the contrary, one expects that the distribution of syntactic parameters will not necessarily lead any
longer to a code that has the same kind of deformability property: code points above the asymptotic
bound may be realizable by this type of language groups.

There is no similar interpretation for the position of the code point with respect to the
Gilbert-Varshamov line. An interpretation of that position can be sought in terms of Shannon entropy,
as we discuss below. Summarizing: the main conceptual distinction between the Gilbert-Varshamov
line and the asymptotic bound is that the GV line represents only a statistical phenomenon, as
we review below, while the asymptotic bound represents a true separation between two classes of
structurally different codes, in the sense explained above.
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3.2. Entropy and Statistics of the Gilbert—Varshamov Line

The Gilbert-Varshamov line R = 1 — H;(8) can be characterized statisticallly. Such a statistical
description can be obtained by considering the Shannon Random Code Ensemble (SRCE). These are
random codes obtained by choosing code words as independent random variables with respect to a
uniform Bernoulli measure, so that a code is described by a randomly chosen set of different words of
length 1 occurring with probability 47", see [26,27]. There is no a priori reason why the type of codes
we consider here, with code words formed using the syntactic parameters of natural languages, would
be linear. Thus, we consider the general setting of unstructured codes, as in Section V of [27].

The Hamming volume Vol,(n,d = nd), that is, the number of words of length n at Hamming
distance at most d from a given one, can be estimated in terms of the g-ary Shannon entropy

Hy(6) =9¢ logq(q— 1) -4 log, & — (1-19) logq(l —9)

in the form
d
q(Hq(o‘)—o(mn < Volg(n,d =né) =Y (’;) (g-1) < qu(J)n.
j=0
The expectation value for the random variable counting the number of unordered pairs of distinct
code words with Hamming distance at most d is then estimated as

k
E~ (’72 > Volq(i’l,d)qfn ~ qn(H1,(5)71+2R)+a(n).

This estimate is then used (see [26,27]) to show that the probability to have codes in the SRCE with
H;(6) > max{1 — 2R, 0} + € is bounded by g—¢"(1+0(1) By a similar argument (see Section V of [27]
and Proposition 2.2 of [16]) it is shown that the probability that Hy(d) > 1 — R + € is bounded
by q—ne(l-%—o(l)).

While, by this type of argument, one can see the Gilbert-Varshamov line as representing the
typical behavior of sufficiently random codes, the asymptotic bound does not have a similar statistical
interpretation. It does have, however, a relation to Kolmogorov complexity, which is relevant to
the point of view discussed in the present paper. The relation between asymptotic bound of error
correcting codes and Kolmogorov complexity was described in [16]. We recall it in the rest of this
section, along with its implications for the linguistic applications we are considering.

3.3. Kolmogorov Complexity

We refer the reader to [30] for an extensive treatment of Kolmogorov complexity and its properties.
We recall here some basic facts we need in the following.

Let Ty be a universal Turing machine, that is, a Turing machine that can simulate any other
arbitrary Turing machine, by reading on tape both the input and the description of the Turing machine
it should simulate. A prefix Turing machine is a Turing machine with unidirectional input and output
tapes and bidirectional work tapes. The set of programs P on which a prefix Turing machine halts
forms a prefix code.

Given a string w in an alphabet 2, the prefix Kolmogorov complexity is given by minimal length
of a program for which the universal prefix Turing machine T, outputs w,

K = in  {(P).
Ta(w) P:TZIH’I;:IU ( )

There is a universality property. Namely, given any other prefix Turing machine T, one has

Kr(w) < K, (w) +c7,
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where the shift is by a bounded constant, independent of w. The constant ¢t is the Kolmogorov
complexity of the program needed to describe T so that T, can simulate it.
A variant of the notion of Kolmogorov complexity described above is given by conditional
Kolmogorov complexity,
Kr, (w|l(w)) = i /(P),
7, (w [ L(w)) par, (R (P)

where the length ¢(w) is given, and made available to the machine T;;. One then has
K(w]|l(w)) < l(w) +c,

because if £(w) is known, then a possible program is just to write out w. This means that then £(w) + ¢
is just number of bits needed for the transmission of w plus the print instructions.
An upper bound is given by

K, (w) < K, (w| l(w)) +2log L(w) +c.

