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Preface to "Symmetry in Many-Body Physics”

Symmetry plays a crucial role in many-body physics. However, nding an exact solution to
the problem of interacting particles very often presents a fundamental problem. Nevertheless, the
knowledge of basic symmetries plays an important role in nding the approximate solutions and
determines the accuracy of the used approximations. The purpose of this issue is to demonstrate
the principal role of exact and approximate symmetries in solving various problems of many-particle
physics, as well as in nding approximate solutions for the systems typical of condensed matter,
trapped Fermi and Bose gases, nuclear matter, and eld theory.
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The harmony of nature is expressed through the implementation of symmetry provid-
ing optimal structures for complex systems from snow akes to graphene lattices. However,
sometimes nature breaks symmetry, for example: in sugar molecules, the predominance
of people with the heart on the left side, or in various phase transitions. Symmetry plays
a crucial role in many-body physics. For instance, chiral symmetry is important in the
unusual properties of graphene and the theory of strong interactions. Symmetry breaking
and restoration constantly occurs in the world around us. Usually, nding exact solution to
the problem of interacting particles presents a fundamental challenge. Therefore, we have
to restrict ourselves to approximate solutions that re ect the essential features of the entire
problem as a whole and contain an indication of the range of applicability of these solutions.
An important role in nding the approximate solutions is played by the knowledge of basic
symmetries that determine the accuracy of the used approximations. The purpose of this
issue is to demonstrate the principal role of exact and approximate symmetries in solving
various problems in many-particle physics, as well as nding approximate solutions for the
systems typical of condensed matter, trapped Fermi and Bose gases, nuclear matter, and
eld theory [1-14].

The review article “Non-Thermal Fixed Points in Bose Gas Experiments”, by L. Madeira
and V.S. Bagnato, considers one of the most challenging tasks in physics for understanding
the route of an out-of-equilibrium system to its thermalized state. This problem can be
particularly overwhelming when one considers a many-body quantum system. Several
recent theoretical and experimental studies have indicated that some far-from-equilibrium
systems display universal dynamics close to the so-called non-thermal xed point (NTFP),
following a rescaling of both space and time. This opens up the possibility of a general
framework for studying and categorizing out-of-equilibrium phenomena into well-de ned
universality classes. This paper reviews the recent advances in observing NTFPs in exper-
iments involving Bose gases. A brief introduction is provided to the theory behind this
universal scaling, focusing on the experimental observations of NTFPs. The bene ts of the
NTFP universality classes are presented, using the analogy with renormalization group
theory in equilibrium critical phenomena.

The review article “A Review of Many-Body Interactions in Linear and Nonlinear Plas-
monic Nanohybrids”, by M.R. Singh, discusses the many-body interactions in plasmonic
nanohybrids made from an ensemble of quantum emitters and metallic nanoparticles. A
theory of the linear and nonlinear optical emission intensity is developed by using the
many-body quantum-mechanical density matrix method. The ensemble of quantum emit-
ters and metallic nanopatrticles interact with each other via the dipole—dipole interaction.
Surface plasmon polaritons are located near to the surface of the metallic nanoparticles. Itis
shown that the nonlinear Kerr intensity enhances due to the weak dipole—dipole coupling
limits. On the other hand, in the strong dipole—dipole coupling limit, the single peak in the
Kerr intensity splits into two peaks. The splitting of the Kerr spectrum is due to the creation
of dressed states in the plasmonic nanohybrids within the strong dipole—dipole interaction.
Further, it is found that the Kerr nonlinearity is enhanced due to the interaction between
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the surface plasmon polaritons and excitons of the quantum emitters. Next, the effect
of the spontaneous decay-rate enhancement is predicted due to dipole—dipole coupling.
The enhancement of the Kerr intensity due to the surface plasmon polaritons can be used
to fabricate nanosensors. The splitting of one peak into two peaks can be used for the
fabrication of nanoswitches for nanotechnology and nanomedical applications.

In the paper “Spin Interference Effects in a Ring with Rashba Spin-Orbit Interaction
Subject to Strong Light-Matter Coupling in Magnetic Field”, by M. Pudlak and R. Nazmit-
dinov, the authors studied electron transport through a one-dimensional quantum ring,
subject to Rashba spin—orbit interaction and connected with two external leads in the
presence of external elds. They include optical radiation, produced by an off-resonant
high-frequency electric eld, and a perpendicular magnetic eld. By means of the Floquet
theory of periodically driven quantum systems the interference effects under these elds
are described in detail. Speci ¢ analytic conditions are found for reaching the spin- Itering
effect, caused by the interplay of the external elds and Rashba spin—orbit interactions.

The paper “Long-Time Bit Storage and Retrieval without Cold Atom Technology”,
by R. Friedberg and J.T. Manassah, reports computer investigations showing how the
duration of memory for storage and retrieval of a classical bit can be increased to 100 times
the decay time of an isolated atom, with no use of high-tech cold-atom preparations
recently developed in the light-matter eld. This low-tech procedure can greatly enlarge
the number of experimenters able to enter this eld. The role of symmetry in this procedure
arises in a careful interplay of incoherent and coherent excitations of a large collection of
two-level atoms, the level separation being matched by the dominant frequency of the
electromagnetic elds (short pulses and continuing eld) applied to the system.

In the paper “Formation of Matter-Wave Droplet Lattices in Multi-Color Periodic
Con nements”, by M.R. Pathak and A. Nath, a new model is introduced that addresses the
generation of quantum droplets (QDs) in binary Bose—Einstein condensate (BEC) mixtures
with mutually symmetric spinor components, loaded in multi-color optical lattices (MOLS)
of commensurate wavelengths and tunable intensities. The considered MOL con nement
is the combination of the four-color optical lattice with an exponential periodic trap, which
includes the complete set of the Fourier harmonics. Employing the one-dimensional
(1D) extended nonlinear Schrodinger equation (eGPE), the exact analytical form of the
wavefunction, mean eld/beyond mean eld nonlinearities, and MOL trap parameters are
described. Utilizing the exact solutions, the formation of supersolid-like spatially periodic
matter-wave droplet lattices and superlattices are illustrated under the space-periodic
nonlinearity management. The precise positioning of the density maxima/minima of
the droplet patterns at the center of the trap and tunable Anderson-like localization are
observed by tuning the symmetry and amplitude of the considered MOL trap. The stability
of the obtained solution is con rmed using the Vakhitov—Kolokolov criterion.

The paper “Josephson-like Oscillations in Toroidal Spinor Bose-Einstein Condensates:
A Prospective Symmetry Probe”, by M.H. Figlioli Donato and S.R. Muniz, studies Josephson
junctions that are essential ingredients in the superconducting circuits used in many existing
guantum technologies. Additionally, ultra-cold atomic quantum gases have also become
essential platforms to study super uidity. The analogy between superconductivity and
super uidity is discussed concentrating on an intriguing effect caused by a thin nite
barrier in a quasi-one-dimensional toroidal spinor Bose—Einstein condensate (BEC). In this
system, the atomic current density owing through the edges of the barrier oscillates similar
to the electrical current through a Josephson junction in a superconductor, but in that case
there is no current circulation through the barrier. It is also shown how the nontrivial
broken-symmetry states of spinor BECs change the structure of this Josephson-like current,
creating the possibility to probe the spinor symmetry, solely using measurements of this
super uid current.

In the paper “Spontaneous Symmetry Breaking: The Case of Crazy Clock and Beyond”,
by M.C. Pagnacco, J.P. Maksimovi€ M. Dakovic © B. Bokic, S.R. Mouchet, T. Verbiest, Y.
Caudano and Branko Kolaric, the authors describe the crazy-clock phenomenon involving
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the state | (low iodide and iodine concentration) to state Il (high iodide and iodine concen-
tration with new iodine phase) transition after a Briggs—Rauscher (BR) oscillatory process.
While the BR crazy-clock phenomenon is known, this is the rst time that crazy-clock
behavior has been linked and explained with the symmetry-breaking phenomenon, high-
lighting the entire process in a novel way. The presented phenomenon has been thoroughly
investigated by running more than 60 experiments, and evaluated by using statistical clus-
ter K-means analysis. The mixing rate, as well as the magnetic bar shape and dimensions,
have a strong in uence on transition appearance. Although the transition for both mixing
and non-mixing conditions take place completely randomly, by using statistical cluster
analysis the authors obtain a different number of clusters (showing the time-domains
where the transition is most likely to occur). In the case of stirring, clusters are more
compact and separated, revealing new hidden details regarding the chemical dynamics of
nonlinear processes. The signi cance of the presented results is beyond oscillatory reaction
kinetics since the described example belongs to the small class of chemical systems that
show intrinsic randomness in their response and it may be considered a real example of a
classical liquid random number generation.

Interesting results are reported in the paper “Exact Solutions for Solitary Waves in a
Bose-Einstein Condensate under the Action of a Four-Color Optical Lattice”, by B. Halder, S.
Ghosh, P. Basu, J. Bera, B. Malomed and U. Roy who address the dynamics of Bose—Einstein
condensates (BECs) loaded into a one-dimensional four-color optical lattice (FOL) potential
with commensurate wavelengths and tunable intensities. This con guration lends system-
speci ¢ symmetry properties. The analysis identi es speci ¢ multi-parameter forms of
the FOL potential which admits exact solitary-wave solutions. This newly found class of
potentials includes more particular species, such as frustrated double-well superlattices
and bichromatic and three-color lattices, which are subject to respective symmetry con-
straints. The exact solutions provide options for the controllable positioning of density
maxima of the localized patterns, and tunable Anderson-like localization in the frustrated
potential. A numerical analysis is performed to establish dynamic and structural stability
of the obtained solutions, making them relevant for experimental realization. The newly
found solutions offer applications to the design of schemes for quantum simulations and
processing quantum information.

In the paper “Zeroth-Order Nucleation Transition under Nanoscale Phase Separation”,
by V.I. Yukalov and E.P. Yukalova, materials with nanoscale phase separation are consid-
ered. A system representing a heterophase mixture of ferromagnetic and paramagnetic
phases was studied. After averaging the over phase con gurations, a renormalized Hamil-
tonian is derived describing the coexisting phases. The system is characterized by direct
and exchange interactions and an external magnetic eld. The properties of the system
are studied numerically. The stability conditions de ne the stable state of the system. At
a temperature of zero, the system is in a pure ferromagnetic state. However, at a nite
temperature, for some interaction parameters, the system exhibits a zeroth-order nucleation
transition between the pure ferromagnetic phase and the mixed state with coexisting ferro-
magnetic and paramagnetic phases. At the nucleation transition, the nite concentration of
the paramagnetic phase appears via a jump.

The paper “Small-Angle Scattering from Fractional Brownian Surfaces”, by E.M.
Anitas, investigates materials with fractal-like geometry. Recent developments in nan-
otechnology have allowed the fabrication of a new generation of advanced materials with
various fractal-like geometries. Fractional Brownian surfaces (fBs) are often used as models
to simulate and characterize these complex geometries, such as the surfaces of particles
in dilute particulate systems (e.g., colloids) or the interfaces in non-particulate two-phase
systems (e.g., semicrystalline polymers with crystalline and amorphous phases). However,
for such systems, a realistic simulation involves parameters averaged over a macroscopic
volume. The author proposes a method, based on small-angle scattering technique, to
extract the main structural parameters of surfaces/interfaces from experimental data. The
method involves the analysis of scattering intensities and the corresponding pair distance
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distribution functions. This allows the extraction of information with respect to the overall
size, fractal dimension, Hurst and spectral exponents. The method is applied to several
classes of fBs, and it is demonstrated that the obtained numerical values of the structural
parameters are in good agreement with the theoretical ones.

The paper “Characteristic Length Scale during the Time Evolution of a Turbulent
Bose-Einstein Condensate”, by L. Madeira, A.D. Garci'a-Orozco, M.A. Moreno-Armijos,
F.E. Alves dos Santos and V.S. Bagnato, addresses the topic of quantum turbulence that is
currently highly studied. Quantum turbulence is characterized by many degrees of freedom
interacting non-linearly to produce disordered states, both in space and time. In this work,
the decaying regime of quantum turbulence in a trapped Bose—Einstein condensate was
investigated. An alternative way of exploring this phenomenon is presented, by de ning
and computing a characteristic length scale, which possesses the relevant characteristics
to study the establishment of the quantum turbulent regime. To reconstruct the three-
dimensional momentum distributions, the inverse Abel transform was employed, as has
been successfully done in other works. The analysis is presented for both two- and three-
dimensional momentum distributions, discussing their similarities and differences. Itis
argued that the characteristic length allows us to intuitively visualize the time evolution of
the turbulent state.

In the paper “Probing Many-Body Systems near Spectral Degeneracies”, K. Ziegler
discusses how the employment of the diagonal elements of the time correlation matrix can
be used to probe closed quantum systems that are measured at random times. This enables
one to extract two distinct parts of the quantum evolution, a recurrent part and an exponen-
tially decaying part. This separation is strongly affected when spectral degeneracies occur,
for instance, in the presence of spontaneous symmetry breaking. Moreover, the slowest
decay rate is determined by the smallest energy level spacing, and this decay rate diverges
at the spectral degeneracies. Probing of the quantum evolution with the diagonal elements
of the time correlation matrix is discussed as a general concept and tested in the case of
a bosonic Josephson junction. This reveals for the latter, characteristic properties at the
transition to Hilbert-space localization.

The paper “Morphology of an Interacting Three-Dimensional Trapped Bose-Einstein
Condensate from Many-Particle Variance Anisotropy”, by O.E. Alon, analyzes the charac-
teristic properties of a Bose—Einstein condensate (BEC) through the variances of observable
quantities. The variance of the position operator is associated with how wide or narrow
a wave-packet is, the momentum variance is similarly correlated with the size of a wave-
packet in momentum space, and the angular-momentum variance quanti es to what extent
a wave-packet is non-spherically symmetrical. The interacting three-dimensional trapped
BEC in the limit of an in nite number of particles was investigated, and its position, mo-
mentum, and angular-momentum anisotropies are described. Computing the variances
of the three Cartesian components of the position, momentum, and angular-momentum
operators, it is shown that there exist scenarios where the anisotropy of a BEC is different
at the many-body and mean- eld levels of theory, despite having the same many-body
and mean- eld densities per particle. This suggests a way to classify correlations via
the morphology of 100%-condensed bosons in a three-dimensional trap in the limit of an
in nite number of particles. Implications are brie y discussed.

The paper “Acoustic Plasmons in Graphene Sandwiched between Two Metallic Slabs”,
by L. Salasnich, studied the effect of two metallic slabs on the collective dynamics of
electrons in graphene positioned between the two slabs. It is shown that, if the slabs are
perfect conductors, the plasmons of graphene display a linear dispersion relationship. The
velocity of these acoustic plasmons crucially depends on the distance between the two metal
gates and the graphene sheet. In the case of generic slabs, the dispersion relationship of the
graphene plasmons is much more complicated, but it was found that acoustic plasmons
can still be obtained under speci ¢ conditions.

We hope that the papers of this Issue hold useful information and new ideas for the readers.
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Abstract: We report computer studies showing how the duration of memory for storage and retrieval

of a classical bit can be increased to 100 times the decay time of an isolated atom, with no use of
high-tech cold-atom preparations recently developed in the light-matter eld. We suggest that our
low-tech procedure can greatly enlarge the number of experimenters able to enter this eld. The role
of symmetry in this procedure arises in a careful interplay of incoherent and coherent excitations of a
large collection of “two-level” atoms, the level separation being matched by the dominant frequency
of the electromagnetic elds (short pulses and continuing eld) applied to the system.

Keywords: bit retrieval; long-time memory; Nyxion; continuous pump; coalescence; Aurora

1. Introduction

The subradiant regime of an ensemble of two-level atoms has been studied in [ 1-5],
and the use of this system as an optical memory device has been explored inter alia in [ 6-10.
We study in this paper the state of this ensemble after excitation by a short pulse up to the
edge of the subradiant regime; we call this dark state a “Nyxion” (Nyx was the goddess of
the night in Greek mythology).

We emphasize that we are not trying to compete with the startling achievements in
this eld made possible by the controlled positioning of individual atoms in a cold-atom
trap. In particular, our system does not aim at storage and retrieval of quantuminformation.
We deal only with classicabit storage and retrieval. The value of our calculations depends
on their applicability to a system under quite ordinary conditions. We hope that the results
will stimulate signi cant work by experimenters who do not have access to the high-tech
methods of cold-atom trapping and manipulation.

In a system under ordinary conditions, without cold-atom technology, a single Nyxion
is stable only for a duration comparable to the longitudinal decay time G, ! of an isolated
atom. If a second Nyxion is produced by a new pulse within this duration, it can coalesce
with the rstto produce a ash of light; without such coalescence the system remains dark.
This system can be used as an optical memory device in which the rst Nyxion stores a
(classical) bit and the second Nyxion reads it. However, the device as described above
yields a memory lasting only for a time O( G b.

We nd, however, that the lifetime of the memory can be increased 100-fold by
supplementing the Nyxion producing pulses with a pump of well-chosen constant strength
(a“dc pump”).

The role of symmetry in this procedure arises in a careful interplay of incoherent
and coherent excitations of a large collection of “two-level” atoms, the level separation
being matched by the dominant frequency of the electromagnetic elds (short pulses and
continuing eld) applied to the system.

This is a theoretical paper. Our ndings are based on quasinumerical simulations.
Our calculations use the complete basis formed by the eigenfunctions of the Liénard—
Wiechert one-dimensional Green function, details of which can be found in[ 11-13]. These
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eigenfunctions are found analytically; the sums over many eigenstates constitute the
numerical calculation. The numerical part is by far the more computer intensive, as it must
be done independently for each value of the time T during a simulation.

2. Theoretical Model (Methods)

Consider a sample of two-level atoms arranged in the so-called slab geometry, inter-
acting with a classical electromagnetic eld (see [ 11]). The atoms are taken as uniformly
distributed in the “long” dimension (thickness of the slab) from Z = 1toZ = 1. The
evolution intime T is given [11] by

w = [& iwWn(Z,T)]c(Z,T)+ ién(z,-r)y(zj) 1)
ﬂﬂ%%;I) = e (Z2,Ty(z,T) ¢z Ty (Z.D+ &1 n(Z,T)
E%D(h-n(z,T)), )
Z,
y(Z,T) = iug 1dz%(ZQT)eprudz z9), 3)

where ¢ (complex) and n (real) are, respectively, the active medium polarization and the
degree of excitation of the matter (n = 1 if the atoms are all in the ground stateand n= 1
if all in the excited state), and y represents the normalized complex electric eld.

2.1. Notation

All symbols in Equations (1)«3) and their origin are detailed in [ 11]. However, in
order to make this exposition as self-contained as possible, we summarize as follows the
relations between the “normalized” (dimensionless) variables appearing in  (1)}~3) and the
physical quantities they represent:

The physical thickness of the slab is L = 2z, and the position variable z has the range

Zop zZ Zo. The dimensionless variable corresponding to zis Z = z/ zg, which has the
range Zo Z Zo. (Similarly, z° z9)

The physical resonant wavelength is | o, and the corresponding wavenumber is
ko= 2pc/ | o where cis the speed of light in vacuo. The dimensionless partner of kg
is ug = kozo, so that exp(iugZ) = exp(ikoz).

Physical time variables t,tg, etc., are converted to dimensionless times T, Ty, etc.,
by multiplication with the inverse time C = 4pP?r/"h where P is the reduced density
matrix of the transition and r is the number of atoms per volume, assumed to be constant
throughout the slab.

Physical angular frequencies w, wg have dimensionless partners W= w/ C, Wy =
wo/ C, so thatexp( 1WT) = exp( iwt), etc. Likewise, the longitudinal and transverse
isolated-atom decay rates g1, g, have dimensionless partners G, = g4/ C, & = g,/ C.

The Lorentz shift in our unitsis w, = (4p/ 3)P?r/h = C/ 3 so that its dimensionless
partneris W_ = w, / C= 1/3.

2.2. Skeleton Formulas
A “skeleton” version of (1) and (2) is

ﬂE%%;IZ =+ %n(Z,T)y(Z,T)
PED - e @ny@mn c@ny @) @
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which resembles the familiar magnetic precession equation 8 = H B if we regard
<c,=c,n/ 2 as the x,y,z components of the Bloch vector [14] and <y,=y as the x,y
components of a transverse applied magnetic eld.

The skeletal version of (3) would be the same as the original:

A
y(Z,T) = iug lleOC(ZO,T)exp(iuon z9). (5)

in which y(Z,T) is displayed as an instantaneoudunction of c at other positions, neglecting
retardation so that we write ¢(Z%T) instead of ¢(Z%T9. This can be justi ed only if
the propagation time L/ cis too short to allow any signi cant evolution to take place in
accordance with (1) and (2) while the light signal is traveling through the thickness of
the slab. All our calculations throughout the paper are consequently contingent on this
assumption.

It should be understood that the quantities c, y in (1)«3) have the rapid temporal
oscillation exp( iWgT) = exp( iwgt) factored out. (This is equivalent to writing Bloch's
Equation [14] in the rotating coordinate system.) On the other hand, the rapid spatial
oscillation is retained and appears in (3) and (5) through the prefactor ug = kpzg and the
exponential factor exp (iugjZ  Z29) = exp(ikojz  29).

2.3. Limitsonn

The reader may wonder how it is certain, from (1) and (2), that n always remains
within the interval from 1to 1. This can be reasoned out as follows.
Resolvec = c;+ icpoandy = y;+ iy,. De nethe “Bloch vector” Btobe(cy,c2,n/ 2).

Consider the skeletal forms (4). We wish to interpretthemas B= H B. Multiplying out
the expression for dn/ dT, we nd

n
(dr dT)§ = C1y2 Coy1 (6)

which is exactly in the desired form, with H = (y1,y») (the fact that H changes with
time makes no difference to the argument). Turning to the skeletal expression for dc/ dT,
we have

(@ dDer= 2ys
(d/ dT)cp = + gyl 7)
which is good as far as it goes, but the full analogue to Bloch's equation would be

n
(d/dT)cy = Y2t Cays

n
(d/dT)co =+ Y1 C1y3 (8)

and so far, we have introduced no quantity ys3. What should we do?
The missing component y 3 is in fact the large frequency W that has not appeared
becauseexp( iWT) has been factored out of c, and hence out of y4,y», as remarked

above. If we restore it, we obtain exactly the desired form (8). ThisshowsthatB=H B
is instantaneously satis ed and the skeletal forms (4) will not cause (c,n) to grow in
magnitude. Since n starts out between 1 and 1, it will remain so. This conclusion about n
remains true if the fast precession of ¢ and of y 1,y is factored out as in (7).

The third component of H in NMR is usually a very strong unchanging magnetic eld
which creates an energy difference between the “up” and “down” states of the dipole. The
corresponding quantity y3 = Wis likewise (apart from the factor h) the energy difference
between the two resonant levels. (Physically, it is the incorporation of the frequency Winto
all of the exciting pulses that selects the resonant levels 1 and 2 and renders all other atomic
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levels insigni cant [ 15,16] except for the role of level 3 in realizing the incoherent pump,
see Section 2.4 below).

Now, we must consider the effect of the “nonskeletal” terms. In (1), we have the terms
in G and W_. The rst of these simply causes the real decay of ¢, and ¢, independently.
The second is just a correction to the frequency W that was factored out. Being imaginary, it
does not change the magnitude of c.

Finally, we look at the terms in G, and R appearing in (2). The term in G, drives n
toward the ground state n = 1. However, the ground state is never quite reached under the
in uence of this term, because G is multiplied by the factor 1~ n, which vanishes at that
point. Hence, this term can cause only exponential decay toward n= 1, not beyond it.

Likewise, we study the term in R. R is never negative because it always consists of
a sum of positive quantities a (see below). Hence, it can only drive n toward the totally
inverted state n = 1. However, this state is not reached becauseR is multiplied by
1+ n. Hence, at most, n can only approach the inverted state exponentially. (Actually,
such an approach would trigger superradiance, which also would drive n away from total
inversion; however, the foregoing argument shows independently that the inverted limit
cannot be reached).

2.4. Pump

The pump (by which we mean the two pulses as well as the continuous (dc) pump) is
described by the last term in (2), in which R s a real function of T to be chosen at the start
of each simulation. This term creates only an incoherent excitation of the two-level system,
since n carries no phase. The incoherent pump may be achieved by adding a third level,
higher than the rst two, which is driven by a resonant interaction from the rst (ground)
level, but which decays with an extremely fast time constant to the second (middle) level,
much faster than any other time parameter in the problem. This rapid decay destroys the
initial 1-3 coherence, leaving the system in an incoherent mixture of levels 1 and 2. The
mixture is parametrized by the population difference n (n = 1 for all atoms in level 1,
n= 1forallinlevel 2).

If the incoherence is perfect, the system is left in a state with ¢ = 0, from which (1)+3)
provide no escape. This standstill, however, is unstable, and it requires only a minuscule
extra pulse at the 1-2 resonance frequency to activate a positive-feedback loop between the
polarization and the internal eld, which stabilizes at a magnitude determined by  n. We
do not give the stabilized value of ¢ analytically, as its calculation requires the nonlinear
methods of [11]. Thus, the only effect of level 3 is to produce the incoherent pumping
effect modulated by R(T); the Equations (1)«(3) are written only in terms of levels 1 and 2
(however, see the issues raised in our Conclusion).

In Equation (1), the transverse decay rateG, (called Gy in [ 11]) has beencalculated [12,13,17]
to be 2.33 4+ G,/ 2, where the first (large) term is the normalized resonance w idth in a gas;
this is its value forthe (J= 1) ! (J= 0) transition in Helium-like atoms, in the statistical
approximation [ 13]. This value must be adjusted by the individual experimente r depending
on the multiplicities in the atomic transition under study.  For the much smaller longitudinal
decay rate G, appearing in G and in Equation (2), we take a convenient multiple .002 of &
that lies in the range often studied by experimenters on gas | asers at ordinary conditions. Thus,
G = 1.001 2.33 4. In this paper, we fix the physical slab thickness to be L = 2.29 o where
| o is the resonance wavelength between levels 1 and 2.

The function R(T) is parametrized by six quantities ag, a;,az, b, Rgand d. The a's are
each either 1 or O to indicate whether the corresponding input is to be applied or not. The
parameter b determines the delay between the time To = 5 when the dc pump, if ag = 1,
and the rst Nyxion, if a; = 1, are turned on, and the time bTy when the second Nyxion, if
ap = 1, is turned on. (This means that the actual delay is only (b 1) Ty, but in this paper,
we shall always have b >> 1.) The reason for making To > 0 is only to show the rapid
excitation from the ground state in our graphs, for a; = 1. The parameterd controls the

10
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strength of the dc pump, when ag = 1. (The purpose of the tanh function multiplying dis
explained in Section 3 below).
We take for the complete form of the R-function

R(T) = Ro[azsect’((T To)/ Ts) + agsectf((T bTp)/ Ts) + agdtanh(2T/ To)].  (9)

The values Tg = 5 and Ts = 2 are xed throughout the whole paper. Besides these,
there are four parameters that remain xed during a simulationas T increases from Ty to its
value at the end: the three a's and the overall coef cient Rg controlling the pump strength
R(T). To this we may add a fth constant b, which controls the delay of the second Nyxion
pulse if a, = 1, and a sixth, d, which gives the relativestrength of the dc pump if ag = 1.

For our slab thickness 2.29 o, we nd a pump strength Rg = 3.6G to be suitable. It
is small enough so that the system remains dark after a single Nyxion generating pulse
(a1 = 1,a» = ag = 0) but large enough so that the noise coming from machine rounding
for a 32-bit word can be disregarded.

For our main results, we set the relative pump strength at d = 0.001686. This choice
will be explained in Section 3.

3. Physics (Preliminary Results)

Suppose @; = 1,a, = ag = 0) that a single pulse is applied at T = T with no
continuous (dc) pump. With R = 3.6, the system is rapidly excited (Figure 1a) from the
ground state n = 1 to the superradiant threshold n = 0.2. (The reason that the threshold
is not at n = 0 is that when n becomes negative the transverse decay rateG must be
overcome to keep the system on the Bloch sphere; the laser ampli cation for a thin slab
such as we are studying is not strong enough to do this easily.) Afterward, the system
relaxes to ground (Figure 1b) at the rate G;. (Figure 1c shows the tiny emission coming
from the dark state shortly after reaching threshold).

n(z=0,T)
n(Z=0,T) 0.8
1.0
0.8 0.6
0.6 0.4
0.4
0.2 0.2
T
_0.4 10 20 30 40 50 550 1000 1800 T
a b

|@(Z=1T)|?

25x%x1077

2.x107

1.5%1077

1.x1077

5.x1078

20 60 80 100 120
c
Figure 1. a; = 1,a, = ag = 0. Creation (a) and later decay (b) at rate G, of single Nyxion with no

continuous (dc) pump; early subradiant emission ( ¢) from “dark” state.

By adding a second Nyxion pulse, also of subradiant strength in itself (Figure 2a,b)
within this time ( a; = ap = 1,ap = 0, 5b < 1000), we can cause the second pulse to “read”
the bit that has been “stored” by the rst pulse. The reading produces a superradiant ash
shown in Figure 2c.

11
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n(z=0,T) n(2=0,T)
0.2 1.0
5 300 4o | 0.5
-0.2 |
T
04 00 4TF/600 800
-0.5
a b
lp(z=1T)|2
15
1.
05

418 422 426 430T
Cc

Figure 2. a; = ap = 1,ap = 0 and 5b = 400. A bit “stored” at T = 5 (creation not shown here, similar
to Figure 1a) is “read” by a second pulse at T = 400 @,b), and a superradiant ash ( c) is produced.

However, suppose that instead of the first pulse, we apply th e dc pump at T = Ty
(ag = 1,a2 = a; = 0). The dc pump is much weaker (d << 1) than the pulse would have
been, but it continues to operate. (The tanh function multip lying din (9) serves only the
purpose of softening the discontinuity which might generat e irregularities in the calculations.
For practical purposes, we may think of it as a step function. ) Under this continuous influence,
n decreases exponentially (Figure 3a) at the rateG, toward the threshold level 0.2, at which
the dc pump is just strong enough to prevent the decay toward g round. By maintaining the
dc pump, one can prolong the excited state indefinitely in th e ideal slab environment.

n(Z=0,T)
1. n(Z=0,T)
0.75 _01. 99998 100003 100008 T
0.5 03
0.25 05
" 20 40 60 80 100 120T -0.7
a b
|@(Z=1,T)|?

100004 100008 T

c

Figure 3. a; = 0,ap = agp = 1, 5b = 100,000 andd = 0.001687. The dc pump is turned on
at T = 5, without an accompanying pulse, but with the relative continuous (dc) pump strength
slightly greater than d.j;. Excitation grows (a) with time constant G, toward steady-state value
n= 0.2. AtT =100,000 = 10@, 1 a“reading pulse” is applied. An “Aurora” results, shown as a
temporary superexcitation of n (b) and an immediately following superradiant emission ( c) in the
forward direction.

12
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The parameter d has a peculiar in uence on what happens if, after using the dc pump
alone as in the preceding paragraph to reach the state with n = 0.2, we apply a “second”
pulse at 5b, which now may be be taken as O(100G Y (ap= ap = 1,a; = 0, 5b = 100,000).
If dis suf ciently high, the second pulse may produce a ash (the “Aurora”, Figure 3b,c)
although there was no input pulse at T = T,.

We have found by changing din steps of 10 ’ that the Aurora never takes place when
d < dy it = 0.0016866. Therefore, we have setl = 0.0016860 in our main calculations, so as
not to provoke an Aurorawhen a; = 0. (See Figure 4.ag = a, = 1,a; = 0, 5b = 100,000
and d = 0.0016860).

n(z=0,T)

1.0 n(Z=0,T)

0.8 100004 100008

0.6

0.4 ~0.1

0.2

{ T
20 40 60 80 100 120 ~0.2
a b
| w(Z=1T)|?

0.00002
0.00001

100004 100008 T

c

Figure 4. (a—¢) a; = 0,a» = ag = 1, 50 =100,000 andd = 0.001686. Same parameters as in Figure 3
except that d has been set slightly lowerthan d.j;. The Aurora following the “reading pulse” does not
take place (b,c).

4. Delayed Bit Retrieval (Final Results and Discussion)

For our main calculation, we set all three ag = a; = a, = 1 and b = 20,000,d =
0.0016860. The rstinput pulse at T = Ty rapidly excites the system (Figure 5a)ton = 0.2.
Meanwhile, the continuous (dc) pump has started to operate and maintainsthe excitation at
this level, which is its equilibrium point. At T = 5b = 100,000, a second Nyxion pulse is
applied (Figure 5b), and a ash is observed (Figure 5c), qualitatively resembling the Aurora
seen (Figure 3) without an input pulse when dis set too high.

During the long delay while the dc is maintaining the excitationat n = 0.2, there
is no sign that the rst pulse has had any effect. Everything looks just as though we had
seta; = 0 as in Figure 4. However, there is a hidden effect, revealed (Figure 5) when the
second pulse is applied. Thus, we may consider the rst pulse as the “input” of a bit which
is “read” by the second pulse. In the presence of the dc pump, the delay between storing
and reading is 100 times the isolated atom decay time G 1 and the output signal ( Figure 5¢)
is 4-5 orders of magnitude greater than that produced (too small to see in Figure 4c but
shown by the underlying data from the simulation) in the absence of an input.

Thus, the simulations indicate that by including a dc pump in the function  R(T), a bit of
information (pulse or no pulse at T = Tp) can be read with essentially no error after a delay
as long as 100 times the isolated atom decay rate. What is more, the multiple 100 has been
chosen arbitrarily; there is no reason, within the framework of our calculations, that it could
not be made arbitrarily large. Perhaps the practical limit will have to do with the possibility
of experimentally achieving the ideal slab picture, or with the assumption (“pressure
broadening”) that G is so large that all broadening can be regarded as homogeneous.

13
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n(Z=0,T) n(Z=0,T)
1.
0.75 _01l 99998 100003 100008 |
0.5 0.3
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T -0.5
‘ 20 40 60 80 100120
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lw(Z=1,T)|°
3
2

1
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(o]
Figure 5. a; = ap = ag = 1, 5b = 100,000 andd = 0.0016860. Both continuous (dc) pump and

“storage” pulse are turned on together at T = 5. The initial reaction (@) is dominated by the initial

pulse. (Slight overshoot of n = 0.2 is corrected atT = 70.) After reaching n = 0.2, the system
does not decay as shown in Figure 1a,b, but is maintainedby the dc pump at n = 0.2 until it is
discharged (b,c) by the “reading” pulse. The relative dc pump strength has been set belowd,,i; so that
the discharge would not have taken place in the absence of the initial storage pulse (compare with
Figure 4b,c).

5. Conclusions

We repeat that these theoretical predictions can in principle be tested experimentally
without cold-atom technology, and do not bear on the storage of quantum bits. We hope that
the present paper will encourage research in classical bit storage and retrieval on the part
of experimental scientists who seek to achieve a signi cant result with low-tech methods.

At the same time, we warn that the realization of an incoherent pump as described
in Section 2 may pose challenging problems in practice. Although rst observed [ 4] in
1985, the production of subradiant states has always gained far less attention than that of
superradiant states.

Perhaps the most troubling possibility is the production of local pockets of quasi-
superradiance inherited from the initial 1 ! 3 excitation. If such pockets are distributed
unevenly through the lateral extent of the slab, they will de stroy the crucial assumption of
Section 2, that the value of ¢ at any time depends spatially only on Z. Perhaps this could be
prevented by selecting a substance for whichthe 3! 2 transition is strongly inhomogeneously
broadened (in contrastto the 2 ! 1 transition which is assumed essentially homogeneous).

On the other hand, a slight deviation from total incoherence in noninteracting atoms
is probably harmless—in fact, it may obviate the requirementofal ! 2 micropulse to kick
c out of the null state.

It must be admitted that our scheme appears quite naive in comparison with some
recent studies of incoherent pumping [ 18,19]. On the other hand, we aim for less. We
are not trying to use subradiant pumping to target a particular sublevel of level 2. On
the contrary, we assume that G is large enough so that any such sublevels will merge
effectively into a single spectral line.

One can also hope that experimenters interested in our proposal will think of improve-
ments that would never have occurred to the present authors. We can only claim that if
the con guration described in  (1)~(3) can be produced, our calculations indicate that some
interesting long-life advances in classical bit storage and retrieval will be possible.

14
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Abstract: Electron transport through a one-dimensional quantum ring, subjected to Rashba spin—
orbit interaction and connected with two external leads, is studied in the presence of external elds.
They include the optical radiation, produced by an off-resonant high-frequency electric eld, and

a perpendicular magnetic eld. By means of the Floquet theory of periodically driven quantum
systems the interference effects under these elds are described in detail. It is found analytically the
speci ¢ conditions to reach the spin- Itering effect, caused by the interplay of the external elds and
Rashba spin-orbit interaction.

Keywords: Rashba spin—orbit interaction; semiconductor quantum ring; Floquet theory; light-matter
coupling; magnetic eld

1. Introduction

Progress in nanotechnology raised a tremendous activity in the eld of quantum
electronics. In particular, a special attention is paid to the possibility to use spin—orbit
interaction (SOI) for the design of nanoelectronic devices, based on control of electron spin
without application of the magnetic eld. In semiconductors there are two mechanisms of
SOI: the Dresselhaus SOI [1], caused by the inversion asymmetry of the crystal lattice; the
Rashba SOI P], produced by the inversion asymmetry of a heterostructure. It is important
to note that the strength of the Dresselhaus SOl is determined exclusively by the material,
while the strength of the Rashba SOI can be by altered externally, for example, by means
of a gate voltage. Therefore, the vast majority of literature, devoted to spin-dependent
transport in nanostructures, is focused on materials with spin—orbit interaction of Rashba
type (e.g., Refs. [3,4]).

It was recently proposed to use a strong off-resonant optical eld to manipulate spin-
orbit coupling [ 5]. In this case there is no real absorption of the wave. This is so-called
regime of strong light—matter interaction, when quantum nature of light can drastically
modify the properties of the matter itself. In fact, recent progress in laser physics provides
the possibility to use optical high-frequency elds to control various atomic and condensed—
mater structures, based on the Floquet theory of periodically driven quantum systems
(e.q., Refs. p-8]). The concept of radiation-dressed states in atom [9] is the fundamental
background for this consideration. In this case, the hybrid electron- eld object (dressed
electron) represents an elementary quasiparticle, which physical properties can differ
suf ciently from the “bare” electron.

Thanks to new generation of high-ef cient lasers, this phenomenon may render pos-
sible its wide application in semiconductor physics. In particular, physical properties of
dressed electrons have been studied in quantum wells [10], quantum rings [ 11,12], and
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topological insulators [ 13,14]. Evidently, this phenomenon becomes quite attractive for
spintronics as well, since the spin of individual carriers can be controlled by optical means
with or without application of the magnetic eld, indeed. From this point of view semi-
conductor quantum rings with the Rashba SOl represent a fertile ground in the regime of
strong light—matter coupling for applied physics, as well as for study of effects of different
geometric phases [L5]. The control of electron spin by means of the optical method and by
a weak external magnetic eld, and its consequences for transport properties in the above
system have been escaped in previous studies (see, e.g., Refs.3[16-20] and references
therein). The main goal of this paper is to Il this gap in the case of the ring with the Rashba
SOl for dressed electrons in magnetic eld.

2. Model
2.1. The Hamiltonian

To analyse the regime of strong light-matter interaction, we consider the
two-dimensional (2D) Hamiltonian describing ballistic electrons of charge ge > 0)
and the effective massm, in the presence of the Rashba SOI, a magnetic eld and a high-
frequency electric eld:

H= g;P2+a@ P),+ gmsB+ V(r). (1)
Here s is the vector of the Pauli spin matrices, P = p+ eA, ais the strength of the Rashba
SOI. The vector potential of a linear polarised electromagn etic wave A = ([ Eo/ w] cos(wt)
By/ 2,Bx/ 2, 0) includes the magnetic field B, pointing in the z direction (perpendicular to
the plane). The electric field is characterised by the amplitude Eg and by the wave frequency
w. We consider a narrow ring, characterised by a steep confining potential V(r). If the field
is time-independent and Eg = 0, in such a ring geometry the electron energy spectrum is
determined by the 1D Hamiltonian in polar coordinates (see a Iso [17,21]):
2 2
ag = Il BT e
mR I Fo

. . ﬂ F .ﬁWR
5 Szt hwgsx(j ) Iﬁ-'-?o =

sy(j). @

Here, wg = 2B/ 'h,wg = a/ R, sx(j ) = cosjs x + sinjs y,sy(j ) = cosjsy sinjs ,
j is the polar angle of the electron on the ring, F = p BR? is the magnetic ux through the
ring, and the magnetic ux quantum Fg = h/ e Once we add a time-dependent electric
eld the Hamiltonian of an irradiated ring takes the following form
" #

V€™t He |, (3)
1

Hip = Hr +

ﬁ Qop,

where the stationary term is complemented by a eld-induced constant energy shift

2
£ - @B @

shift — Aamw?2 "’

Hr= RY + Egy,

The periodic term consists of two harmonics, raised by the irradiation,

- eb PN . cosji aeh
15 5rrw sinjl,e ih > o Sy, (5)
. @B
Vo= —%
2= w2 (6)
and we introduce the notation IAZ,F = ihY; + hF/ Fo.

In the following we employ the high-frequency approximation for a periodically
driven quantum system (for a review see, e.g., Ref. [22]). Such the approach provides a
systematic high-frequency expansion for the effective Hamiltonian. In our analysis, we
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consider only the leading terms in the high-frequency limit. As a result, we can reduce the
time-dependent Hamiltonian (3) to the effective time-independent one (see also [19]):

s 2 VNaVIl 2 Vo HrLVII+ He | s -
H=Hp+ § — =+ 8 — = Ho+ V, ©
=1 Nhw =1 2(nhw)?
where
- 2 . sy(j) eka i
Ho = =—2F_+ i) ifY zF
0 sm g2 T WR sx(J )lzg i 5 e mES? (8)
hwg © .0 o _ 1 hep 2
+ Szt Bgnin* Esnine Bsnie = o 2mraw?
" o, #
V= i Va+ Vp+ 91lzr cos 2 (9)
T omrz 2P 2h ’
Vaz Sg2cosd  igloy 0  Sesinj (10)
161 ! 4 ’
5 | 2 . . 2 2 1 . AZ,F
Vp = églstJ 20792 95 2 Sx COSj T (12)
Here, we introduce the following notations:
g1= e/ (MRW?), g,= mRa/h, m = _m (12)

1+ 3(91/2 )2 ’

The irradiation leads to the mass renormalization, i.e., m! m . It yields as well the
energy shift to the zero energy DE = Egﬂ)m + Egﬁ)iﬂ, and introduces the coupling between
the strength of the Rashba SOI and the ring radius by means of the parameter g5.