If one does not know a priori ¢(w), one needs to signal the end of the description of w. For this it
suffices to have a “punctuation method", and one can see that this has the effect of adds the term
2log ¢(w) in the above estimate. In particular, any program that produces a description of w is an
upper bound on Kolmogorov complexity K, (w).

One can think of Kolmogorov complexity in terms of data compression: the shortest description of
w is also its most compressed form. Upper bounds for Kolmogorov complexity are therefore provided
easily by data compression algorithms. However, while providing upper bounds for complexity is
straightforward, the situation with lower bounds is entirely different: constructing a lower bound
runs into a fundamental obstacle caused by the fact that the halting problem is unsolvable. As a
consequence, Kolmogorov complexity is not a computable function. Indeed, suppose one would list
programs Py (with increasing lengths) and run them through the machine Ty,. If the machine halts on
P with output w, then £(P;) is an approximation to Kr,, (w). However, there may be an earlier P; in
the list such that Ty, has not yet halted on P;. If T, eventually halts also on P; and outputs w, then £(P;)
will be a better approximation to Kr,, (w). So one would be able to compute Kr,, (w) if one could tell
exactly on which programs P, the machine Tj; halts, but that is indeed the unsolvable halting problem.

Kolmogorov complexity and Shannon entropy are related: one can view Shannon entropy as an
averaged version of Kolmogorov complexity in the following sense (see Section 2.3 of [31]). Suppose
given independent random variables X, distributed according to Bernoulli measure P = {p,}4ea
with p, = P(X = a). The Shannon entropy is given by

S(X)=— Z P(X =a)logP(X = a).

ac
There exists a ¢ > 0, such that, foralln € N,

S(X) <2 Y Plw) K] tw) < S(X) + 21081 €

m wewn n n

The expectation value

lim E(2C(X; - Xy | n)) = 5(X)

n—y00 n

shows that the average expected Kolmogorov complexity for length n descriptions approaches the
Shannon entropy in the limit when n — co.
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3.4. Kolmogorov Complexity and the Asymptotic Bound

We recall here briefly the result of [16] linking the asymptotic bound of error correcting codes to
Kolmogorov complexity.

As we discussed above, only the asymptotic bound marks a significant change of behavior of
codes across the curve (isolated code points with finite multiplicity versus accumulation points with
infinite multiplicity). In this sense this curve is very different from all the other bounds in the space
of code parameters. However, there is no explicit expression for the curve R = () that gives the
asymptotic bound. Indeed, even the question of the computability of the function R = a;4(é) is a priori
unclear. This question was formulated explicitly in [25].

It is proved in [16] that the asymptotic bound R = a,(J) becomes computable given an oracle
that can list codes by increasing Kolmogorov complexity. Given such an oracle, one can provide an
explicit iterative (algorithmic) procedure for constructing the asymptotic bound. This implies that the
asymptotic bound is “at worst as non-computable as Kolmogorov complexity”.

Consider the set X = C; of (unstructured) g-ary codes and the set Y C [0, 1]? of code points and
the computable function f : X — Y that assigns to a code C € X its code parameters (R(C),5(C)) € Y.
Let Yy;, and Yoo be, respectively, the subsets of the space of code points that correspond to code points
realized with finite and with infinite multiplicity. The algorithm iteratively produces two sets A,
and B, that approximate, respectively, Yo, and Yin by Yfin = Um>1Bm and Yeo = Upy>1(Np>0Am4n)-
The inductive construction starts by choosing an increasing sequence of positive integers N, and
setting B; = @ and taking A1 to be the set of code points y with vy, 1(y) < Ny, wherevy : N = Yisa
fixed enumeration of the set of rational points [0, 1]> N Q? where code points belong.