2.2. The Eigenvalue Problem

The Hamiltonian (7) possess the azimuthal symmetry. The operator J, = | ( ihY; )+
hs,/ 2, de ned in the laboratory frame, is an integral of motion [H, ] = 0. Let us anal-
yse, rst, the eigenvalue problem for the Hamiltonian (8). It is convenient to trans-
form this Hamiltonian in the rotating frame by means of the unitary transformation
R = expl[i(sz/2)j ]. As aresult, we obtain

Y 2 h i 2y
s S eka “X hw
H = RHoR' = 2mz’||;2 = SxXzp m% RI\::?/Z r;ﬁF s+ 2BSZ+ DE. (13)
X.r = iRf; + AF/ Fo % (14)

In the rotating frame the operator J, takes the following form
3=RIR =1 ( iAY). (15)
Consequently, we search the eigenfunctions of the Hamiltonian (13) in a general form

C

FJS(J): é“Cf, CjS: .

(16)

N0

Evidently, the eigenvalues of the operator Jare expected to be half-integers in the
laboratory frame, that should be hold in the rotating frame as well ( RR 1= 1)

szjs(j): RFSG), j=1n+1/2, n=123,.... 17)
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Here, the orbital quantum number n corresponds to the electron rotation either in the

counterclockwise direction | =+ 1, or in the clockwise one | = 1. The solution of the
Schradinger equation by means of the probe functions (16) yields the eigenenergies
2 s 3
2 2 2
F 1 m F
S = 4 i+ — +Z+ + 2 iy 54DE s=
E = hwe® j = 2t W2 - Q% | = DE; s 1, (18)
where .
_ WB 2 m .
= —— + — + —
W= o 1F20R L 0 (19)

Here, we introduce the following de nitions:  wg = B/ (2m R?), Qg = eka/ (hw?),
and Qr = 2maR/ h. For the eigenfunctions we obtain two sets

in 9 [¢]

j cos3 ' i sind (20)
where
al/ R j+ &
tang = o - > Qem/m__ : (21)
w 1+ 2QEm I'm  wg/ [2wo(j + F/ Fg)]

g is the angle between the local spin quantization axis and the z-axis. The high-
frequency (dressing) eld decreases this angle relative to its value tang = Qg, obtained
in Ref. [20] without the external electric eld ( Eg = 0) and Zeeman interaction. Evidently,
a proper choice of the Rashba coupling and parameters of the external high-frequency
electric eld may lead to new features of the considered system (see below).

The eigenstates of the Hamiltonian (8) are de ned in the laboratory frame as

YS(j)= e FIFS(j) = diie %ics. (22)

Before proceeding further, there are a few comments required. The total effective
Hamiltonian (7) consists of the discussed Hamiltonian (8) and the term V. Theterms (9)-(11)
are of order gf. In the high-frequency approximation, considered in our paper, g; 1.
Consequently, we neglect the contribution of the above terms, and will analyse the trans-
port properties of semiconductor quantum rings with the reduced Hamiltonian (8) (see
also the discussion in Ref. [19]). For a typical semiconductor (for example, GaAs) the
magnetic orbital effect is much enhanced in comparison with the magnetic spin effect
(see, e.g., Ref.23]). Moreover, we will consider the effect of the weak magnetic eld (see
below). Consequently, without loss of generality, we can neglect the Zeeman effect in
Equations (19) and (21) and obtain

1. F % 1 1. F
ES = h In+ =+ — + >+sln+ 2+ — 23
' Wo TNt TR, TaT N TR, @3)
s #
2 2
2Mm m 2
PR Yoy %R

where the energy shift DE is omitted, since it is the same constant for the electron dressed
levels. In the case: (i)Eg = O; (ii) B = 0, the reduced energies Equation (23) are equivalent
to the energies obtained in Ref. [17]. These energies are maximised for the up spin states
j"i,i.e., fors= 1;and the factor Qg plays the important role in transport properties. The
external high-frequency electric eld gives rise to the additional factor Qg. As we will see
below, its interplay with the factor Qg leads to novel phenomena in transport properties of
the semiconductor rings.
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3. Transport Properties

In this section, we investigate the effect of two factors, Qr and Qg, on the conductance
and the polarization of the ballistic current in our 1D model. To model realistic transport, it
is desirable to take into account the effects of disorder. Since we consider the high-frequency
limit (a semiclassical regime), there are different classical paths connecting the entrance
and exit attached leads. It seems reasonable to assume that only pairs with the same length
could contribute essentially to the conductance. In our consideration we assume a perfect
coupling between leads and ring, neglecting the backscattering effects. In other words, in
our model the interference effects arising from counterclockwise and clockwise waves.

Thus, the wave function of an incoming electron from the left lead, attached to the
ring, is split at the ring entrance into four partial waves. In particular, we consider that
electrons with Fermi energy Er move from the entrance to the exit with four different wave
numbers n) | nf. Inthis case the eigenstates (22) can be written as (see also the discussion
in Ref. [17])

Vi)=& e 24
Y. H)= ;?,Sggéj : (25)
)= S (26)

They meet at the exit (a right attached lead), exactly opposite to the entrance. The
wave, propagating clockwise, travels the angle p from the entrance to the exit. The wave,
propagating counterclockwise, travels the angle p from the entrance to the exit.

3.1. Conductance

In order to analyse the conductance we use the Landauer—Biittiker formalism. In this
case the conductance at zero temperature has the following form (see, e.g., Ref. [24])

2

G= +
S,

Qo

Ts,sO . (28)

K

Here, Tgo = jtsysoj2 is the quantum probability of transmission between incoming
state with spin s?and outgoing state with spin s; ts 0 is the corresponding transmission
amplitude. Using the results from Appendix A, we arrive to the expression

G= % 1+ %[cosp(n L oniY+ cosp(ntt n.b] . (29)

The quantities n? can be obtained from the solution of Equation (18) at the condition
E,S’n = Eg for different spin orientation s= 1.

s
2 2
F m m
n! nfl=1+ 2?O+ 1+ 2Q2EH p— Q% (30)
S 2 2
F m m
nt! nl=1+2— 1+202— + — Q2. 31
+ Fo QEm o Qr (31)
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Taking into account Equations (30) and (31), we arrive to the nal expression for
the conductance
2 S 3

e F m 2 m 2
= -4 2p — 1+2Q2— + 25 2
G h cos pF0 cosp QEm Qr (32)

m

Now we are ready to trace the conductance behaviour as a function of the following
variables: (i) the strength of the Rashba interaction a; (ii) the electric eld Ep; and (iii)
the magnetic eld. As a typical example, we consider InGaAs-based quantum rings with
the following parameters: the effective mass m = 0.045m,, radius R~ 200 nm, and the
strength of the Rashba SOla  10* m/s. The effective mass and the radius determine the
energy scalehwy, R?/ (2mR2) 2.16 10 ®eVatm = m. Assuming the maximal ux
F = 0.5F g through the ring in our consideration, we obtain

éh hi1il
m=_— —-=  hwg.
2me eR? Wo (33)
Our approximation (neglecting the Zeeman term) is quite satisfactory, indeed.
At zero magnetic and electric elds the conductance is modulated by the strength Qg
alone [17]. Taking into account that the amplitude

s
2l

= — 34
R (34)
where | is the irradiance intensity, # is the vacuum permittivity, we can enrich the inter-
ference of the conductance from the destructive to constructive and vice versa by altering
the intensity at a xed value of the Rashba SOl a (see Figure 1). Once we switch on the
magnetic eld, the conductance modulations are reversed (see Figure 2). Moreover, the

oscillations are removed with a proper choice of of the Rashba SOI strength.

2.0-

0 500 100C  150C  200C

| FWecPL

Figure 1. Conductance versus irradiation intensity |. Electron effective mass m = 0.045mg, the Rashba
coupling constant a= 5 10* ms 1, and the ring radius is R =200 nm. The dressing eld has the
frequency w = 1.6 10'2s 1, the magnetic ux F = 0.

Thus, the magnetic eld provides the additional key element of possible ring-shaped
spintronic devices operated by light.
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Figure 2. Conductance versus irradiation intensity | for different Rashba coupling constant a. Electron
effective massm = 0.045m¢ and the ring radius is R = 200 nm. The dressing eld has the frequency
w= 1.6 102s 1 the magnetic ux F = 0.5F.

To get deeper inside let us consider the minimum of the conductance at m = m. At
zero magnetic eld, we have the condition

s
2 2
m m
+202— + 2 =
cosp 1+ 2Q¢—_ — Qr=1, (35)
which is subject to the equation
a 2
1+2Q2 “+Q%=12n, n=12,.... (36)
By introducing the variables
. Qr _ 1+2Q%
sing= 5=, cosg= — ==&, (37)

we arrive to Equation (21) at wg = 0. Thus, the single-valuedness of the eigenfunctions (20)
determines the character of the conduction modulations (35).

3.2. Spin-Filtering Effect

The question we address in this section is could we control the polarization of the
electron beam by means of our quantum ring with the aid of the intensity of the external
electric eld and with the strength of the vertical magnetic eld?

The spin polarization P, determined as

_ T + Ty Ty Typ

T T + Ty + Ty + Tu (38)
in virtue of the results for transmission probabilities T 0 (see Appendix A), yields
sin 2p £ sinpq 1+ 2Q2M 2, m 2Q2
P= cosy 0 g m m R (39)

1 cos 2p,:iO cosp 1+ 2QZM 4 m 2Q2R

From Equation (39) it follows that the presence of the magnetic eld is the basic
condition for the polarization process, since P= 0atF = nFyo/ 2,n=0,1,2,.... Onthe
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other hand, once the magnetic eld takes, for example, the value F/ Fg = 1/ 4, we can

require that s

2 2
sinp 1+2Q2E% + % Q%= 1. (40)

Without loss of generality we consider the case m = m and obtain

1+ 2Q2
sing:%, cosg:%, k=2n+1/2, n=0,12,... (412)

In this case the polarization is de ned as
P=cosy =[(1+2Q%)? Q&) K. (42)

At a xed value of the strength of the Rashba SOI, we can de ne the value of the
intensity of the electric eld that could provide the maximal polarization P = 1(see

Figure 3).
1.
05
o 00
[ — a=2 10'ms?!
.05
[ ---  a=10'ms?
105 500 100  150C  200C

| FWecmPL

Figure 3. Spin polarization P versus the irradiation intensity 1. The calculations are performed at the
magnetic ux F = 0.25 ¢; the dressing eld frequencyis w = 0.8 102s 1. The solid (blue) line
corresponds to the strength a = 2 10* m/s, while the dashed (red) line corresponds to a = 10* m/s.

For example, taking into account the definition of Qg = eRa/ (Aw?) and the intensity (34),
we have atk = 1/2 r )
1 41  hw?
2 = 2 + — = —  —
2Qt QR Z 1 He e . (43)
From Equation (43) it follows evidently that Qg > 0 if the following relation takes
place (taking into account the de nition Qg = (2mR/ h)a)

P3
a> —~Rwy. (44)
Once this condition is ful lled, the minimal value of the intensity is
)t #
#He hw? , 1
= — _ + —
I 7 @ Qr 2 1, (45)

that allows to observe the spin- Itering effect in our system. Altering the value of the
magnetic eld, we can decrease, as well, the dynamic threshold intensity eld at a xed
value of the strength of the Rashba SOI (see Figure 4).
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Figure 4. Similar to Figure 3 at the magnetic ux F = 0.2F .

4. Conclusions

The effect of a high-frequency optical eld and an external magnetic eld on quantum
transport through the one-dimensional quantum ring subject to Rashba SOl is manifested in
arich variety of phenomena. To carry on our analysis of the external elds, we employed the
Floquet theory of periodically driven quantum system. In our consideration we assumed a
perfect coupling between leads and ring, neglecting the backscattering effects. In this limit,
several mechanisms, responsible for quantum interference effects have been proposed. In
particular, it shown that the conductance oscillations, produced by the ring irradiated by
the dressing eld, can be reversed by the application of the weak magnetic eld (compare
Figures 1 and 2). In other words, our system behaves like a diode, operating at a certain
intensity of the dressing eld, that allows the current ow only at a certain value of the
external magnetic eld. Finally, we formulated analytically the requirements to reach the
spin- ltering effects under the external elds (see Section 3.2). Our ndings may provide
new capabilities for spintronics devices, exploiting the combined effect of optical and
magnetic elds.
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Appendix A. Transmission Probabilities

Let us consider the case of the incoming electron with spin " (s= + 1) [seeEquation (20)]
enteringtheringat j = 0
ind
sin 7
cos3

(A1)
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Evidently, states of a particular spin split equally into the clockwise path ( | = 1)
and the counterclockwise path (I = 1) in the ring

P | Ny sin § 1 Ny sin §
JY(' )i = éeXp[|n+ il cosgdl + éeXp[ in 7j] cosgdl (A2)
Additionally, in particular, we have at the exit of the ring
iYeup)i = Texplinttp] SN2 s lexpr in i py  SME 0 (ag)
’ 2 * cosJeP 2 cosge P

Consequently, the probability amplitude without the spin ip for the incoming electron
with spin " is

te = h"jY(",p)i, (A4)
which determines the corresponding transmission probability as
1 h i
Tow = jtwj? = éc052g 1+ cosp(n ' nid) . (A5)
The amplitude of probability that the incoming electron with spin " is outgoing with
the spin # [see Equation (20)] is
_ v cos$
ty = h# Y (",p)i, j#i= TR (AB)
sin 5
which yields the following result
1 h [
Ty = jtyej? = ésinzg 1+ cosp(n ' nil) . (A7)

Let us consider the case of the incoming electron with spin #(s= 1) [seeEquation (20)]
entering the ring at j = 0. In this case electron traverses the ring, and its wave function
[see Equations (25) and (26)] is

g g
COS> 1 41 COS 3
; + 5 expl int ] sin 92(—:”
2

P
JY(#,])i = éeXp[lm il sin %é’j > (A8)

It takes the following form at the exit of the ring

. 1 . cosd 1 i cosd
JY(#)i = Eexp[|n+1p] sin %zejp + éexp[ in*( p)] sin %ezl( py - (A9)

For the amplitude of probability that the incoming electron with spin  #is outgoing
with spin # we have

tuy = h# Y (#,p)i . (A10)
Consequently, the corresponding transmission probability is
1 h i
Tus = jtug? = éc052g 1+ cosp(n*! n,Y) . (A11)
The amplitude of probability that the incoming electron with spin  #is outgoing with
spin " is
ty = W' jJY(#p)i . (A12)
It results in the following transmission probability
1 h i
Ty = jtj? = Ssin?g 1+ cosp(n™* n,?) . (A13)
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Abstract: In the paper, we introduce a new model that addresses the generation of quantum droplets
(QDs) in the binary Bose—Einstein condensate (BEC) mixture with mutually symmetric spinor com-
ponents loaded in multi-color optical lattices (MOLs) of commensurate wavelengths and tunable
intensities. The considered MOL con nement is the combination of the four-color optical lattice with
an exponential periodic trap, which includes the complete set of the Fourier harmonics. Employing
the one-dimensional (1D) extended Gross—Pitdevskii equation (eGPE), we calculate the exact analyti-
cal form of the wavefunction, MF/BMF nonlinearities, and MOL trap parameters. Utilizing the exact
solutions, the formation of supersolid-like spatially periodic matter-wave droplet lattices and superlat-
tices is illustrated under the space-periodic nonlinearity management. The precise positioning of the
density maxima/minima of the droplet patterns at the center of the trap and tunable Anderson-like
localization are observed by tuning the symmetry and amplitude of the considered MOL trap. The
stability of the obtained solution is con rmed using the Vakhitov—Kolokolov (VK) criterion.

Keywords: quantum droplets; multi-color periodic con nement; Bose—Einstein condensate

1. Introduction

Bose—Einstein condensates (BECs) and ultracold atoms con ned in an optical lat-
tice (OL) trap constitute an ideal experimental platform for the quantum simulations of
emerging quantum many-body phenomena [ 1-5]. The experimental observation of the
zero-temperature quantum phase transition in a strongly interacting Mott insulator [ 6] and
weakly interacting Bose gas [7] utilizing the OL con nement provides a signi cant example
for the same. Further, the OL is widely used to investigate the fundamental physics prob-
lems: Anderson localization [ 8], negative temperature [ 9-11], supersolid phase [12], etc.,
and it also provides the basis for the development of quantum technologies: quantum mem-
ory [13], registers [14], optical lattice clocks [ 15], and entanglement [16]. Experimentally, the
OL trap is formed by the superposition of two counter propagating laser beams, resulting
in the generation of an arti cial crystal of light with spatially periodic polarization patterns,
which is tunable through the power and period of the overlapping lasers [ 1,11]. Different
engineered forms of OL geometries such as bi-periodic, kagome, hexagonal, double-well
superlattices, etc., are regularly experimentally realized by interfering different sets of
laser beams [L7]. A number of interesting physical phenomena have been reported in
the presence of the above-mentioned geometrically frustrated OLs, including frustrated
quantum magnetism at negative absolute temperature [ 18], many-body localization [ 19],
the exploration of the ionic Hubbard model with ultracold fermions [  20], and Hund's metal
in multicomponent Fermi systems [21].

Currently, a new class of quantum liquids, ultradilute quantum droplets (QDs), has
aroused a great deal of attention in the eld of BECs [ 22-24]. Usually, the BEC dynamics is
studied in the presence of an external trap, since it is commonly known to exist in a gaseous
phase, and in the absence of a container (i.e., external trap), it expands. However, Petrov, in
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a pioneering theoretical proposal, pointed out that liquid-like QDs can be stabilized in a
weakly interacting binary BEC mixture in free space by realizing a subtle balance between
the attractive cubic mean- eld (MF) interaction and quadratic repulsive beyond mean- eld
(BMF) interaction generated due to the quantum uctuations [ 25]. Like solitons, these
dilute QDs are a self-bound many-body state; however, bright solitons collapse under the
in uence of the attractive cubic MF interaction. Different from that, QDs can be stabilized in
3D by counter balancing MF and BMF interactions. Based on this stabilization mechanism,
QDs are observed in Bose—Bose mixtures £6,27] and dipolar gases [28,29]. The idea of
droplet formation without any external trapping is not new, and this is studied in classical
liquid or liquid helium systems [ 30]. However, in comparison to classical liquids in which
droplets are generated due to a balance of repulsive interactions (generated due to high
density) with attractive van der Waals interactions [ 30], the formation of QDs is a quantum
phenomena with its formation dependent on the balance of the Lee—Huang—Yang (LHY)
interaction (due to quantum uctuations), i.e., the BMF interaction with two-body MF
interactions. Further, the observed equilibrium density of QDs is 10 8 orders smaller than
liquid helium, and due to the realization in ultracold atoms, this provides versatile control

of the tunability of MF/BMF interactions and the geometry of the system.

In this work, we address the dynamics of QDs in a two-component binary BEC mixture
in the presence of external multi-color optical lattice (MOL) con nement through the spatial
periodic management of MF and BMF nonlinearities in 1D geometry. The QD dynamics is
extensively explored in the absence of any con nement, i.e., free space [31,32], and some of
us have recently reported the exact theoretical model for QDs in harmonic con nement[ 33].
However, the study of QDs in the presence of the OL or MOL has received less attention
in the current literature. In condensed matter physics, the periodic lattice is considered as
one of the fundamental problems, and even in the ultracold atoms domain, a variety of
solitonic structures have been investigated in OL traps, both analytically and numerically.
The study of QDs' behavior in the presence of OL or MOL traps acts as a quantum test
bed for exploring advanced solid-state physics concepts, such as topological quantum
states, discrete systems, etc. Recently, Morera et al. illustrated the generation of QDs,
dimerized QDs, and a variety of phases in OL con nement [ 34,35], whereas the supersolid-
like crystallization of QDs was investigated in 1D [ 36] and on a periodic lattice in a quasi-2D
trapped dipolar BEC [ 37,38]. Further, the stability of QDs is also studied in OL, and the
existence of stable dipole QDs has been proposed B9]. The motivation for studying a
two-component BEC in the presence of the MOL is twofold: (i) constructing a family of OL
traps: the precise control of the intensity and period of overlapping laser beams results in
the formation of the OL, bi-color OL (BOL), frustrated bi-color double-well superlattice,
tri-color OL (TOL), and four-color OL (FOL); and (ii) a test bed for quantum simulation:
optical superlattice con nements comprise a clean controllable many-body test bed, and
a variety of physical phenomena [ 8,9,16] is observed in this trap. In principle, the multi-
color beams can be used to design a variety of optical superlattice potentials necessary
for supporting the existence of non-trivial QD patterns [ 40,41]. Therefore, theoretically,
it would be important to investigate the behavior of QDs in the presence of the MOL.
In this paper, we solve the 1D eGPE for the considered con nement and calculate the
non-trivial exact analytical form of the wavefunction, phase, MF/BMF nonlinearities, and
trap parameters. This reveals the speci ¢ form of the MOL and its correlation with the
MF/BMF nonlinearities, which provide tunability for the generation of various QDs density
pro les. As an illustration, we show the generation of supersolid-like density schemes in
QDs: periodic lattice, bi-periodic superlattice, and bi-periodic double-well superlattice. For
each of these patterns, we write the analytical solutions and identify the speci ¢ form of the
multi-color OL and its parameter domain. The controllable positioning of density maxima
at the center of the trap, compression, fragmentation, and Anderson-like localization of the
droplet patterns are also observed by tuning the symmetry of the considered trap.

In the following section, we present the analytical framework for solving the 1D eGPE
for a weakly interacting Bose—Bose mixture with equal masses and an equal number of
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atoms in the components under the MOL. The model for the calculated system variables is
explained by nding the MOL potential parameters, i.e., the amplitudes and periodicity,
the wavefunction, and the form of MF/BMF interactions. It is shown that with a suitable
choice of the laser intensity, one can construct the following experimentally relevant forms
of con nements: single-color OL, BOL, TOL, double-well superlattice BOL, and FOL.
Next, we study the characteristics of QDs under the in uence of the above-mentioned
traps and illustrate the interesting supersolid-like periodic lattice and superlattice density
patterns in QDs. Finally, the stability of the obtained solutions is con rmed using the
Vakhitov—Kolokolov (VK) criterion.

2. The Model and Analytical Framework

We start by considering the two-component mass-balanced binary BEC under the
in uence of the BMF (LHY corrections for quantum uctuations) in the presence of spatially
varying MOL con nement. The choice of equal masses and an equal number of atoms in
the BEC mixture makes the result analysis clearer and easier. In the 1D con guration, the
QDs are observed under the subtle balance of the slightly repulsive MF interaction with the
attractive BMF. In this geometry, the MIE and BMF interactions' contribution to the energy
per particle is proportionalto nand = n, where n is the density of the gas [31], and the
system is described by the following equations, the 1D eGPE [25,39]:

=Ty _ ﬁizﬂz)q 2 2 2 i 12 1
NS = ampe T (LsMyd™* Le(iyalDys  QX)(ya®+iy2i) " ya+ vy (1)
vz Py,

Tt ZmW"'(LC(X)jYﬂZ"' Ls(iy2i®)y2 Gy +iy2i9)y2+ v(ya.  (2)

Here, v(x) is the external MOL confinement present in the considered sy stem with y;
(v 2) representing the wavefunctions of binary mixture compone nts. In Equations (1) and (2),
we take the interaction strengths controlling the repulsion between the atoms in each
components to be equal: g11 = g2 g = 2R%as(x)/ (ma%) and gc = gi1o. Here, L g(x) =
(gc+ 39)/ 2 represents the self-interaction coef ci%'lts, whereas L ¢(x) = (gc g)/ 2isthe
cross interaction coef cients along with G(x) = © mg®2/ (ph) [39]. as(x) represent the
space-dependent inter- and intra-components' atomic scattering lengths, which are tunable
through the Feshbach resonance technique B2]. Thus, the sign and strength of both (inter-
and intra-) components' atomic scattering length, i.e., MF and BMF interactions, can be
experimentally modulated. Here, m is the mass of the BEC atoms andh is the scaled
Planck’s constant.

Next, we reduce the dynamics of the considered system to the space-dependent
dimensionless single eGPE by assumingy 1 = y» = ygY, i.e., mutually symmetric spinor
components in the binary mixture [25,31]:

Ty _ 17% o o,

T 2qe 9Oy + e(yiy + V(x)y. (3
Equation (3) is the extended form of the Gross—Pitedevskii equation (GPE) with the

external con nement added. For the case, V(x) = 0, it becomes the 1D eGPE in free space,

which is extensively explored to investigate the QDs' dynamics [ 23,24]. In the equation,

y (x,1) is the condensate wave function of the QDs having mass m, and g:(x) = Qx),

g2(x) = Ls(x)+ L¢(x) are the magnitude coupling strengths of the two-componedn Bose—
Agi(x) © Letle
Ax)  2mgy(x)’

are the magnitudes of the scaling parameters X, to, Y o, respec-

Bose mixture representing BMF and MF interactions, respectively. Here,

ALt L)@ 2g(0QX)
202(x)E(x) ' (LstLc)ou(x)
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tively [ 31]. To investigate the structure and dynamics of QDs in the presence of MOL, we
consider the form of the external trap:

V(x) = 54_ V; cos(jkx) + Vs exf2(py cos?(kx) + pp cos?(2kx))], (4)
=1

which is a combination of the FOL with commensurate lattice periods and an exponential
periodic trap. The combination results in the generation of an MOL potential trap, which
becomes an FOL forVs | 0. The choice of the exponential periodic trap ensures the
presence of the complete set of the Fourier harmonics in the considered trap combination.
Here, p; and p, are real constants. In Equation (4),k = 2pa,/ | is the scaled lattice
wave }Sector, which is commensurate for the four-color laser beams (k, 2k, 3k, 4k) with
& = h/ mw,, and w, is the transverse oscillator frequency. Here, V; (j = 1,2,3,4,5)

represents the potential depths of each OL and is connected to the recoil energy: Eg = %’qf—@z
for the laser of wavelength (color) | and massm of BEC atoms [40]. Recently, ultracold
atoms were investigated in the FOL potential to obtain eightfold rotationally symmetric
OLs [43] and solitonic solutions [ 41]. In this paper, we considered the cigar-shaped Li’
BEC atoms trapped with transverse frequency w, = 2p 710 Hz, atomic scattering length
as = 0.21 nm, and a CGO;, laser of wavelength | = 10.62 m [44]. In the experiments,
various forms of OLs can be realized by tuning the applied magnetic eld, the magnitude
of k, and the angle between superimposing laser beams [45].

In order to construct the analytical solution form of y for Equation (3), based on the
general similarity transformation scheme used for constructing matter-wave solitons in 1D

geometry [46,47], we start with following ansatz solution:
y(x,t) = A(x,t)U[h(x,t)]ef x0, (5)

where A(x,t),f (x,t),and U[h(x,1)], being real functions, are the space- and time-modulated
amplitude, phase, and similarity variables, respectively. Using the ansatz solution, our goal
is to connect Equation (3) to the solvable differential equation:

T°U

e GijU(h)ju+ GyjuU(h)j?U = EU, (6)

such that we obtain the following consistency conditions on the amplitude and MF and
BMF nonlinearities for the chosen potential of Equation (4) (see Appendix A):

[AZ(x, (X, D)]x = 0,  he(x, )+ he(x, t)f x(x,1) = O, (7

Gih2(x,t)  2A(x,t)gi(x,t) = 0, GyhZ(x,t) 2A%(x,t)ga(x,t) = O, (8)
At(x,1) + 1

A(x,t)  2A2(x,t)

Axx(x,1)  fF2(x,1)
2A(X, t) 2

[AZ(x, 1)f x(x,)]x = O, 9)

f(x) %Ehi(x,t) V(x) = 0. (10)

In Equation (6), Eis the eigenvalue of the equation, G;, G, denote the constantBMF/MF
interactions, which can take a positive or negative magnitude depending on the sign of the
inter- and intra-component atomic scattering length. Here, the function with the subscript
implies the partial differentiation of the function with respect to the subscripted variable.
The above set of consistency conditions are simultaneously solved to obtain the amplitude,
phase, and MF/BMF:

b(t) _ h(x1)
A2(x,1)" % hy(xt)’

h2(x,t)
12A(x,1)

h2(x,t)

hX(th) = Zm,

gl(X, t) =G

’ gZ(Xit): G (11)
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where b(t) is an integration constant. It is evident from Equation (11) that the form of
MF/BMF nonlinearities and the phase is directly dependent on the amplitude, which will

be determined by solving the consistency Equation (11). For that purpose, we substitute
the trap expressiongrom Equation (4) into the set of consistency Equations (7) and (11) and
chooseh(x,t) = g Ozexp{pl cog(kx) + py cos?(2kx)]Tx, to obtain the exact analytical form
of the amplitude, phase, and nonlinearities:

S
_ b(t)
A = g exfgpico(kx) + pzco(2kx)]’ (12)
a(x,t) = [2pfk® + 8p3k®  8K*(py1 + 4p2)It, (13)
Glg3/2 3
gi(x,t) = 0 exgp; co?(kx) + py cos?(2kx)] 2, (14)
6293 3
go(X,t) = 20(0) exgp; cos(kx) + pocos?(2kx)]3, (15)
with the potential depths of each overlapping OL connected in the following manner:
h i 2 # 2 212 2
k k E
Vi= ik 1+ % , Vo= K %+4D2 V3 = plgz Vg = pz? Vs = % (16)

Equation (16) reveals a non-trivial correlation in between trap parameters p; and po,
and this is one of the important results of the article. In principle, by the suitable tuning of
these parameters, one can realize various forms ofV (x): OL (Figure 1c), BOL (Figure 1d),
double-well superlattice (Figure 1e), frustrated double-well optical superlattice (Figure 1f),
bi-periodic frustrated double-well optical superlattice (Figure 1g), etc., and study the QDs'
pro les with precise knowledge of the MF/BMF interactions. In Equation (12), b(t) = b
(constant) = g2.

The solution of Equation (6) can be given as: U[h] = F S(i/ G1) p—

1+ 1 %G—% cosh(' -Eh)

m= 2/9,E<0,G;< 0,and G, > 0[2531]. Thus, the complete solution of Equation (3)
can be written as:

S

with

h i
b exp i(2p2k? + 8pgk?  8k3(py + 4p)t)

y(x,t) = g expp; coP(kx) + ps cos?(2kx)]
3E
Gy
— & . (7)
1+ 1 EZcosh(” -E(g o exfpycost(kx) + pzcos’(2kx)]))

Further, one can choose the solution of Equation (631 in terms of the Jacobi elliptic

function (cn) as: U(h) = B cnb h, ¢+ D, with B = ﬁD > 0,D = 3%12 < 0,

b? = ((222621)) D?, and ¢ > 1/ 2 [48]. For this case, the complete wavefunction form of
Equation (3) becomes:

S
y(xt) =

h i
b o2k 4 a2kl a2
g exgp;co(kx) + pyco(2kx)] expi(2pk” + 8pzk”  8k(pu+ 4p2)t)
VA
B cn(b (g OX exfpy cog(kx) + ppcos(2kx)]), @)+ D , (18)

where qis the modulus parameter for the Jacobi elliptic function cn. In principle, the cn
function can also possess a family of solutions for the range of the modulus parameter,
0 g 12 andatq= 0 will signify a periodic QD pro le. Thus, it is worth indicating
that we constructed a large family of exact analytical solutions of the 1D eGPE for the
considered MOL trap con guration.
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Figure 1. Various potential pro les of the MOL by tuning parameters  p; and p, of Equation (4)
for g = 0.05,k = 0.84,E= 2/ 9intheinterval [ 2p/k,2p/K]: (a) for xed p, = 1, p; varying
from 5to +5; (b) for xed p; = 1, pp varying from 5to +5; (c) ipping of the OL phase by
the half-wavelength: p; = 0, po = 0.1 (black solid line) and p; = 0, p, = 0.1 (dashed blue line);
(d) BOL: p; = 0, p2 = 3.5 (black line); (e) triple-well optical superlattice: p; = 5, p, = 1 (red solid
line); (f) frustrated double-well optical superlattice: p; = 1,p, = 5 (blue solid line); (g) bi-periodic
frustrated double-well optical superlattice: p; = 1, po = 4 (red solid line). The spatial co-ordinate is
scaled by the oscillator length.

3. Results

The exact expressions of the distributed con nement parameters are already solved in
Equation (16) where the parameters (p1, p2) can be widely tuned. We are now in a position
to analyze the relevant QDs' pro les along with the corresponding con nement form. In
the following, we would like to perform a detailed study of the tuning of the trap under
consideration and of the density patterns of the QDs.

3.1. Potential Pro les and Corresponding Trap Parameters
From the constructed model, the general form of the potential can be written as:
. " #
h P2’ pi P1p2
V(X)= pik? 1+ el cos?(kx) + k2 §1 + 4p, cos(2kx) cos?(3kx)

p22 co2(akx) + B9 expf2(pyco@(kx) + psco(2k)],  (19)
where 2/ 9< E< 0andg > 0. With suitable tuning of the physical parameters p; and
p2, one can construct various potential pro les and obtain the exact analytical expression
of the wavefunction. Physically, p; and p, are connected to the power of overlapping laser
intensities. Figure 1 illustrates the various trap patterns by tuning of the trap parameters ( py,
p2). In Figure 1a,b, the variation of the potential pro le is depicted for g = 0.05,k = 0.84,
E= 2/ 9intheinterval [ 2p/k,2p/ K]: (a) for xed po = 1, with p; varying from 5to
+5;and in (b) for xed p; = 1, pp varying from  5to + 5. This clearly indicates the various
shapes of the resultant potential by changing the magnitude of p; and py. For p; = p2 = 0,
V(x) becomes constant, representing the free space scenario. Further, the trap takes the
form of the two-color BOL with periodicity (  k, 2k) for p; > 0 and p, = 0, whereas if p, 6 0,
then the MOL becomes a disordered double-well superlattice with frustration present both

in the inter- and intra-well separations [ 41]. Additionally, we observe interesting trap forms
for py, p2 < 0. For p; < O with p, positive constant, this leads to the formation of the
triple-well superlattice, which is evident from Figure 1a.
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Similarly, we illustrate a half-wavelength shift of this double-well superlattice by
tuning p, < 0 with p; positive constant. For better insight into the tunability of the
generated MOL trap form, we plot the shape of the trap at some speci ¢ points and
illustrate the experimentally realizable trap con guration: (a) OL: for p; = 0,p, = 0.1
(black solid line) and the ipping of this OL by the half-wavelengthfor p;=0,po= 0.1
(dashed blue line) (Figure 1c); (b) BOL: overlapping of two OLs of frequency 3 k and 4k
for pp = 0, po = 3.5 (black solid line) (Figure 1d); (c) triple-well optical superlattice:
pp = 5,p2= 1 (redsolid line) (Figure 1e); (d) frustrated double-well optical superlattice:
pp = 1,p> = 5 (blue solid line) (Figure 1f); (e) bi-periodic frustrated double-well optical
superlattice: p; = 1, p2 = 4 (red line) (Figure 1g). Thus, potential Equation (19) consists
of the family of OLs, and in principle, the complete set of the Fourier harmonics can be
generated from it.

For g2 < 1or py, p2 < 0, the higher-order terms of the exponential trap tend towards
zero, and the trap behaves as an FOL con nement. Utilizing Equation (19), we identify the
points in Table 1 at which the shape of the MOL becomes the OL, BOL, or TOL inthe (ps, p2)
space form= 0 [4]1]. On the contrary, the FOL is obtained in the entire space, excluding the
points indicated in the table. It needs to be emphasized here that the constructed MOL trap
con guration provides a large variety of experimentally useful potential pro les with exact
analytical solutions, which may nd applications for quantum information processing and
simulations [ 5,16,17]. We further illustrate the results by displaying various QD patterns in
the presence of the above-mentioned trap con gurations.

Table 1. Various shapes of the MOL potential by tuning the magnitude of the power of the laser
beam, i.e.,p; and p,.

Multi-Color OL (for m= 0)

P1 P2 Trap form

0 0 Free space

<1 0 OL (k)

0 60 BOL (2k, 4Kk)

>1 0 BOL (k, 2k)

8 2 BOL (3k, 4k)

8 2 BOL (3, 4k)

68 2 TOL (2k, 3k, 4K)
68 2 TOL (2k, 3k, 4Kk)
Other points Other points FOL ( k, 2k, 3k, 4k)

3.2. Periodic Lattice Density Patterns in QDs

In this section, we correlate the above-mentioned understanding of the con nement
engineering with the atomic condensate density for a variety of experimentally relevant
forms of the MOL con nement to investigate the droplet characteristics in it. As discussed
earlier, a family of OL traps can be constructed from (19), but we begin by investigat-
ing the generation of QDs in the presence of the two-color BOL( k, 2k) with competing
MF and BMF nonlinearities. The superposition of two-color OLs results in the forma-
tion of quasi-periodic optical superlattice con nement, which is used to study various
interesting physical phenomena: Anderson localization, frustrated quantum magnetism,
negative absolute temperature, etc. [10,18,19]. Motivated by that, we construct the BOL
with commensurate period (k, 2k) from potential Equation (20) by taking p, = 0. Further,
the form of the MF and BMF nonlinearities is: go(x) = ( Gog®/ 2b)exfdp; cos?(kx)]® and
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91(x) = ( G1g%2/ 2b)exfp; cos(kx)]3, respectively, with b(t) = b (constant). Thus, the
resulting form of the potential from Equation (19) takes the form:

V(x) = p1k? cos(kx) + (pli;)zco§(2kx)+ E%Z exd2(py cos(kx))], (20)

for which the wavefunction solution of Equation (3) can be given as:
s

y(x) =

3E
b . G,

e — R
g exdpicosi(k)] 4 %%cosh(p-E(g Cexppy co(kx)))
1

) ;

i
expi(2p2k?  8K%py)t) . (21)

Using the above wavefunction, we illustrate the density pro les of QDs for p; for
the BOL potential Equation (20) in Figures 2 and 3, respectively. In these gures, each plot
(a—d) has two panels: the upper panel shows the density plot, and the lower panel consists
of a 2D plot of the density. In Figure 2a, initially, we take p; = 0, making V(x) = constant,
i.e., the free space potential and with the MF interaction ( G, = 0.999999999) and the BMF
interaction (G, = 1). As there is a subtle balance between MF and BMF, thus we observe
the at top density pro le, which is the signature feature of QDs.

(a) (b) (c) (d)
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Figure 2. Condensate density patterns for two-color BOL traps with p; < Oandp,=0: (@ p; =0
(free space); ) p1= 0.5, € pr= 1;and(d)py = 1.50. Each plot of @d) has three panels:
the upper panel shows the density plot; the middle panel consists of a 2D plot of the density; the
lower panel indicates the corresponding trap pro le. Here, the magnitude of the physical parameters:
b=19g=1,k=0.84,G; = 1,G, = 0.999999999E = 2/ 9. The spatial co-ordinate is scaled by
the oscillator length.

Similarly, condensate density has previously been illustrated in the free space potential,
and the observed pattern is in conformity with the physical situations reported in the
literature [ 32]. Here, the magnitude of other physical parameters: b= 1,g = 1,k= 0.84,
E= 2/ 9. Next, we investigate the impact of p; < 0 on the droplet density pro le for the
same physical parameters. We tookp; = 0.5, 1, 1.5 and depict their corresponding
condensate density patterns in Figure 2b—d. It is evident from the gure that with  p;
tending from 0 ! 1.5, this leads to the expansion of the QDs, and due to the increase
in the lattice depth of the trap, it forms the lattice patterns in the QDs. Importantly, the
signature of the potential is superimposed over the at density pro le, and correspondingly,
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we observe periodic lattice density pattern on the QDs. We observe that for p; < 0, the
density periodic lattice maxima are located at x = 0. However, to establish supersolidity in
the system, we need to show the spontaneous breaking of the translational symmetry and
the spontaneous breaking of the gauge symmetry in the considered system. However, in
absence of that, we term this supersolid-like periodic density patterns, as done in previous
studies on spinor BECs [38,49]. Further, we note that the decreasing magnitude of p; also
results in the increase of the width of the QDs, i.e., leading to its expansion. Thus, in
principle, the depth and width of these formed periodic lattice density patterns in QDs are
connected to the magnitude of pq, and from the constructed analytical model, we reveal a
non-trivial correlation in between them.
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Figure 3. Condensate density patterns for two-color BOL traps with p; > 0 and p, = 0 are depicted:
(a) p1 = O (free space); b) p1 = 0.5; €) p1 = 1;and (d) p; = 1.5. Each plot @d) has three panels: the
upper panel shows the density plot; the middle panel consists of a 2D plot of the density; the last
panel represents the corresponding trap pro le. Here, the magnitude of the physical parameters:
b=1,0=1,k=0.84,G;= 1,Gy,= 0.999999999E = 2/ 9. The spatial co-ordinate is scaled by
the oscillator length.

In Figure 3, we illustrate the density variation of the wavefunction solution (21) for
p: > 0 with its magnitude changing from 0 ! 1.5 for the identical physical parameter as
taken in the case of p; < 0. Here, we take the parameter values:b= 1,g = 1,k = 0.84,
E= 2/9, Gy = 0.999999999G, = 1. We begin with p; = 0in Figure 3a, i.e., the free
space situation. Next, the magnitude of p; increased to 0.5, resulting in the formation
of multiple peaks in the density pro le, which are due to the presence of the OL trap
(Figure 3b). However, in comparisonto p; = 0.5 shown in Figure 2b, here, the number
of droplet lattice peaks is less and the width is compressed. Subsequently, we observe
a reduction in the width of the droplet and the number of density lattice wells with the
increase of p; (Figure 3c,d). The condensate atomic density illustrates an Anderson-like
localization with the increasing magnitude of the laser intensity p;. This behavior was
con rmed by comparing the maximum amplitude of the density for p1. In comparison to
p1 < 0, in which the maximum amplitude remains the same (Figure 2), here, its magnitude
increases with p; tending from 0 to 1.5, showing the localization of condensate atoms.
Further, in comparisonto p; < 0, we note here that the density periodic lattice minima are
located at x = O for p; > 0.

In order to physically understand the reasons for the observation of the QDs' density
patterns in Figures 2 and 3, we plot the pro le of MF/BMF nonlinearities with respect to
the variation of the MOL trap parameters with p, = 0 and p; varying from 1.5to+1.5
in Figure 4a. Itis evident from the gure that the magnitude of MF and BMF interactions
remains comparable till p; changes in the interval [ 1.5,0]. This is due to the negative
magnitude of p;, which is present in the exponential term of both interactions, and it
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ensures the observation of the at top density pro le in Figure 2a—d. Furthermore, the
increase in the depth of the QDs' periodic lattice patterns is due to the potential depth of
the trap with changing the value of p; fromOto 1.5, which leads to the expansion of the
droplet pro le. For p; > 0 and its increase from 0 to + 1.5, this leads to the ampli cation of
both MF/BMF amplitudes (due to the presence of the exponential factor); however, in this
region, the MF term dominates the BMF due to the exfp; cos?(kx)]2 term in it. This leads
to an imbalance of the MF and BMF interaction strengths, as is evident from Figure 4a, and
simultaneously, the system tends towards the soliton region with a dominant repulsive
MF. Since the balance of these nonlinearities is essential for the observation of the droplet
pro le, the increase of p; results in the gradual decrease of the at top density pro le
(see Figure 3) and the phenomena of the Anderson-like localization observed, which is a
characteristic feature of disordered optical lattices [ 40]. Thus, we illustrate an interesting
and non-trivial tunability of QDs' density patterns by changing the sign (i.e., symmetry)
and potential depth of the BOL ( k, 2k) con hement.