General estimates on the behavior of (exponential) Kolmogorov complexity under
composition of total recursive functions (see [30], Section VI9 of [32]) show that, for
a composition F = fo(fi(t1,---, tm), - -, fu(tr,---, tm), tms1,---,tg) of recursive functions the
Kolmogorov complexity satisfies

n n n-1
K(F) <c-JTK(fi)- (bgnfc(ﬁ)) ,
i=1 i=1

for a fixed fy and varying f;, i > 1.
Consider the total recursive function F(x) = (f(x), n(x)) with

n(x) = #{x' vy () v (x), f(+) = f(x)}

where vy : N — X is an enumeration of the space of codes. Consider the enumerable sets X, :=
{x € X[n(x) = m} and Yy, := f(Xp) C Y, with Yo = Ny f(Xin) and Y, = f(X) \ Yoo For
@ : f(X) — X, defined as f~! on f(X;) = f(X), applying the composition rule for exponential
Kolmogorov complexity, it is shown in Proposition 3.1 of [16] that, for x € X; and y = f(x), one has
K(x) = K(9(y)) < ¢y K(y) < cvy’ (y), hence

ICTu(x) < c~v;1(y).
Using the same type of estimate of Kolmogorov complexity for composition of recursive functions,
it is then shown in Proposition 3.2 [16] that, for y € Y and m > 1, and for a unique x,, € X, with

y = f(xm), n(xy) =mand c = c(f,u,v,vx,vy) > 0, one finds

Ky, (xm) < ¢ vy (y) m log(vy ! (y)m).
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To construct inductively A,,;; and B, 1, given A, and By, one takes A,,;1 to consist of the
elements in the list

Lis1=1{y € f(X) : v (y) < Npyy1, 3x € X, withy = f(x) and n(x) = m +1}.

Here one invokes the oracle, which ensures that, if such x exists, then it must be contained in a
finite list of points x € X with bounded complexity

Ky, (xm) < c- vyt (y) m log(vy (y)m).

One then takes B, to consist of the remaining elements in the list £,,;1. We refer the reader
to [16] for a more detailed formulation.

More generally, the argument of [16] recalled above shows that, for a recursive function f : Z —
Q, determining which values have infinite multiplicities is computable given an oracle that enumerate
integers in order of Kolmogorov complexity.

As discussed in [16,24], the asymptotic bound can also be seen as the phase transition curve for
a quantum statistical mechanical system constructed out of the space of codes, where the partition
function of the system weights codes according to their Kolmogorov complexity. This is as close to a
“statistical description” of the asymptotic bound that one can achieve.

In comparison with the behavior of random codes (codes whose complexity is comparable to
their size), which concentrate in the region bounded by the Gilbert-Varshamov line, when ordering
codes by complexity, non-random codes of lower complexity populate the region above, with code
points accumulating in the intermediate region bounded by the asymptotic bound. That intermediate
region thus, in a sense, reflects the difference between Shannon entropy and complexity.

3.5. Entropy and Complexity Estimates for Language Families

On the basis of the considerations of the previous sections and of the results of [16,24] recalled
above, we propose a way to assign a quantitative estimate of entropy and complexity to a given set of
natural languages.

As before let C = {Ly,..., L} be a binary (or ternary) code where the code words L; are the
binary (ternary) strings of syntactic parameters of a set of languages L;. We define the entropy of
the language family {Ly, ..., L} as the g-ary Shannon entropy H,(6(C)), where g is either 2 or 3 for
binary or ternary codes, and 6(C) is the relative minimum distance parameter of the code C. We also
define the entropy gap of the language family {L, ..., L} as the value of H;(6(C)) — 1+ R(C), which
measures the distance of the code point (R(C),d(C)) from the Gilbert-Varshamov line, that is, from
the behavior of a typical random code.