40F = BMF g
u MF -
2 100
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Figure 4. The pro le of MF and BMF nonlinearities is plotted with respect to varying (@) p; in the
interval [ 1.5,1.5]atx = 0 for p, = 0 and (b) p, intheinterval [ 1.5,1.5] atx = 0 with p; = 0.5.
Each inset plot depicts the variation of g;(x) (BMF, red line) and g»(x) (MF, blue line) for the indicated
magnitude of p; and py, respectively. Here, the magnitude of the physical parameters: b= 1,g = 1,
k=0.84,G; = 1,G,= 0.999999999E = 2/9.

3.3. Double-Well Superlattice Density Patterns in QDs

In this section, we illustrate the formation, expansion, and compression of double-
well superlattice density patterns in QDs under the MOL con nement. For that purpose,
we take p, 6 0 in the potential Equation (20) with g = 1 and k = 0.84. Utilizing the
corresponding wavefunction solution from Equation (20), we plot the atomic condensate
density in Figure 5a—d for p, = O;p2 = 0.5,p2 = 1,andpy = 1.5, respectively, for
ppr = 0.5 G = 1,G, = 0.999999999F = 2/ 9. Itis evident from Figure 5a that the
periodic lattice density patterns are formed for p, = 0 and p; = 0.5. However, as p»
changes from 0! 0.5, the double-well superlattice density patterns become visible in the
QDs' pro le (Figure 5b). The decreasing magnitude of p, from 0.5! 1.5 results in the
expansion of the QDs along with the increase in the depths of these double-well superlattice
density patterns. Further, in Figure 6, we depict the impact of p, > Oand p; = 0.50n
the QDs' pro le for the same physical parameter values. Here, we plot for (a) p, = O,
(b) p2 = 0.5, (c)p2 = 1, and (d) po = 1.5, respectively. In comparison to the double-well
superlattice density pattern of QDs for p, = 0.5, we observe the formation of a bi-periodic
density lattice for the case of p, = 0.5 (Figure 6b). The depth of this bi-periodic density
pattern increases, and the width of the droplet decreases with the increasing magnitude of
p. from0.5! 1.5 (Figure 6c,d).
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Figure 5. Condensate density patterns for four-color BOL traps with p; = 0.5and: @ p, = 0
(BOL); (b) p2= 0.5, p2= 1;and(d) po= 1.5. Each plot (@&d) has three panels: the upper
panel shows the density plot; the middle panel consists of a 2D plot of the density; the lower panel

indicates the corresponding trap pro le. Here, the magnitude of the physical parameters: b= 1,

g=1,k=0.84,G; = 1,G, = 0.999999999E = 2/ 9. The spatial co-ordinate is scaled by the
oscillator length.
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Figure 6. Condensate density patterns for four-color BOL traps with p; = 0.5and: @ p, = 0;
(b) p2 = 0.5; ) p2 = 1; and (d) po = 1.5. Each plot @@d) has three panels: the upper panel shows
the density plot; the middle panel consists of a 2D plot of the density; the lower panel indicates the
corresponding trap pro le. Here, the magnitude of the physical parameters: b= 1,g = 1,k= 0.84,
G1 = 1,Gp = 0.999999999E = 2/9. The spatial co-ordinate is scaled by the oscillator length.

In order to physically understand the reasons for the observation of the QDs' density
superlattice patterns in Figures 5 and 6, we plot the pro le of MF/BMF nonlinearities with
respect to the variation of the MOL trap parameters with p; = 0.5and po varying from 1.5
to + 1.5 in Figure 4b. In comparison to Figure 4a, in which p, = 0, here, the double-well
superlattice trap is formed due to p, 6 0. As discussed earlier, in this regime also, the
magnitude of MF and BMF interactions remains comparable till p, changes from [ 1.5,0]
(shown in Figure 4b). This results in the observation of the at top density pro le as shown
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in Figure 6a—d. The superlattice QDs' density patterns are due to the superlattice periodicity
of MF/BMF interactions and the corresponding resulting trap. For p, > 0 and tending from
0to + 1.5, then the MF term dominates the BMF due to the exdp; cos?(kx) + p, cos?(2kx)]3
factor. Similar to the previous regime, we observe a decrease in the at top density pro le
with the increasing magnitude of p,. However, different from the previous case, here,
the droplet density patterns are bi-periodic. Therefore, we observe that the compression
and expansion of the droplet density patterns are due to the spatial periodic management

of MF and BMF nonlinearities: gy(x,t) = [ G1g%?2/ 2b(t)]exfp1 co?(kx) + p, cos’(2kx)] 2
and gy(x,t) = [ G,g3/ 2b(t)]exdp; cos?(kx) + p, co(2kx)]3, respectively, with respect to
the changing sign of  p,. Thus, we illustrate an interesting transition of the supersolid-like
double-well superlattice and bi-periodic density patterns in droplets from the starting
periodic density pro le by changing the magnitude of p, and MF/BMF nonlinearities.

3.4. Stability of QDs in MOL Con nement

In the above sections, we illustrated the generation of a variety of droplet density
patterns in the MOL con nement by tuning the magnitude of (  p1, p2) in Equation (17). In
this section, we evaluate the stability of the obtained wavefunction solution (17), and for
that purpose, we employed the VK criterion, which is extensively utilized to determine the
stability of nonlinear Schrodinger equation solutions [ 50]. According to the VK criterion,
a solution is found to be stable if the slope of the number of atoms with respect to the
chemical potential, i.e., Ne = dN/ dE, is positive. Here, N is the normalization, and E
is the chemical potential of the system. For the case Ng < 0, the solution is unstable,
whereas Ng = 0 prowd‘ss the instability threshold of the obtained solution. Now, using

Equation (17)andN = jijﬂX one can estimate the correlation between normalization
N and E as: 2 0 q—l 373
_4 E
4In@q7A =5, (22)
m)
where GZ land G; = 1. Equation (22) estimates the magnitude of N in the presence

of the MOL and is equal to the N reported for the free space [31,32]. Thus, even in the

presence of the MOL con nement, N is conserved, and the considered system shows a
continuous symmetry property according to Noether's theorem [ 51]. In Figure 7, using

Equation (22), we plot Ng with respectto E, where G; = 1. Itis evident from Figure 7a

that the magnitude of Ng is positive with respect to its variation E, which indicates the

stable nature of the obtained solution.

(a) (c)

-2/9 —3/18 ~1/9 —1/18 0
E

Figure 7. (Color online) (@) For the VK stability criterion, the slope of normalization with the chemical
potential ( Ng) is plotted with respect to a varying chemical potential ( E); (b) Im(W) is depicted as
a function of p; and the wavenumber (1) keeping p, = O; (c) with p; = 0.5, Im(W) is depicted as
a function of p, and the wavenumber (1). Here, the magnitude of the physical parameters: b= 1,
g = 0.05k=0.84,G; = 1,G,= 0.999999999E = 2/9 with | varying from O to 3.

The small-scale uctuations in the droplet under the MOL con nement can be esti-
mated by linearizing the 1D eGPE (3) around the ground state given by Equation (17) [32].

40



Symmetry2022 14, 963

We takey (x,t) = yo(x)+ dy(x,t), where yy(x) is the stationary solution (17) and dy(x,t) =
dyr
dy,

With the substitution of dy in Equation (3), this leads to the well-known Bogoliubov—de

Gennes (BdG) equation:

<< 1isthe small perturbation with dyg; dy, are the real and imaginary parts of dy.

0 1 l dyR _ T 0 dyR
1 0 Mt dy, 0 719 dy, ’ (23)

. 2 2
with T = %% +3ng2(x)  31(x)nt2 + v(x), TO = %% + g(x)n  Fgi(x)nt? +
v(x), and n = jyo(x)j%. Here, we consider dy = exdi(Ix wt)], and applying it in
Equation (23), then this yields the perturbation eigenmodes, where | denotes the wave

number and W stands for the frequency. The resulting dispersion relation can be given as:

W = ;+ 12 2V(x)  4gu(x)n'? + 4angy(x) (24)

by neglecting the | independent terms. From Equation (24), Wis imaginary for 4 g;(x)n'/2 >
2v(x) + 4ngy(x) + 12/ 4, and these are the instability region. In Figure 7b, Im(W) is depicted
as a function of p; and the wavenumber (1), keeping p, = 0, representing the two-color BOL
((k, 2k)) case, whereas in Figure 7c, we locatelm(W) with respect to the changing magnitude
of po and the wavenumber (I) with p; = 0.5 for the MOL con nement. The magnitudes
of the other physical parameters: b= 1,g = 0.05,k = 0.84,G; = 1,G; = 0.999999999,
E= 2/9.

4., Conclusions

In conclusion, we obtained a family of exact analytical solutions of the 1D eGPE for the
generation of QDs in the binary BEC mixture with mutually symmetric spinor components
in the presence of the MOL con nement. In the constructed model, the choice of the MOL
con nement, which is a combination of the FOL and exponential periodic trap, results
in the generation of various experimentally relevant trap pro les: OL, BOL, TOL, FOL,
symmetric and asymmetric double-well superlattice, etc., and the corresponding exact
wavefunction solution. From the constructed model, we identi ed the two parameters  p;
and p; for tuning the shape of the MOL con nement and revealed interesting potential
symmetry with its tuning. Further, by taking the spatial periodic variation of the competing
repulsive cubic MF and attractive quadratic BMF interactions, we illustrated the generation
of interesting supersolid-like periodic, bi-periodic, and double-well superlattice density
patterns in QDs under the BOL and MOL con nements. By tuning the symmetry of the BOL
trap, we demonstrated two possible types of periodic lattice density patterns of the droplets:
(a) at the central potential site (i.e., at x = 0), the maxima of the periodic density lattice
for pp < Oand p, = 0 and (b) for p; > 0 and p, = 0, its minima x = 0. Interestingly, the
strength of (p1, p2) was identi ed as a key parameter for the fragmentation, compression,
and inter-well transport of droplets. We observed an Anderson-like localization for  py,
p2 > 0, i.e., the compression of the droplet, whereas the expansion of the droplet width
was noted for p; > 0, po < 0, forming the MOL, as well as in two-color ( p, = 0) OL
con nements. This can be attributed to the change in the subtle balance of the MF and
BMF interactions, leading to a decrease in the at top density pro le and the observation of
localization. Finally, the stability of the obtained droplet solutions was con rmed using the
VK criterion and by the linear stability analysis.

The results of this paper can be tested experimentally by taking binary Bose gases with
mass-balanced two-mixture components under the in uence of BMF interactions in the
presence of spatially varying MOL con nement with the present know-how. The shape of
the MOL con nement is dependent on the power of the laser intensity and the wavelength
of the laser light, which were connected with ( p;, p2) in the present work. In particular, for
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typical values of the physical parameters, one can estimate the potential depths: Eg = %?ﬂif
As the constructed model is based on a 1D geometry, it may be interesting to explore the
impact in a 2D/3D con nement setup and droplet crossover to the 2D/3D con guration as
future extensions of the present work.
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Appendix A
We begin with the reduced one-component eGPE:
N 1§ . .
Iﬂ%' = ﬂxﬁ q (% Djyjy + ga(x, 1)jyj%y + V(X)y (A1)

and our goal is to connect it to the solvable differential equation:

T°U

T G jU(h)ju+ Gyju(h)j?uU = EU. (A2)
. . . _ 3(E/ G1) i =
which has the solution form: U[h] = —« = p— with mp=2/9,E< 0,G; <0,
1+ 1 %G—% cosh(' -Eh)
1

and G, > 0[25,3]]. Itis a standard mathematical technique to obtain solutions of nonlinear
differential equation [47,52].
For that purpose, we substitute an ansatz solution in (Al):

y(x,t) = A(x, t)Uh(x,t)]df . (A3)

and separate out the imaginary and real parts of the equation:

1A . U TA 1f U 1f 7 _ Al
TVt ATV T A T A2 T O (A4)
AU fPU 7t 2 . .
= A5
X T + A‘"X2 AU i + g1(x, ) A%jUjU + go(x, 1) A°jUj“U + V(X)UA = 0. (A5)

We obtain the following consistency conditions on the ampli tude and MF and BMF
nonlinearities:

(A% O D1 = 0, B, )+ h(x,Dfx(x,) = 0, o)
GihZ(x,1)  2A(x,1)ai(x,1) = 0, Goh(x,1) 2A%(x,)ga(x,1) = O, A7)
Al L A2 0 () = O, (A8)

A(x,t)  2A2(x,t)
Axx(X,1)  F2(x,t)
2A(x,1) 2

fe(x,1) %Ehf(x,t) V(x) = 0. (A9)
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Further, with a little algebra, we obtain the amplitude, phase, and MF/BMF:
S
A(x,t) =

b(t) _ ht(xrt)
he(x, 1)’ 27 he(x,t)

2
S (k0= Gigi U ax D= G

h2(x,t)

ey A0

where b(t) is an integration copstant.
Next, we take h(x,t) = g , exfgp; cos?(kx) + p cos(2kx)]1x and calculate the exact
analytical form of the amplitude, phase, and nonlinearities:

s
_ b(t) _
A= Rk + ppcog(@og] 06D = 1200+ B8P BIC(py+ Ap)]t (ALY)
32 , 3
gu(x,t) = GZlk?(t) exgp; cos?(kx) + ppcos(2kx)]2, ga(x,t) = ZG&%) exfp1 cos?(kx) + pacos?(2kx)]3. (A12)

Thus, the complete solution of Equation (3) can be written as:
S

b h i

= i 212 + 21,2 2 +
YO = e ipr coR (k) + ppco(@kg] <P I(ZPIKT+ 8k 8K(py + 4po)t)
3E
¢ R (A13)

1+ 1 %% cosh(P -E(g “(;( exfpy co2(kx) + paco(2kx)]))
1
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Abstract: Josephson junctions are essential ingredients in the superconducting circuits used in many
existing quantum technologies. Additionally, ultracold atomic quantum gases have also become
essential platforms to study super uidity. Here, we explore the analogy between superconductivity
and super uidity to present an intriguing effect caused by a thin nite barrier in a quasi-one-
dimensional toroidal spinor Bose—Einstein condensate (BEC). In this system, the atomic current
density owing through the edges of the barrier oscillates, such as the electrical current through
a Josephson junction in a superconductor, but in our case, there is no current circulation through
the barrier. We also show how the nontrivial broken-symmetry states of spinor BECs change the
structure of this Josephson-like current, creating the possibility to probe the spinor symmetry, solely
using measurements of this super uid current.

Keywords: Josephson effect; Bose—Einstein condensate; spinor BEC; toroidal super uid

1. Introduction

The Josephson effect 1,2] is one of the most relevant phenomena in superconductivity
for his theoretical predictions, Brian D. Josephson received the Nobel Prize in Physics in
1973. In a superconductor, the phenomenon is characterized by the tunneling of Cooper pairs
through a junction, or a weak link, represented by a potential energy barrier between two
superconductor regions [ 3-5]. When a voltage V is applied to these regions, the electrical
current in the junction, I;, oscillates according to the expression:

with & = 26V (1)

lj = lgsin(f); at R

where | is the current amplitude and f is the angle representing the phase difference of the
order parameter between each superconducting region [4]. There is a conceptual analogy
between superconductivity and super uidity [ 6], given by the lack of resistance in the ow
of the electrical current, or, equivalently, the lack of viscosity in the ow of a super uid. In
fact, since super uidity emerges naturally in Bose—Einstein condensates (BECs) produced
in dilute ultracold Bose gases [7-15], the analogue of the Josephson effect has already been
studied in experiments [16—19]. D

For scalarBECs [7,9] (i.e., condensates with a scalar order parameter: y = ' né9),
the super uid velocity is always proportional to the global phase gradient (  r q), and it
represents the complete structural symmetryof the system. On the other hand, for spinor
BECs P-11] (i.e., condensates with multi-component order parameter: [y lm = ym), the
super uid ow is related to the properties of their symmetry and topology, which can
generate nontrivial spatial spin textures and current distributions not found in scalar BEC
systems. In fact, there are many topological states in spinor BECs analogous to particles
and structures studied across several areas of physics, such askyrmions Dirac monopoles
knot solitongvortices half-vorticed9,20-24], to name a few.
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with arti cial gauge eldsrelated to z. These elds emerge naturally from the description,
and are analogous to the scalar and vector electromagnetic potentials [9,34]:

F = izT%z, (3)
A=iz'rz (4)

In particular, the super uid number current density, J= n+, depends linearly on the
vector potential A, as the super uid velocity # of a spinor BEC is given by:

v = %(rq A). (5)

Note that the action of the arti cial vector potential is analogous to the electromagnetic
vector potential on the expression of the electrical current in a superconductor [ 4]. In
addition, some of trﬁ topological properties of the condensate are determined by the
circulationof v (i.e., ¥ dl), and, therefore, they may depend on arti cial magnetic uxes,
given by a synthetic magnetic eld B hr A [9].

In general, the current density of a spinor BEC is de ned in the usual manner, replacing
the scalar order parameter by its vector form

_h ot tyw = Dimfyt
I= vy (ryHy = Mlmfy ryo, (6)
therefore,
o
3= A Imfy (1) ym(F,t)g (7)
m= f
f
= a ) (8)
m= f

Alternatively, using the spin components yn(+,t), one could write
h
j’Tl = Mnm(fvt)r Qm(fat) = nm(’f‘vt) Vm(+1t)1 (9)

where the velocity spin components are vp(*,t) = %r Om(F, t).

3. Modeling the Potential Barrier and De ning Some Approximations

This section explains in detail how we de ne the potential barrier, Ug, and its general
properties. Because we will use the quasi-one-dimensional (quasi-1D limit for the geometry
of the condensate later, we consider the barrier Ug(j ) is written in terms of a normalized
angular distribution f(j ), not depending on other spatial variables ( r, z):

z

. . . P
Ug(j) = Uof(j), with . f(3)dj = 1. (10)
We consider that the barrier is effectively restricted to an angularrange j 2 [ d,d],
such that: 7 7
P d ...
. f(j )dij Jfd 1 (11)

Integrating the GPE (2) alongthe arcj 2 [ d,d], with xed (r,z) in the thin barrier
condition (d  p), leads to two dominant terms:

2 Z d

iz Y@ Ty Uely (), (12)
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where the left-hand side follows directly from the fundamental theorem of calculus, and

it is related to the momentum along the | direction (pjj° = [ (ihY;j)/ r). Note that we

simpli ed the notation y (r,j,z)! vy (j),giventhatwe consider (r,z) xed parameters.
The remaining terms not computed in the last equation were neglected because for

small dthey are proportional to d (i.e., these terms areO(d) while the dominant terms are

proportional to the unit), and can be neglected as one takes the limit of d! 0.
Additionally, in the limit of small  d, the integration of the barrier potential resembles

the integration of a Dirac's delta (hormalized) function, such that

Z g Z g
lim Ug(j )y dj = Uglim f(j)y dj Uoy (0). (13)
do d do d

Here, it is important to emphasize that, in practice, the derivative of the potential
barrier must not exceed a limit given by the Landau critical velocity, otherwise, the ow is
dissipated and the system loses its super uid properties [ 30,35]. To avoid such situations,
one may always choose a larger radius R (see Figure 1) so that the barrierUg(j ) is spatially
“smooth” enough. We discuss this condition in Section 6.

Finally, we consider one last approximation. If the number of atoms in the condensate
is kept the same, it is expected that the average cross-section area off (at xed | ) becomes
smaller when Riis larger. So, for R big enough, the condensate would be trapped in small
Dr and Dz ranges, and the number density would become approximately a function of only
one variable (quasi-1D approximation

n(), if(r,j,2)2T;

i |
n(r.j.2)! 0, otherwise. (14)
Moreover, these conditions also restrict the direction of J, such that:
~_h + n
I 3= ypmfy iy (15)

In the next section, we discuss how the barrier potential, Ug, acts on the current density
and the consequences of choosing an order parameter with de ned parity.

4. Current Density and the Parity of the Order Parameter

Based on the discussion in the last section, we expect that, for relatively large R,
a toroidal condensate under the presented conditions, will behave similar to a quasi-1D
BEC with the current density effectively restricted to the | direction. Now, we are interested
in nding an expression for the current density  J (d) at the edges of the barrier Ug (i.e., at
j = d). To help us nd such an expression, we de ne the following quantity:

DY) = 3 () J( ). (16)

Its interpretation is quite simple: if we multiply it by the area,  Ac, of the cross-section
of the condensate, it returns the rate of change in the number of atoms Ng located inside
the barrier region:

DJd) Ac= %NB. (17)
Using (15) and (16), one nds the following expression for DJ(d):
h n (0]

DXd) =im y @y (d) y'( Ty ( d . (18)

To simplify it, we use symmetry arguments observing the parity of the order parameter
y . Itis noticeable that, in general, the GPE (2) admits both evenand oddsolutions (with
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respect to the variable j ), and if we choose an even distribution f( j) = f(j), the order
parameter follows
y( i) y() ! even,
y( i) y@(G) !  odd.

Moreover, it is easy to show that J is always an oddfunction if the parity of y is well
de ned. This way, itis clear that DJ(d) allows us to calculate J (d) directly:

(19)

DJ(d) = 23 (d). (20)
In particular, if we choose y (j ) to be even, one nds that:

yI Dy @ y'C ANy )=y Tiy@ Ty( d, (21)
and, using the Equations (12) and (13), we nally obtain:

3@ ity @y (0)g 22

Note that making y an even function is not the only way of nding such an approx-
imation for the current difference DJ(d). For instance, choosing RUg big enough in the
complete expression for DJ(d),

h i 2
DAY pm YD Y Ny @+ DUy ay© . @

should effectively return the same DJ(d) value from the even case, regardless of whether
the parity of y is de ned or not. However, choosing the even parity case for y leads
to a symmetrical constraint of the BEC global phase, as we show in the next section (see
Equations (31) and (38)).

Recalling what we mentioned before, it is always possible 60 factorize the order
parameter y = yz, and the scalar term can be written asy = = néd9. Applying such
factorization in (22), we nd:

q—— n 0
3@ 28 n@n(0)im z(@z(0)dlAd A9 (24)

According to reference [9], z is highly dependent on the symmetrical and topological
properties of the condensate. Therefore, we expect that J will also depend on such
properties. Nevertheless, for now, to keep the analogy between the Josephson current (1)
and J (d) as simple as possible, we consider the case of a scalar BEC (i.ez, 1):

q —
3@ P n@n©) sinla©)  o(d)] (25)

Note that the current density J at the edges of the barrier (j = d) is proportional to
the sineof the phase difference between the barrier region(j 0) and the remaining region
(j &dorj . d),andthe analogy to the Josephson current is (mathematically) clear.

It is also possible to derive the time-evolution equation for the global phase difference
Dg = q(0) q(d), similarly to the second equation in (1). Here, we use the following
relation between ;g and the local average energy per particle d&/ dn(+) [7]:

i dE

heq= dT&)' (26)

It

51



Symmetry2022 14, 867

where dE/ dn(*) is the functional derivative of the average energy of the condensate, E,
with respect to the number density [7], n(+),

z 2. 2 2
her con
E= vy oM + Utotal Y + - dr. (27)

If we consider the phase difference Dg= q(0) q(d),
—[Dgl = =— . (28)

we nd that the difference of the local energy per particle (right-hand side of (28)) has the
same role to J (d) as 2V has to |; in Equation (1).

5. The Broken-Symmetry Spinor BEC Case

This section discusses the currentJ (d) beyond the scalar BEC case. For that, it
is convenient to de ne the function C(d) as the quantity that characterizes such current
according to the spinor nature of the condensate:

n (0}
c(d) := Im z'(d)z(0)€la® ald] (29)

Note that, in general,
C(d) & sin(Dq), (30)

because thespinorpart z may not be trivial (i.e., z 6 1). Before discussing speci c cases, we
recall some useful properties of spinor BECs applied to the system analyzed here.

Firstly, due to the de ned parity of vy, itis simple to show that the super uid velocity
in the | direction (vj ) is an odd function. Therefore, its circulation must always be zero
and the global phase circulatiois proportional to the arti cial magnetic ux:

| I 1ZZ

which, in several situations [9], might be proportional to integer multiples of 2 p.

In addition, the time-evolution equation for Dqin the spinor BEC case is given by:

| 1dE J=d
_ = _— 4+
1t [Dq] hdn F j=0 , (32)
where the average energy E is (for atomic spin f = 1):
z e ‘ wn? | oF?
E= y' St Uow Pty + =+ S-dr, (33)

and it implicitly depends on the gauge eld A.

Moreover, according to reference [9], spinor BECs are naturally described by broken-
symmetrystates in the long-wavelength limit (i.e., when the characteristic dimensions of the
condensate are much larger than its healing length. Furthermore, the spinor part of these
states is characterized by the following type of expansion:

7= g ifzg iblyg igfzy (34)
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where the parameters (a, b, g) are functions of time and space, and represent an arbitrary
unitary transformation = SO(3) (i.e., they are Euler angles). Forf = 1 condensates, such
transformation is equivalent to the following matrix:

. i : 1
e i@ 0)cos2? %'Tzasinb e i@ Dsin28
e iafzg ibfyg igfz = % 2 sinb cosb £2sinb § (35)
d(@ 9sin?2 S%sinb d(ar9)cog?d
The constant generatoof the spinor part z is directly related to the order parameter of
a uniform condensate, whose possible states (ferromagnetic, polar, anti-ferromagnetic, and

others) have been studied and classi ed [ 9,10,36]. For generators with average spin in the 2
direction (zg‘f zp= zgfzzoi = fg2), the arti cial electromagnetic potentials are [9]:

A= fy cosb)ra+rg , (36)
F= f 1
= 0 cos(b)—a+ ﬁg . (37)

So, we can rewrite (31) as:
| |
dg= fo (cos(b)da+ dg), (38)

which is a constrain between g and the Euler angles (given that the parity of y is de ned).
Now, we will show two examples of how such broken-symmetry states affect the
current J (d)and how it differs from the scalar BEC case.

5.1. Ferromagnetic States

There are two families of ferromagnetictates in spinor (f = 1) BECs, calledpositiveand
negative generated by z/*™* = (1,0,07 and zf™ =(0,0,1)7, respectively. Using (35),
one derives [9] the followmg spinor parts of the ferromagnetic states z;,, :

1 0 1
e 'acos2b e 'asln2b
Zterro+ — © |g% pLsmb X and Zgy, = ég% pESInb g’ (39)
éasng éacoszg

from which one can compute all the symmetricaland topologicalproperties. With these
expressions, we directly nd how the parameters ( a, b, g) act on C(d):

Crerro (d) = coszb(o)coszb( )sm[Dq (Dg + Da)] + %sinb(O)sinb(d)sin[Dq Dg]

+ Zb( )sm2 ()sm[Dq (Dg Da)], (40)

for DG := G(0) G(d),when G= g,aorg.

Note that Ciero (d) is not equal to sin[Dq] in general. This shows that the current
J (d) in BECs is sensitive to their nontrivial structural spinor properties. However, we
are still able to access the scalar limit, becauseCsro (d) = sin[Dq], if (a, b, g) are constant
parameters. This situation corresponds to spinor BECs with trivial spinor parts (for instance,
in the ferromagnetic case,z = (1,0,07 or (0,0, 1) T), representing an effective scalar BEC
in a rotated reference frame.
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5.2. Polar State

The polarstates are generated byz2®®" = (0,1,0 . Such a family of states is unique

because they are closely related to scalar BECs (given thatfo = 0 and F = 0), while their
symmetrical and topological properties might be nontrivial [ 9]. Using (35), one nds the
spinor part of the polar states:

0
%smb

zpolar:% cosb § (41)

%smb

Applying this expression in (29), we obtain  Cpgja (d):

Cpolar (d) = %sinb(O)sinb(d)sin[Dq Da] + cosb(0)cosb(d)sin[Dq]

+ %sinb(O)sinb(d)sin[Dq+ Da]. (42)

With a little algebraic work, we ndthat  Cpgjar(d) 1 sin[Dq] in general. In this sense,
we might interpret such a relation as a signature of the partial analogybetween polar states
and scalarBECs, because the current densityJ (d) can be written in the following way:

J (d) = Jnax(a, b) sin[Dq], (43)
where the parameters (a, b) modulate the maximum value of J (d).

6. Landau Critical Velocity, Lower Bound for R, and Experimental Protocol

This section discusses the effects of the Landau critical velocity on the parameters
of our model and shows that it de nes a lower bound for R. We also introduce a simple
experimental scheme to test the theory, proposing an upper limit to how fast the barrier
height, Ug(t), can be turned on. In addition, we discuss some relevant considerations and
practical suggestions for the experiments, particularly related to time-lapsed measurements
of the BEC density distribution, using specialized imaging technigues, from which the
analysis of the time evolution would lead to  C(d).

The Landau critical velocity is an upper limit for the velocity of particles in a super uid,
before the appearance of dissipation (viscosity) [7,8,13,35. It is set by the energy gap
between the ground state and the lowest elementary excitation leading to dissipation in the
uid. In BECs, this critical velocity is typically in the same order of magnitude as the  sound
velocity, being identical to it for a weakly-interacting homogeneous (uniform) scalar BEC.
According to the Bogoliubov theory for spin-1 spinor BECs [ 9], similarly to the scalar case,

this velocity v¢is r

gn

Ve M’ (44)
where here gis usually a linear combination of the constants ¢y and ¢, from Equation (2), and
it depends on the broken-symmetry state of the condensate. For example, in a ferromagnetic
state, according to Sec. 5.2.1inRef. [9]g = ¢+ ;.

Because] (j ) is an odd (anti-symmetrical) function in our formulation, from sym-
metry arguments alone, we expect J (0) = J(p) = J( p) = O, with the maximum
amplitudes symmetrically occurring in the interval  jj j 2 [0,p]. Therefore, assuming that
the dominant contribution to the current occurs at,j = d, because we are interested in the
super uid regime, we impose j¥(d)j < v¢(d) = = gn(d)/ M, where n(d) is the total (local)
densityat j = d. Moreover, we use Equation (5) to estimate jv(d)j:

h 1

ISR A UG R (@5)

54



Symmetry2022 14, 867

Considering dis a given angle (i.e., we chosed in an experiment), we can estimate a
lower bound for R, such that the condensate is in the super uid regime:

R > pépﬁi} = péf- with x ! R/ (2Mgn(d)) (46)
2Mgn(d) d d’ '
Or, more intuitively: _
R (Healing Length) (47)

d

if one wants the system to be far from the critical velocity.

As indicated previously in Equation (17), the currents J ( d) are helpful to model the
rate of change in the number of atoms Ng leaving the region inside the barrier. Conversely,
measuring this rate of change, i.e., monitoring Ng(t), is a way to measure C(d) as a function
of time. In principle, one could use non-destructive imaging techniques [ 37,38] to take
multiple snapshots of the condensate density distribution at different times. Depending
on the experimental parameters, such as the number of atoms and the radius R, the cross-
section A could be so small that the optical density of the atoms would make dispersive
(phase contrast) imaging [37] dif cult, but this is exactly the conditions for which partial-
transfer absorption imaging (PTAI) [ 38] was developed. Therefore, in principle, one can
make these measurements even in the deep quasi-1D limit (i.e., extending the radius R as
necessary to ful Il the condition in Section 4).

According to Section 5, different types of spinor BECs (ferromagnetic, polar, and scalar,
with equivalent initial conditions for the density and velocity) should respond differently to
the application of the same potential barrier Ug(j ). The details will depend on the speci ¢
case, as well as the external magnetic eld. Therefore, further theoretical, numerical, and
experimental studies are necessary, but they may unveil new ways of sensing the symmetry
of spinor BEC states, solely using measurements of C(d).

As a simple example, we can imagine an experimental protocol starting initially with
the barrier turned off and a homogeneous condensate in equilibrium ( n(0) = n(d) and
fin(j ) = 0). At t = 0, the barrier is turned on and ramped up following a suf ciently fast
time protocol Ug = Ug(t). The barrier causes a perturbation on the densities (and also on
Ng and C(d)), and, after atime t = t, the system reaches a new equilibrium (Y;Ng = 0 and
C(d) = 0,8t > t). For scalar BECs, the equilibrium is described by C(d) = sin(Dq) = 0,
with Dg = constant, which (as expected) simply implies in:

m= % o= 3—5 R (48)
j=d i=0

Finally, we brie y show here that the time protocol Ug(t) must always have an up-
per limit that depends on the density's perturbation and C(d) at any given time so that

the condensate does not lose its super uid properties. This upper limit is found using
Equation (24) to estimate j¥(d)j and it corresponds to

S
Uo() < ve(d, 1)1

n(d,t) 1
n(0,t) jC(d,t)j" (49)

7. Conclusions

In this manuscript, we used the parallel between superconductors and super uids
to present a curious new effect in a super uid, similar to the current oscillations in the
Josephson effect, but it happens without current owing through the barrier. The result
was derived for BECs in toroidal traps with a thin nite repulsive barrier, and it works both
for scalar and spinor BECs.

Using a thin barrier approximation, in Equations (12) and (13), and assuming a de ned
parity for the order parameter, we derived analytical expressions for the current density.
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We showed that the current at the edges of the barrier oscillates in a similar fashion to the
current owing through a Josephson junction (1), but in our case, it happens without a
net circulation of the super uid current. We also showed how the nontrivial symmetry
properties of spinor BECs could generate other current structures, beyond the typical
C(d) = sin[Dq] case, indicating that such current is sensitive to these properties, suggesting
that it could be used to probe spinor symmetry or, perhaps, provide precision measurements
related to the super uid ow.

Throughout this work, we assumed the parity of y was de ned, which is a strong
mathematical imposition to guarantee that Equation (24) is a reasonable approximation for
the current density. Moreover, this imposition implies that the circulation of the condensates
considered here is always zero, excluding several (g, a, b, g) con gurations with nontrivial
symmetry and topology. However, as we discussed in Section 4, ensuring that the last
term in (23) is dominant should keep the structure of DJ(d) unchanged, regardless of the
parity of y . Therefore, it might be possible to derive a similar expression (24) for BECs
with nonzero circulation, such as the ones shown in experiments [ 30-33,39], and for spinor
BECs with nontrivial structure or topology [9,40-48].

Here, we also neglected the effects of uctuations, either classical or quantum, which
can be relevant in the quasi-1D limit [ 49-51]. However, as we have shown previously
in Ref. [52], one can always play with the number of atoms and the aspect ratio of the
trapping potential to place oneself within the best range of parameters for the experiments.
Exercising this ability deliberately allows one to control the in uence of thermal phase

uctuations at nite temperatures. Therefore, interesting future directions would be to
explore the effects of nite temperature and thermal uctuations, and the non-equilibrium
effects caused by quickly turning on the repulsive barrier in our proposed experimental
scheme. In Section 6, we discussed some considerations for an idealized protocol, but the
general spinor case is more complex and deserves a detailed analysis. For instance, our
simple estimate for the Landau critical velocity does not take into account other relevant
mechanisms of decay [33,39,53], especially at nite temperatures [54].

Therefore, further numerical, experimental, and theoretical studies are necessary and
may improve, expand, and, perhaps, help to classify (maybe in symmetry terms) the formu-
lation of this intriguing Josephson-like effect in toroidal spinor Bose—Einstein condensates.
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to investigate intrinsic properties of these systems or even classify them according to their
pattern of time evolution.

The production of an out-of-equilibrium BEC can be achieved experimentally in sev-
eral ways, one of them being via so-called “quantum quenching”. The system, initially in
equilibrium, is represented by a Hamiltonian H(ag), where ag is a set of system parameters.
Then, an abrupt change is made to a new situation described by a Hamiltonian H(a;),
where a; is a new collection of parameters. In this case, the system leaves the equilibrium
condition, having its previous state determined by H(ap) as its initial condition. Its tem-
poral evolution is unitary and governed by the new Hamiltonian H(a;). The operator
U = exp[ iH(a;)t/ h] determines what happens until the system can decay to a new state
of H(a;). One example corresponds to abrupt potential changes, when only a few degrees
of freedom are present, allowing a simpli ed system evolution. This simplicity can change
when dealing with a system with many degrees of freedom, which is the case in a many-
body quantum system. Each subsystem can see the rest as a reservoir, and the nal time
evolution can take quite complicated routes. There are many open questions, including the
fundamental question of how the system evolves temporally toward equilibrium, or even
how to quantify the out-of-equilibrium state and identify which system components are
determinant in the typical relaxation time for a new state of equilibrium.

Since there are many quench protocols that can be employed to produce out-of-
equilibrium BECs, some even preserving symmetries present in the equilibrium state,
the question of whether a system can approach a NTFP arises. In general, this depends
strongly on the chosen initial conditions, which should correspond to extreme out-of-
equilibrium con gurations [ 24]. For example, in the case of a dilute Bose gas, this could
be achieved by populating only modes below a certain momentum scale Q. The initial
state, a constant momentum distribution for k < Q that drops abruptly at k = Q, is
strongly overpopulated at low momenta (compared to the nal equilibrium distribution).
Hence, the subsequent dynamics is of particle transport toward lower momenta and
energy migration to high momenta. If the spatio-temporal scaling presented in Section 2 is
observed, then this is a “smoking gun” indicating a nearby NTFP [24].

In experiments, preparing and maintaining a closed system can be very challenging.
Cold-atom systems are, in this sense, very close to the ideal. Isolation allows experimental
access by external agents in a controlled manner. The isolation of trapped condensates and
the excellent control of quantum states are fundamental elements required to achieve long
coherence times, an essential feature in out-of-equilibrium studies since the coherence time
must be of at least the same order as the temporal scale of the dynamics involved.

Some clari cation about the scope of this review is in order. We chose to focus our
attention on experiments involving Bose gases [18-21]. Although this corresponds only to
a small part of all research being conducted on NTFPs, we consider these examples to be
illustrative of the eld. Notably, it is possible to present straightforward applications of the
theory without exploring its inner workings. For readers that wish to do so, we provide
references that may be helpful [17,24,25]. One of the motivations is to use cold-atom setups
to simulate the dynamics of currently inaccessible systems; for example, the in ation of the
early Universe. This is counter-intuitive because cold-atom systems are in the low-energy
regime, whereas the early Universe is at the other end of the energy spectrum. It is only
possible through the universal scaling due to the presence of NTFPs.

This paper is organized as follows. In Section 2, we introduce the universal scaling
provided by NTFPs and related quantities of interest. Section 3 presents four experiments
dealing with NTFPs in Bose gas systems: a quasi-one-dimensional Bose gas in Section 3.1;
a spin-1 condensate in Section 3.2; a homogeneous condensate in three-dimensions in
Section 3.3; and a turbulent harmonically trapped BEC in Section 3.4. Finally, a summary is
given in Section 4.
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2. Universal Scaling and NTFPs

Our goal in this section is to present the universal scaling function and its associated
exponents. The motivations, details, and derivations regarding the NTFP theory can be
found in [ 17,24,25] and the references therein. The theory developed for NTFPs is inspired
by equilibrium renormalization group theory where, in the vicinity of a phase transition,
the correlations are self-similar (independent of the resolution). Thus, scaling the spatial
resolution by a parameter screates a correlation function that depends on the distance x
between two points behave according to C(x;s) = s*f(x/ s). In this way, the correlation
is characterized exclusively by a universal exponent z and a function f. A xed pointin
equilibrium critical phenomena corresponds to a situation where varying sdoes not change
C(x; s), meaning that the universal function is a power law, f(x) u x 2. In physical systems,
this behavior is approximate, and information may be retained about characteristic scales.

Non-thermal xed points in the dynamics of far-from-equilibrium systems are anal-
ogous to xed points in critical equilibrium phenomena, with the distinction that the
former uses the time t as the scale parameter. Near NTFPs, the correlations take the form
C(x,t) = t2f(t Px), now with two universal exponents. Universality classes, in this con-
text, correspond to the same exponentsa and b and a scaling function f. Figure 1 shows a
schematic time evolution for a system that encounters an NTFP.

Initial conditions

No ne-tuning

Time evolution

Figure 1. lllustration of the dynamics of a system passing near an NTFP. For several initial conditions
(the key idea being that no ne-tuning is needed), the system can pass near a non-thermal xed point.
The correlation functions show a spatio-temporal scaling with a universal function when that occurs.
After some time, the system leaves the vicinity of the NTFP and reaches equilibrium.

In the case of cold bosonic gases, the momentum distribution can be used to character-
ize the time evolution of the system. Consider an isotropic momentum distribution, i.e., a
distribution that is only a function of k = jkj and time, n(k,t). The total number of particles
N (t) is obtained by integrating the momentum distribution,
VA
N(t)=  d%n(kt). (1)

We provide the d-dimensional expression, since we cover the casesd = 1,2, and 3
in this review. The uctuations in the total number of particles in cold-gas experiments
are relatively small due to the low temperatures involved and the high levels of control
that one can exert over these systems. However, unwanted losses occur mainly due
to the heating of the sample. For this reason, several experimental studies report the
momentum distribution normalized by the total number of particles at a given time,
n(k,t)  n(kt)/ N(t). In theoretical and numerical investigations, N is a xed number
and this distinction is irrelevant.

61



Symmetry2022 14, 678

The universal scaling displayed by a system in the vicinity of an NTFP is given by
" #

Ak, t) = % fo ok )

where a and b are scaling exponents, f is a universal scaling function, and tg is an arbitrary
reference time within the time interval where the scaling takes place. From this de nition
of the scaling exponents, it is possible to see that the sign of a is related to the direction of
the particle transport. Positive values indicate particles migrating toward lower momenta,
whereas negative values increase the population of the high-momentum components.

Global Observables

Besides the important result of Equation (2), there are also global observables of
interest when dealing with systems that display universal scaling due to the presence of
nearby NTFPs. The main difference is that these quantities are computed in the infrared
(IR) scaling region, kp 6 (t/ tg)°k 6 k¢, where kp is the smallest wave vector that can be
measured (inversely proportional to the largest length scale of the system D, typically its
size) and k¢ de nes the cut-off where the universal scaling takes place.

One of the observables is the number of particles in the scaling region,

_ z { ad
N(t) = d% n(k,t) p c . (3)

0
b

k6 ke

t
fo

A necessary condition for Equation (2) to hold is that I\T(t) is constant during the time
interval where the universal scaling is observed. The time dependence N(t) p t2 9 can
be derived straightforwardly by inserting Equation (2) into Equation (3) and changing the
variables of integration.

The moments of the momentum distribution can also be computed in the region of the
universal scaling. The second moment has the physical interpretation of the mean kinetic
energy per particle in the scaling region,

4

— 2 2b
Ma(t) = &K ken(k, t) t

N ® H to . (4)

k6 L ke

Its time dependence, M i t 2, can also be derived using Equations (2) and (3).
Hence, the sign of b is related to the direction of the energy transport. For b > 0, the energy
leaves the scaling region and migrates to higher momenta, whereas a negative sign indicates
an energy increase in the IR scaling interval.

These are not the only global observables that can be de ned. For example, in Section 3.2
we encounter another quantity, relevant in the context of a s pinor condensate.

3. Experiments
3.1. One-Dimensional Bose gas

The authors in [18] produced a one-dimensional Bose gas by strongly quenching a
three-dimensional one. They reported a universal scaling in the time-dependent momentum
distribution due to the presence of an NTFP.