As a source of estimates of complexity of a language family {L,..., L} one can consider any
upper bound on Kolmogorov complexity of the code C. A possible approach, which contains more
linguistic input, would be to provide estimates of complexity for each individual language in the family
and then compare these. Estimates of complexity for individual languages have been considered
in the literature, some of them based on the description of languages in terms of their syntactic
parameters. For instance, following [18], for a syntactic parameter IT with possible values v € {£1},
the Kolmogorov complexity of IT set to value v is given by

KIl=v)= min K, (1),
T expressing I1
with the minimum taken over the complexities of all the parse trees that express the syntactic parameter
IT and require I'T = v to be grammatical in the language. Notice that, in this approach, the syntactic
parameters are not just regarded as binary or ternary values, but one needs to consider actual parse
trees of sentences in the language that express the parameter. Thus, such an approach to complexity
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has the advantage that it is very rich in linguistic information. However, it is at the same time
computationally very difficult to realize.

What we are proposing here is a much simpler way to obtain an estimate of complexity for a
language family {L, ..., L}, which is not based on estimating complexity of the individual languages
in the family, but which is aimed at detecting how spread out and diversified the syntactic parameters
are across the family, by estimating the position of the code point (R(C),d(C)) of the associated code
C with respect to the asymptotic bound R = a,(6). This can be estimated in terms of the distance to
other curves in the space of code parameters (R, §) that constrain the asymptotic bound from above
and below, such as the Plotkin bound, Hamming bound, and Gilbert—Varshamov bound, as in the
examples discussed in the previous sections.

4. Conclusions

We proposed an approach to estimating entropy and complexity of groups of natural languages
(language families), based on the linguistic parametric comparison method (PCM) of [2,22] via the
mathematical theory of error-correcting codes, by assigning a code to a family of languages to be
analyzed with the PCM, and investigating its position in the space of code parameters, with respect to
the asymptotic bound and the GV bound. We have shown that there are examples of languages not
belonging to the same historical-linguistic family that yield isolated codes above the asymptotic bound,
while languages belonging to the same historical-linguistic family appear to give rise to codes below
the bound, though a more systematic analysis would be needed to map code parameters of different
language groups. We have also shown that, from these coding theory perspective, it is preferable to
exclude from the PCM all those parameters that are entailed and made irrelevant by other parameters,
as those spoil the properties of the resulting code and produce code parameters that are artificially low
with respect to the asymptotic bound and the GV bound.

The approach proposed here, based on the PCM and the theory of error-correcting codes, suggests
a few new linguistic questions that may be suitable for treatment with coding theory methods:

1. Do languages belonging to the same historical-linguistic family always yield codes below the
asymptotic bound or the GV bound? How often does the same happen across different linguistic
families? How much can code parameters be improved by eliminating spoiling effects caused by
dependencies and entailment of syntactic parameters?

2. Codes near the GV curve are typically coming from the Shannon Random Code Ensemble, where
code words and letters of code words behave like independent random variables, see [26,27].
Are there families of languages whose associated codes are located near the GV bound? Do their
syntactic parameters mimic the uniform Poisson distribution of random codes?

3. The asymptotic bound for error-correcting codes was related in [16] to Kolmogorov complexity,
and the measure of complexity for language families that we proposed here is estimated in terms
of the position of the code point with respect to the asymptotic bound. There are other notions of
complexity, most notably the type of organized complexities discussed in [33-35]. Can these be
related to loci in the space of code parameters? What do these represent when applied to codes
obtained from syntactic parameters of a set of natural languages?

4. Is there a more direct linguistic complexity measure associated to a family of natural languages
that would relate to the position of the resulting code above or below the asymptotic bound?

5. Codes and the asymptotic bound in the space of code parameters were recently studied using
methods from quantum statistical mechanics, operator algebra and fractal geometry, [24,36].
Can some of these mathematical methods be employed in the linguistic parametric
comparison method?

The observational results reported here are still preliminary. The following topics should
be consolidated:
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How much the conclusions obtained for a given family of languages will depend on data
pre-processing (removal of “spoiling” features, efc.)

To what extent the proposed criterion (above or below the asymptotic bound) is really an objective
property of a set of languages.

This will be addressed more thoroughly in future work. The concern about the effect of data

pre-processing in paticular requires more analysis, that will be developed in further ongoing work, as
outlined at the end of Section 2.5.
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