These authors employed 8’Rb atoms, which correspond to a repulsively interacting
Bose gas in a very elongated (quasi-1D) harmonic trap. At the beginning of the experiment,
the thermal gas was just above the critical temperature. During the quench, the trap depth
was ramped linearly, such that its nal value was below the rst radially excited state. This
causes the evaporation of atoms occupying higher energy states. Finally, the depth of the
trap was raised to close the trap. The resulting Bose gas was in a far-from-equilibrium
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various systems. This would allow, for example, cold-atom experiments to be employed to
simulate different systems of the same universality class.
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highlight the importance of symmetry breaking, in non-equilibrium and pattern formation
processes, which is of vital meaning to the understanding of the morphogenesis process
and for applications in several areas of biomimetics and nanoscience.

The Briggs—Rauscher (BR) 8] reaction is a hybrid oscillating reaction formed by
coupling two chemical oscillators, Bray—Liebhafsky [ 4,5] and Belousov—Zhabotinskii [ 6].
Since its discovery in 1973, the Briggs—Rauscher oscillating reaction has been one of the
most investigated oscillatory systems. It is probably due to its simplicity and exciting colour
alternation caused by changes in reaction kinetics (when starch is used as an indicator) [7].

BR reaction typically occurs within mixtures of H ,0,, H,SOy, and KIO 3. Additionally,
Mn(ll) ions are added as a metal catalyst and malonic acid (H ,MA) as an organic substrate.
Substitutions of chemicals are possible; different acids, organic substrates, and ions, such as
Ce(lll) instead of Mn(ll) catalyst, can be used to generate BR oscillations [7—10]. However,
the oscillatory behavior is not the only one that attracted the attention of non-linear scientists
in the Briggs—Rauscher reaction [11-15].

Indeed, as described elsewhere [L6], after the well-controlled initial oscillatory behav-
ior, the reaction becomes chaotic. Depending on the initial conditions, particularly on the
ratio [H oMA] ¢/[IO 3 ]o [16,17], the reaction exhibits a sudden and unpredictable phase
transition. This transition, from state | (low concentration of iodide and iodine) to state Il
(high concentration of iodide and iodine), happens randomly in practice, as the time spent
by the system in the state | is irreproducible (see Figure 1). The transition is characterized
by a “sharp and sudden” increase of iodine and iodide concentration, followed by the
formation of solid iodine. The observed stochastic feature, called a crazy clock (due to
the unpredictable time needed to provoke the transition), is linked to imperfect mixing
that affects convection and diffusion dynamics. The imperfect mixing results in extremely
complicated phenomena, which occur on multiple length and time scales [ 18]. Possible
kinetical consequences are the appearance of bifurcation, chaos, intermittent behavior, and
symmetry-breaking [ 18,19]. In the experiments of our previous paper [ 16], the mixing was
stopped after an intensive homogenization (stirring at 900 rpm) of the Briggs—Rauscher
solution in the oscillatory period. Herein, the experiments carried out with or without
speci ¢ mixing were maintained all the time. Additionally, we apply the statistical cluster
K-means analysis for the rst time, by processing more than 60 experiments. Therefore, this
paper further studies the mixing effects in connection to the crazy-clock phenomenon in
the Briggs—Rauscher oscillatory reaction. It compares and processes statistically more than
#60 experiments obtained under identical initial concentrations of all reactants. Although
the BR crazy-clock phenomenon was previously detected [16], this behavior is linked
for the rst time to symmetry-breaking, highlighting the entire process in a novel way.
Furthermore, the investigated crazy clock exhibits a truly random behavior that might be
considered as an example of a classical, liquid random number generator. Additionally,
the investigated system also belongs to the particular class of classical systems that shows
intrinsic randomness in their response (as also observed in colloid particles placed on an
oscillating surface) [20,21].
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Figure 1. Two independent measurements (a,b) of iodide potential vs. time obtained for BR reac-
tion under experimental conditions: [H »MA] ¢ = 0.0789 mol/dm 2, [MnSO,]o = 0.00752 mol/dm 3,
[HCIO 4]o = 0.03 mol/dm 2, [KIO 3]p = 0.0752 mol/dm 3, [H,05]¢ = 1.176 mol/dm 3, T=37.0 C. The
experiments were performed without stirring and without protection from light. t * denotes the time
from the end of the oscillatory mode to the occurrence of state | ! state Il transition.

2. Materials and Methods
2.1. Briggs—Rauscher Experimental Setup

Since the time of the transition between state | and Il is unpredictable, great attention
must be paid to the experimental procedure. Only analytically graded reagents without
further puri cation were used for preparing the solutions. Malonic acid was obtained from
Acros Organics (Geel, Belgium), manganese sulphate from Fluka (Buchs, Switzerland),
perchloric acid, potassium iodate, and hydrogen peroxide from Merck (Darmstadt, Ger-
many). The solutions were prepared in deionized water with speci c resistance 18 M W/cm
(Milli-Q, Millipore, Bedford, MA, USA).

All experiments were done in a container not protected from light. Reactions were
monitored electrochemically (unless speci ed in the text). An l-ion-sensitive electrode
(Metrohm 6.0502.160) was used as the working electrode and an Ag/AgCl electrode
(Metrohm 6.0726.100), as the reference. During the experiments, the temperature of the
reaction container was regulated by a circulating thermostat (JULABO GmbH, Seelbach,
Germany) and maintained constant at 37 C. The reaction mixture was stirred by magnetic
stirrer (Ingenieurbiro, M. Zipperrer GmbH, Cat-ECM5, Staufen, Denmark).

Five independent series of measurements were carried (they differed in stirring bar size
and shape, as well as mixing rate) with the identical solution composition
[H>MA] ¢ = 0.0789 mol/dm 2, [MnSO4]g = 0.00752 mol/dm 2, [HCIO 4] = 0.03 mol/dm 2,
[KIO 3] = 0.0752 mol/dm 2 and [H ,05]g = 1.176 mol/dm 2 in 25 mL volume:
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(1) without mixing (number of conducted experiments #30);

(2) with mixing 100 rpm using cylindrical stirring bar 10 mm length, 4 mm diameter
(BRAND magnetic stirring bar, PTFE-coated cylindrical), (humber of conducted ex-
periments #30);

(3) with mixing 300 rpm using cylindrical stirring bar 10 mm length, 4 mm diameter
(BRAND magnetic stirring bar, PTFE-coated cylindrical), (in triplicate);

(4) with mixing 100 rpm using cylindrical stirring bar 20 mm length, 6 mm diameter
(BRAND magnetic stirring bar, PTFE-coated cylindrical) (in triplicate);

(5) with mixing 100 rpm using triangular stirring bar 12 mm length, 6 mm diameter
(BRAND magnetic stirring bar, PTFE-coated triangular) (in triplicate).

2.2. Statistical Processing and Cluster Analysis

The obtained experimental results were analyzed in the open-source statistic software
“R” using “hclust” algorithm for the hierarchical cluster analysis (HCA) [22,23].

3. Results and Discussion
3.1. Effects of the Stirring Bar Shape and Dimensions on the Statetate Il Transition

The BR oscillatory period is strongly reproducible, while the transition from state
| to state Il occurred practically randomly (Figure 1), as previously reported by our
research group [16].

It is imperative to emphasize that in our measurements (Figure 1), unlike in other
crazy-clock reactions found in the literature [ 18,19,24], large time uctuations (the order of
magnitude could be more than two hours) occur after a highly reproducible oscillatory pe-
riod. Two independent measurements and consequently obtained BR oscillograms exhibit
identical trends in oscillation amplitude and time between two neighboring oscillation
maximat, @ 1y=th t, 1,asitcan be observed in Figures 1 and 2a,b. Conversion from
higher to lower potential of iodine electrode (or from low to high iodide concentration)
marks the transition from state | to state Il (state | ! state Il). Furthermore, the choice of the
working electrode affects only the transition shape. However, the transition itself is very
noticeable due to the intense color change of the system from colorless to yellow accompa-
nied by solid iodine formation. This allows monitoring the state | ! state Il transition with
the naked eye.

Figure 2. Briggs—Rauscher oscillation amplitude (a) and time between two neighboring oscillation
maximat, @ 1=tan ty 1(b)inthe two independent measurements presented at Figure 1. The
resulting BR oscillograms have the same number of oscillations (Nosc = 33) and identical oscilla-
tion period, however the time of state | | state Il transition differs more than 10 times (as shown
at Figure 1).

The cause of this unexpected transition is still unknown. Previous work highlighted
the signi cance of mixing conditions for the appearance of state | ! state Il transition and
crazy-clock behavior [13,16]. Therefore, we want to reveal in detail the effect of mixing on
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the transition, by using stirring bars of different sizes and shapes and applying various
mixing rates (Figure 3).

Figure 3. Typical measurements with iodide-sensing and reference electrodes with different mixing
rates and different shapes of magnetic bar: (a) 100 rpm with magnetic stirring bar, PTFE-coated cylin-
drical, 10 mm length, 4 mm diameter (in inset), ( b) 300 rpm with magnetic stirring bar, PTFE-coated
cylindrical, 10 mm length, 4 mm diameter (in inset), ( ¢) 100 rpm with magnetic stirring bar, PTFE-
coated cylindrical, 20 mm length, 6 mm diameter (in inset), and ( d) 100 rpm with magnetic stirring
bar, PTFE-coated triangular, 12 mm length, 6 mm diameter (in inset). The reactant concentrations are
identical as in Figure 1.

The transition from the state | to state Il occurs only with a low stirring rate and a
stirring bar of small dimensions (namely, 100 rpm and a magnetic stirring bar made of PTFE-
coated cylindrical with a length of 10 mm and a diameter of 4 mm, Figure 3a). The results
also underline the importance of the particular magnetic bar shape and mixing rate that was
used (Figure 3a—d). Even with a low stirring rate (100 rpm), the transition does not occur
with a bar exhibiting a triangular section (bar 12 mm length, 6 mm diameter) (Figure 3d).
This result implies that the transition is strongly connected a particular diffusion conditions
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and vortex type behavior created by using speci c stirring rods. Furthermore, we perform

a detailed statistical analysis to reveal the connection between the state I! state Il transition
and the mixing rate (using the 10-mm long and 4-mm large cylindrical stirring bar). A set

of 60 experiments were performed without stirring and with stirring at a 100-rpm mixing
rate (30 experiments, each). The results { osc and t *) are tabulated (Tables S1 and S2) and
presented in Supplementary Materials. The t * mean value with 95% con dence limit is for
no-mixing t*,omix = (12 4) min and for mixing conditions, t*nix = (17 5) min.

3.2. Statistical Analysis of Experimental Results and Evidence of Clustering

Is there a connection between the time that the system spends in the oscillatory regime
(t osc) and the time when the state | to state Il transition occurs ( t *)? Or, in other words, are
the minor differences in oscillatory period duration responsible for a signi cant deviation
in transition appearance? The detailed exploration of the relation between BR oscillatory
time, t osc, and the time t * of the occurrence of the state I! state Il transition (Figure 1), with
and without stirring of the solutions, was performed by statistical cluster analysis (CA).
Cluster analysis performs subdivision of datasets based on the relationships among their
members (in our case datasets oft osc and t *). The application of CA allows the separation
of data in clusters (namely, in groups) based on mutual distances, which re ect a degree of
similarity among data [ 25]. The greater the similarity in the cluster, the higher the distance
between the clusters, and hence the better the clustering. Our results combine a total of
60 experiments, obtained with no-mixing conditions (30 experiments) and with a mixing
rate of 100 rpm (30 experiments). They were analyzed in the open-source statistic software
“R" using “hclust” algorithm for the hierarchical cluster analysis (HCA) [ 2223]. The HCA
divided the ratios t g5 t * into three clusters for both mixing and no-mixing measurements
(Figure 4a,b). It can be noticed that the number of members of a particular cluster slightly
changes upon alteration of experimental conditions (Table 1).

It appears that the stirring effect causes an increase in the members of Cluster 1 and
Cluster 3, as well as decreasing in members in Cluster 2. The increase of members in Cluster
3 suggested that stirring has prolonged time for the state | | state Il transition taking place
(Figure 4b.). It can be also seen from the * mean value for no-mixing t *no mix = (12  4)min
and mixing conditions, t*nix = (17 5) min. Furthermore, all clusters are more compact
and separated, in the case of stirring (if compared with those obtained without stirring).

The results presented in Table 1 clearly indicate that the investigated crazy-clock
exhibits a truly random behavior. The shift (Figure 4a,b, Table 1) in the position of the
cluster centroids towards higher t * values (i.e., a delaying time to transition to happen)
can be observed for the case of applied stirring conditions. Due to a small number of
members, the centroid of Cluster 3, in both cases, was not calculated. Furthermore, there is
no signi cant change in the cluster's centroid position regarding t osc 0scillatory coordinate
for clusters. That leads to the conclusion that the transition from state | to state Il is
independent of oscillatory time duration or, in other words, that the minor differences
in oscillatory period duration are not responsible for a signi cant deviation in transition
appearance. Therefore, we calculated the optimal number of clusters by a one parameter
(by parameter t *) K-means analysis, for no-mixing and mixing conditions (Figure 5a,b,
respectively). The determination of optimal numbers of clusters was performed using
gap method in fviz_nbclust alghoritm [ 26]. In brief, the gap statistic compares the total
within intra-cluster variation for different values of k with their expected values under null
reference distribution of the data. The estimate of the optimal clusters will be value that
maximizes the gap statistic (i.e., that yields the largest gap statistic) [27].

As it can be seen from the Figure 5 the optimal number of clusters obtained by us-
ing one parameter K-means analysis is changed. The BR system which is not stirred
has one cluster (Figure 5a), while the stirring induces differentiation of two clusters
(see Figures 5b and 6).The dimensions refer to the rst two components. The tviz_cluster
function has been used to analyze the main components, after which the cluster is repre-
sented in the dimensions of the rst two Principal Component Analysis (PCA) components.
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The clusters are well separated. This indicates that mixing introduced additional effects
responsible for a signi cant cluster separation revealing the existence of time domains
where the state | to state Il transition is more likely to occur.

Figure 4. Clusters obtained for thirty experiments run without stirring of the reaction mixture ( a) and
clusters obtained for thirty experiments run with stirring of reaction mixture in the vessel, stirring
rate was 100 rpm (b). t osc is the BR oscillatory time, while t * denotes the time from the end of the
oscillatory mode to the occurrence of state I! state Il transition (see Figure 1).
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Table 1. Clusters and Cluster centroids.

Number of

Exp. Condition Cluster Cluster Members Cluster Centroids in Minute
t osc t*

1 15 1.686 3.036

without stirring 2 13 1.691 16.672
3 2 / /

1 16 1.681 5.893

with stirring 2 10 1.658 26.536
3 4 / /

3.3. The State!l State Il Phenomenon and Its Relation to (Spontaneous) Symmetry Breaking

The appearance of clusters indicates the existence of time domains where the state | to
state Il transition is more likely to occur. The stirring of the reaction mixture has a strong
indirect in uence on the state | ! state Il transition, delaying the crazy-clock behavior,
shifting cluster centroids toward higher t* values, and increasing the cluster separation
(i.e., time domain separation), as well. The existence of clusters could be connected to
different nucleation and growth mechanisms of iodine crystals in the case of mixing [ 28],
and further examination of solid iodine products would be the subject of future work.

1

Figure 5. The optimal number of clusters for one parameter analysis by parameter t * (time when
state | to state Il transition occurs) for non-mixing conditions ( a) and mixing conditions 100 rpm ( b).
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However, if we assumed that state | (low iodide and iodine concentration) is the
symmetric state, which under some conditions becomes absolutely unstable, then, reaching
the state Il (high iodide and iodine concentration, with a new | 5 solid phase) could be
considered as spontaneous symmetry breaking [29], see Figure 7. Such an observation of
state | to state Il transition could also explain the persistence of the BR system “inde nitely”
in the state |, as obtained for strong mixing condition (see Figure 3).

Figure 6. The evidence of two clusters for state I! state Il transition obtained for mixing condition in
BR system. Clusters are plotted in two dimensions (Dim1 and Dim2).

Namely, in the case of the symmetry-breaking process, the system must overcome
a suf ciently large energy barrier (as shown in Figure 7). Therefore, the system's state
(state I, low iodide and iodine concentration) will remain unchanged until a suf ciently
large perturbation throws it over the energy barrier, DV, which separates the states. We
assume that DV corresponds to the energy threshold of the formation of solid iodine from
chemical reactions that principally occur in the BR solution after the oscillatory period.
It is well-known that the post-oscillatory period could be excitable [ 30,31], meaning that
a nonlinear system can be shifted (perturbed) from one state to another. It is usually
achieved by the addition of some stable intermediate or reactants, playing the role of an
external perturbation, to the reaction mixture [ 32]. Since, in our case, there is no external
perturbants/stimulus (all experiments are conducted under identical conditions, and the
system remained under constant temperature), the BR system should nd an internal
stimulus to overcome the energy barrier. The mixing itself should not in uence activation
energies of chemical reactions responsible for state | to state Il transition. In other words, the
energy threshold (DV) should be identical for mixing and no-mixing condition. However,
the system has behaved differently, and the state | to state Il transition strongly depends
on the mixing conditions. Therefore, some phenomena related to mixing are accountable
for the obtained behavior. Figure 7 is a cartoon view that links thermodynamics (far from
equilibrium) with kinetic processes driven by the gradient of diffusion/concentration.
The changes in time of these local gradients are probably a source of uctuations. When
uctuations reach a certain threshold (such as a critical number of interacted dissipative
structures), a new order/phase spontaneously appears. Cluster analysis (Figures 4—6)
allows us to group different dissipation architectures as a function of time.
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Figure 7. Possible symmetry breaking during the transition from the state | (low iodide and iodine
concentration) to state Il (high iodide and iodine, with segregation of solid iodine) in Briggs—Rauscher
oscillatory reaction after an oscillatory period. Energetic consideration and symmetry breaking
depending on control parameter,  and ordering parameter, . DV corresponds to the energy
threshold of the formation of solid iodine from chemical reactions that occur in the BR solution after
oscillatory period.

The diffusion-driven instability combined with nonlinear chemical reactions (with
autocatalytic steps and radical reactions) is a broad concept and it could be responsible
for the “internal stimulus” necessary for passing the energy barrier. The diffusion-driven
instability is intensi ed by gaseous oxygen and carbon dioxide/carbon monoxide, which
are released in the BR solution during the oscillatory period [ 33]. Additionally, the possible
energetic coupling between physical and chemical processes, such as the nucleation of
gaseous phase (Q and/or CO »), nucleation of solid iodine and particular chemical reac-
tions, could also be considered as an “internal stimulus” necessary for overcoming the
energy barrier and breaking symmetry [34-36].

This proposal is actually a reformulated original idea of Turing [ 37], where the inter-
play of chemical reactions and diffusion are responsible for pattern formation in living
systems. As suggested by Prigogine, the spontaneous appearance of a spatial organization
via diffusion-driven instability can be considered as a spontaneous symmetry-breaking
transition [ 38]. In the presented work, we deal with a bulk solution and there is no visible
spatial organization, but the spatial organization (spatiotemporal patterns) of the identical
process (state | state Il transition in Briggs—Rauscher reaction) in a thin layer, is very
recently found by Li and coworkers [ 15]. Therefore, this work indirectly links spontaneous
symmetry breaking and crazy-clock behavior (stochastic nature) in the bulk. The stochastic
nature of state | to state Il transition and its relation to symmetry breaking (and pattern
formation), introduced a new approach in the investigation of crazy-clock behavior. On
the other hand, the investigation of chemical systems with stochastic nature and symme-
try breaking could improve our understanding of more complex phenomena in living
organisms, such as morphogenesis.

Additionally, this paper nominates state | ! state Il transition as an easily available
chemical system for intrinsic random number generator and thus, expands the potential
application of this crazy-clock reaction.
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4. Conclusions

In this work, we further investigated the crazy-clock phenomenon (state | to state |l
transition) which occurs after a strongly reproducible Briggs—Rauscher oscillatory reaction.
The mixing rate, as well as the magnetic bar shape and dimensions, have a strong in u-
ence on the transition appearance. In order to better understand the stochasticity of the
mentioned process, we ran more than 60 experiments (30 experiments with mixing and
30 experiments with no-mixing conditions), and we applied the statistical cluster K-means
analysis. Although the transition for both mixing and no-mixing conditions are taking
place completely randomly, by using statistical cluster analysis, we obtained different
number of clusters pointing to different time-domains where the transition is more likely
to occur. Two-parameter analysis (by oscillatory time duration, t ¢sc and by the moment
when the transition occurs, t *) suggests that the state I state Il is independent of the
oscillatory time duration. Therefore, we performed a one parameter analysis (by t*). In
the case of no-mixing, we found one cluster, while the statistical analysis of the results
for mixing conditions revealed two compact and well-separated clusters. The clustering
method reveals new hidden details regarding the chemical dynamics of nonlinear processes.
The state | to state Il transition could be explained through a symmetry breaking approach,
and the necessity of the BR system to overcome a suf ciently large energy barrier. This
is the rst link of the crazy-clock behavior to the symmetry breaking phenomenon. The
investigation of chemical systems with stochastic nature and symmetry breaking could
improve our understanding of more complex phenomena in living organisms and therefore
the scope of the presented results goes beyond oscillatory reaction kinetics. Furthermore,
the described example belongs to the small class of chemical systems that shows intrinsic
randomness in their response and it might be considered as a real example of a classical
liquid random number generator.
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optimize the creation of the self-trapped patterns. Thus, multi-color beams can be used to
design potentials necessary for holding complex soliton patterns.

The aim of this work is to introduce a four-color OL (FOL) with commensurate
wavelengths, which acts on a cigar-shaped (quasi-one-dimensional) BEC with the cubic
nonlinearity. The corresponding Gross-Pitaevskii equation (GPE) is used to nd appropriate
relations between the nonlinearity and the potential parameters which help to support
solitons. We produce analytical solutions which identify the speci ¢ form of the FOL and
its parameter domain which provide tunability of the soliton-building scheme. Many
exact condensate wave functions are obtained, and the results are illustrated by several
characteristic examples. These solutions may be used for applications similar to those
proposed in previous works [ 27-32]. Stability of the exact wave functions is addressed
by means of direct simulations, adding random perturbations either to the underlying
stationary solution, or to the external trap (the latter implies the consideration of the
structural stability of the exact solutions). We thus nd that our solutions are fully stable,
both dynamically and structurally.

2. Exact Analytical Model for Obtaining the Solitary Excitations under the Novel
FOL Trap

The FOL potential is produced by the combinations of four OLs with commensurate
wave numbers, |, 2I, 3I, and 4, while the corresponding intensities of the laser beams,
V1234 are treated as free parameters, with the intention to nd appropriate relations
between them. The corresponding effective potential acting on atoms is

4
V(2) = § Vcojlz). (1)
=1

The lattice depth may be compared to the recoil energy, Egr = 2p 2R%/ MI 2, and
the scaled lattice wave-vector is given by | = 2pa,/ |, where | is the wavelength, M
is the mass of the BEC atom,a, = ( R/ (Mw>))¥2 and w-, is the transverse frequency.
The dimensionless 1D-GPE has the form

2
Tt grz ZONEDE VG i@y y@y= o )

Here, g(z,t) is the nonlinearity coef cient, which may be made space- and time-
modulated, while t (z,t) represents the space- and time-modulated loss or gain of the con-
densate atoms. For illustration, we have exploited experimentally feasible parameters of Li ’
BEC in the quasi-1D trapping con guration with transverse frequency w, = 2p 710 Hz,
OL wavelength | = 10.62 m, and scattering length as = 0.21 nm corresponding to
attractive interactions between atoms [33]. By varying the applied magnetic eld and angle
between the overlapping laser beams, it is possible to engineer the shape of the external
potential [34,35].

To produce a spatially localized solution of Equation (2), following the general scheme
used for engineering matter-wave con gurations [36,37], we choose an ansatz,

y(z,1) = A(z ) F(B(z, 1), 3)

such that the external potential is supposed to be found by precisely solving B(zt), am-
plitude A(zt), phaseq(z,t), and the condensate form factor F[B(z,t)]. We substitute this
ansatz into the GPE (2) and separate out the real and imaginary parts. To establish relations
between the physically relevant quantities like nonlinearity, amplitude, phase and external
trap for a solitary wave solution, the real part can be mapped to the following nonlinear
differential equation,

TPF[B(z 1)]

TB(z.1? GPF[B(zt)] = 0, 4)
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which introduces a constant G = 2g(z,t)A%(z,t)/ B2(z,t) in the case of solitary wave
excitations. Gis 1 for attractive and 1 for repulsive inter-atomic interactions. The last
consistency condition in Equation (4) is nothing but the elliptic equation, whose exact
solutions are well-known in the form of 12 Jacobian elliptic functions ( cn[z, m], sn[z, m], etc.),
where m is the modulus parameter with O m 1 [38]. One can choose various shapes
of the elliptic functions from periodic ( m = 0) to localized (m = 1), by varying the value
of its modulus parameter. Here, we will focus only on the localized forms of the elliptic
functions, that is, cn[z, 1] = seclz], for the bright soliton case with attractive nonlinearity
and sn[z, 1] = tanh[z] for the dark soliton case with repulsive nonlinearity. In addition to
solving the above-mentioned equation, we also obtain the following consistency relations:

GB2(z,t) 2A%(zt)g(zt) = 0,

Bi(z,t) + By(z,t)q(zt) = 0,[A%(z,1)B,(z,1)], = 0
2A(z,1) Ar(z,t) + [ AX(z,1) (2, 1)], (5)

2t (z,t)A%(z,t) = 0

AZZ(Zit) q%(zv t) —
ey oo azy v@=o

where the subscripts stand, as usual, for partial derivatives. The above set of equations is
solved simultaneously to produce

At(Z, t)

820 = g #E0= A, ©

A2(z,1)’
9(z,t) = GB2(z,1)/2 A%(z,t),

where c(t) is an arbitrary positive de nite function of time. These equations indicate a
direct dependence of phase and nonlinearity on the amplitude of the system which will be
determined by the trapping potential through the last equation of the system (5).

We substitute the expression of the external potential from Equation (4) into the set of
Equations (5) and (6) and obtain the amplitude, phase and nonlinearity in the following
exact forms:

s
_ c(t)
Az = g exp(by co(Iz) + by cos(21z))
a(zt) = 1—16(|2b§+ 1)t t(z,t) = ;ﬁ(tt)) 7)
g(z,t) = 2Szg(j)expmbl cog(1z) + 4b, cos(21Z)).

We here introduce two real constants, b; and by, which help us to de ne the nal form
of the FOL amplitudes:

12 b2

Vi=(14b) 2 v= i ®
_ Poiby _
Vs = 7 Va= =

This is one of the essential results of the present work. Constants b, and b, are thus
identi ed as the prime tuning parameters for controlling the trapping potential and conden-
sate density. For the attractive and repulsive interactions, assuming the commonly known
bright- or dark-soliton solutions of the elliptic equation (Equation (4)), the condensate wave
functions take, severally, the following form:
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s
_ c(t)
y(z1) ~ gexp[bycox(Iz) + bycos(217)]
z z
sech g . exp(by cos(1z) + bycos(21z))dZ® exp(iq(z, 1)),
s
_ c(t)
y(zt)= _ gexp(brcos(z) + by cos(212)) ®)

Z z
tanh g o exp(by cos(1z) + by cog(21z))dZ® exp(iq(z,t)).

We are now in a position to analyze the relevant potential pro les and the correspond-
ing condensate densities. Potential pro les are explained in Figures 1 and 2. Condensate
densities will be delineated in Figures 3 and 4 for some parameter domains of b, and b,
with ¢= 0.1,g= 0.1, and| = 0.84.

Figure 1. Curves and points for | = 0.84 where the potential is not a FOL, but a TOL or a BOL. *
signi es no potential for by = b, = 0. All other points in the (by, b,) plane correspond to FOLSs.

Figure 2. The variation of the FOL potential following the change of the tuning parameters for
| = 0.84: @) for xed by, = 2,b; varies from 4to+4; (b) for xed by = 2, b, varies from 4to +4.
Here and in the gures following below, the results are displayed in interval 14< z< +14.
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Figure 3. Condensate density patterns for by > Oandb, > 0: @ by = 1;, = 2, (b) by = 1;b, = 3.5,
(©)by = 2;bp = 1,and (d) by = 3.5;b, = 1. Each plot of (a—d) has two panels: the upper panel shows
the contour plot of the density and the lower panel consists of a 2D plot of the density combined with
the corresponding potential pro le.

Figure 4. Condensate density patterns for by < 0orb, < Oorboth: (a) by = 1;b,=1,(b)by = 3;
bb=1,0)b =1b= 3,andd)b;= 1;bp= 3. Each plot of (a—d) has two panels: the upper
panel shows the contour plot of the density and the lower panel consists of a 2D plot of the density
combined with the corresponding potential pro le.

3. The Parameter Domain and Shape of the Tunable FOL

Figure 1 depicts the structure in the (b, by) space, produced by Equation (9), where
one obtains, as particular cases, a tri-color optical lattice (TOL), or a BOL. On the contrary,
FOL is obtained in the entire space, excluding the curves and points indicated in the gure.

The respective FOL potential, drawn in Figure 2, seems interesting enough. For by > 0
and b, > 0, the FOL is a disordered double-well superlattice, featuring frustrations in terms
of both inter- and intra-well separations. Figure 2a,b reducesto a BOL at by = b, = 0.
However, the transition to the domain of by < 0 or b, < 0 makes the potential shapes quite
different. In the former case, a triple-well superlattice gradually appears at b, < 0, whereas
in the latter case, a translational shift of the double-wells in the superlattice by half a period
is observed. The presently engineered FOL may be the most advanced trapping potential
for BEC, derived as an ingredient of exact solutions. It may nd applications to the design
of quantum simulation, information and computation schemes [ 28-31]. We will further
illustrate the results by displaying density patterns.

4. Density Patterns Supported by the Engineered FOL

The density patterns in the domain of by » > 0 are displayed in Figure 3, along with
the respective trapping pro le, which help to understand the formation mechanism for the
patterns. The presence of the inter- and intra-well potential frustration helps one to realize
well-distinguished quantum clouds that may be employed for the design of enhanced atom-
interferometry (Figure 3a—c). When the intra-well frustration disappears, the previously
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V(2). To observe the stability of the stationary state, we computed deviation of the evolving
condensate density (D). In the latter case, we monitored the evolution of the input wave
function (y(z,t = 0)) under the action of the potentials Vysisy(z) and V(z), to observe
the structural deformation in the condensate density ( Dp). We simulated the evolution
for 10,000 time iterations with properly chosen space and time steps, dz= 0.277 mand
dt = 0.22 s, respectively. The deviation (maximum relative error) of the evolved noisy
data from their noise-free counterparts is showp for both kinds of the stability analyses in
Figure 6 by the upper curve ( ) and lower one, ~ . Observing the noisy density pro le after
10,000 iterations, we conclude that the density patterns retain their shapes with minimal
deformation, which implies that the analytical solutions are indeed stable against both
kinds of the random perturbations (Figure 6). The observed relative perturbation in the
nal con gurations is near to 1% when the noise is initially added to the wave function,
and near to 2% when it is added to the trapping potential. Thus, the presented model and
its analytical solutions are physically relevant ones.

Figure 6. The numerical stability analysis of one of the obtained solutions with b; = 2and b, = 1.
The condensate density is depicted by the dotted line, and the trap prole, V(z) (notin scale), is
superimposed on it (the solid line). The deviation of the noisy data from their noise-free counterparts

is shown for both kinds of the analyses: the dynamical stability, Dy (the upper curve, composed of
symbols ), and the structural stability, Dp (the lower curve, composed of symbols ).

6. Conclusions

In this paper, we reported the exact form of the four-color optical lattice (FOL) trap
for the BEC in one dimension, which makes it possible to produce exact solutions for
the trapped condensate. A variety of experimentally relevant trap pro les are reported,
including one-, two-, three-, and four-color OLs with tunable shapes. It is worthy to stress
that there are only two FOL-tuning parameters, b; and by, instead of four, making the
detailed analysis of the exact solutions feasible. For chosen trap parameters, the exact
condensate density is illustrated, and its variations after evolving in time are also shown.
By means of systematic simulations, we have established dynamical and structural stability
of the exact solutions. The stability against structural perturbations is especially important,
as the solutions are valid only for the specially designed form of the FOL potentials. This
class of FOL trapping potentials offers straightforward potential for use in applications,
such as quantum simulation and other quantum technologies [13,28-31,39-41].
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heterophase or mesoscopic, since the linear size of inclusions of one phase inside the matrix
of the other is larger than the interparticle distance but much smaller than the system
linear size. The appearance of mesoscopic heterophase mixtures under nanoscale phase
separation is a very widespread phenomenon arising around many phase transitions that
can be of rst or second order. Numerous examples of materials exhibiting the existence
of such mixtures are given in the review articles [ 24-27]. Recently, the possibility of
super uid dislocations inside quantum crystals has been discussed [ 28-30]. Different types
of nanoscale phase separation occur in electrolytes [31-35].

Here we shall concentrate on a heterophase mixture of ferromagnetic and param-
agnetic phases. There exist numerous examples of materials exhibiting the coexistence
of magnetic (ferromagnetic or antiferromagnetic) and paramagnetic phases. Thus, using
the Mdssbauer effect, the coexistence of antiferromagnetic and paramagnetic phases is
observed in FeF; [36], in CaFe,O4 [37], and in a number of orthoferrites, such as LaFeO3,
PrFeOs, NdFeO3, SmFeQ;, EuFeOs, GdFeOs, ThFeOs, DyFeOs, YFeOs, HoFeOs, ErFeOs,
TmFeO3, and YbFeO;3 [38,39]. Ferromagnetic cluster uctuations, called ferrons or uc-
tuons, can arise inside a paramagnetic matrix of some semiconductors [40-45]. In some
materials, magnetic cluster excitations can occur in the paramagnetic region above T or
above Ty [46-52], causing the appearance of spin waves in the paramagnetic phase, for
instance, in Ni, Fe, EuO, EuS, PgFe, and Gd [53-58]. The coexistence of ferromagnetic and
nonmagnetic phases was also observed in Y2Co7, YCo03, Co(5Se )2, Co(TixAl1 )2, and
Lu(Co;1 xAlx)2[5960]. In colossal magnetoresistance materials, such as La yCaxMnO 3
and La; 4SryCoO3, one observes the coexistence of a paramagnetic insulating, or semicon-
ducting, phase and a ferromagnetic metallic phase [61-63], while in La g g7 xBixCag.3sMnO 3,
paramagnetic and antiferromagnetic phases coexist [64]. Nanoscale phase separation into
ferromagnetic and paramagnetic regions has been observed in the colossal magnetore-
sistence compound, EuBs gdCp 91 [65]. Many more examples can be found in the review
articles [24-27].

In the present paper, we consider a heterophase system with random phase separation,
where the regions of different phases are randomly distributed in space. By averaging
the phase con gurations, we derive a renormalized, effective Hamiltonian of the mixture.
Keeping in mind a spin system, we pass to the quasi-spin representation. Speci cally, we
consider a mixture of ferromagnetic and paramagnetic phases. Long-range interactions are
assumed, such that the mean- eld approximation becomes, in the thermodynamic limit,
asymptotically exact. The existence of the ferromagnetic—paramagnetic mixture is due to the
competition between direct and exchange interactions. We treat the case when the system
is placed in an external magnetic eld. We show that for some system parameters, there
occurs the following situation: at low temperatures, the system is a pure ferromagnet that,
when rising in temperature, can transfer into a mixture of ferromagnetic and paramagnetic
phases at a nucleation point. For some system parameters, this nucleation transition
happens to be a zeroth-order transition.

The plan of the paper is as follows. In Section 2, we recall the Gibbs method of
equimolecular surfaces that are used for describing the spatial phase separation. Section 3
explains how the statistical operator of the mixture with phase separation can be de ned
by minimizing the functional information.The random spatial distribution of competing
phases requires the averaging over phase con gurations. The results of this averaging are
summarized in Section 4. In Section 5, we pass from the eld-operator representation to
spin representation. Although this conversion is based on the known Bogolubov canonical
transformation, it is necessary to recall it in order to elucidate the importance of taking
account of direct particle interactions, in addition to exchange interactions. Keeping in mind
long-range interactions, in Section 6, we derive the free energy of the mixture. Section 7
formulates the stability conditions that make it straightforward to separate stable states
from unstable ones. In Section 8, we present the results of the numerical calculations and
accompany them with discussions and conclusions.
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2. Spatial Phase Separation

The description of a two-phase system with spatial phase separation starts with the
Gibbs method [66] of equimolecular separating surfaces, where the system of volume V
and number of particles N is considered to be separated into two parts, with the total
volumes V; and the particle numbers Ny, so that

V=V,+V,, N=N;+N,. 1)

The regions V¢ occupied by different phases are assumed to be randomly distributed
in space. Their spatial locations are described by the manifold indicator functions

1, r2v
Xf(r) = 0 r62\/: ) (2)

where
Vi mesVi (f=1,2.
The Hilbert space of microscopic states of the system is the tensor product
(0]
H=H; H; 3

of the weighted Hilbert spaces [ 24-26] corresponding to the phases f = 1, 2. The algebra of
observables in this space is given by the direct sum of the algebra representations on the
corresponding subspaces

A(x) = Ax(x1) ) Aa(x2) . (4)

For instance, the system energy Hamiltonian reads as
- - M
H(x) = Hi(x1)  Ha(x2), (5)

with the general form of the phase replica Hamiltonians

~ Z 2
A= xiy]0) S+ Uy are
Z
£ 2 xxOyIO YTV FE Oy o9 y () drer®, ©)

where F (r) is an interaction potential, U(r) is an external potential, and the eld operators
y ¢(r) are columns with respect to internal degrees of freedom, such as spin. The number-
of-particle operator is

N(x) = Ny(xq) + Na(xp) , (7
with the number-of-particle operators of each phase
Zz
Ni(xs) = x(r) y(r) y(r) dr. 8)

Here and below, we set the Planck and Boltzmann constants to one.

3. System Statistical Operator

The general procedure of de ning the statistical operator for a system is by minimizing
the information functional, taking account of the prescribed constraints. The latter is the
normalization condition z

Tr fF(x) Dx=1, 9)

the de nition of the system energy
Z ~
T F(x) H(x) Dx= E, (10)
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and of the total number of particles in the system

VA
Tr  F(x) N(x) Dx= N. (11)

Here and in what follows, the trace operation is taken over the whole Hilbert space (3),
and Dx implies the averaging over phase con gurations describing the random locations
and shapes of separated phases.

The information functional in the Kullback—Leibler form [67,68] reads as

z F(x) z
I[F]1=Tr f(x) In < Dx+ a Tr f(x)Dx 1 +
Fo(x)
z z
+b Tr F(XH(XDx E +g Tr FfFx)NX)Dx N |, (12)
with the Lagrange multipliers a, b = 1/ T, and g = bm and with a trial statistical

operator fo(x) characterizing some a priori information if any. If no a priori information is
available, fo(x) is a constant. Then minimizing the information functional over f(x) yields

the statistical operator
1

r(x) = = expf bH(x)g, (13)
with the grand Hamiltonian A A
H(x) = H(x) mN(x) (14)
and the partition function
z
Z=Tr expf bH(x)gDx. (15)

Introducing the effective renormalized Hamiltonian by the relation
z
expf bRBg= expf bH(x)g Dx (16)

gives the partition function
Z = Tr expf bHRg. a7

Then we get the grand thermodynamic potential
W= TIhz. (18)

This picture describes a heterophase system where the phase-separated regions are
random in the sense that they are randomly located in space and can move and change
their shapes. In that sense, strictly speaking, the system is in quasi-equilibrium. However,
the averaging over phase con gurations reduces the consideration to an effective system
equilibrium on average [24—-26].

4. Averaging over Phase Con gurations

In order to explicitly accomplish the averaging over phase con gurations, it is nec-
essary to de ne the functional integration over the manifold indicator functions (2). This
functional integration has been de ned and explicitly realized in papers|[ 24,69-73]. Here
we formulate the main results of this functional integration over the manifold indica-
tor functions with the differential measure DX, which realizes the averaging over phase
con gurations.

Theorem 1. Let us consider the functional
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y Z

Ai(xs) = é_ Xe(ry) X¢(ro) ... x¢(rn) A¢(rq,ro,...,rp) drodrp. . .dry . (29)
n=0

The integration of this function over the manifold indicator functions gives

Z
At(xs) Dx= Ag(wy) , (20)
where v 7
Ar(wg) = & W} Ag(ry,ra,...,ry) drodrp. . .dry, (21)
n=0
while
W—lzx(r)dr—ﬁ (22)
=y Y

de nes the geometric probability of an f-th phase.

Theorem 2. The thermodynamic potential
z
W= TInTr expf bH(x)gDx, (23)

after the averaging over phase con gurations, becomes

W= TinTrf bl8g=3 W Ww), (24)
f
where
W= TlIn TI’Hf f bHs(ws)g  Wis(wy), (25)

and the renormalized Hamiltonian is

M
B= Hiws) BW), (26)
f

with the phase probabilitiesbeing the minimizers of the thermodynamic potential,

W= abs min W(w) , (27)

fog

under the normalization condition
awi=1, 0 ws 1. (28)
p
Theorem 3. The observable quantities, given by the averages

z
hAi=Tr F(x) A(x) Dx (29)

of the operators from the algebra of observables (4),

n M .
A(x) = As(xs) , (30)
f

with Af(xf) de ned as in (19), after the averaging over phase con gurations, reduce to the form

hA i = Tr F(w) A(w) , (31)
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where the renormalized operator of an observable is

" M .
A(w) = Ag(wg), (32)
f

with A¢(w;) de ned as in (21), and the renormalized statistical operator is

expf bi(w)g, (33)

F(w) = %

with the partition function (17).

The proofs of these theorems are given in the papers [24,69-73].

5. Hamiltonian in Spin Representation

Since we aim to study the magnetic properties of a system with phase separation, it is
useful to transform Hamiltonian (6) into spin representation. For this purpose, we assume
that the system is periodic over a lattice with the lattice sites rj, where j = 1,2,...,N, and
we expand the eld operators over Wannier functions:

yi(r) = é Gej f(r 1j) . (34)
i

Keeping in mind well-localized Wannier functions [ 74], we retain in the Hamiltonian
only the terms expressed through the matrix elements over Wannier functions containing
not more than two lattice sites, since the overlap of Wannier functions located at three or
four different lattice sites is negligibly small.

The remaining matrix elements are: the tunneling term

Z r 2
Tijr = ji(r 1) sm U () ar, (35)

the term of direct interactions
Z
Fie= Jie(r m)iPF@ 9jje® r)j?drar®, (36)

and the term of exchange interactions
z
Jir= G m) i ) F@ i n)je(r o r)drdr®. (37)

Then the Hamiltonian (6) transforms into the form

He = we & (Tije + mg)ch o +
ij

[

+ w2 Fyr cf Cij o ¢t Jjr Cf C,-Tf Gt Cjf - (38)
ij

N

To exclude self-interactions, one sets

Fj]‘f \:h'f =0. (39)
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Then we introduce spin operators following the method of canonical
transformations [ 75-77], generalized in the case of heterophase systems 78-80]. Keeping
in mind the particles with spin one-half, the operators c;j; are to be treated as spinors

? () °
5
Gt (#)

of two components, one with spin up and the other with spin down. When each lattice site
is occupied by a single particle, the unipolarity condition is valid

ij = (40)

i (") G (") + k() g = 1. (41)

The canonical transformations introducing spin operators  Sjt, acting on the spaceH ¢,
read as

" w1 " _ .
CJTf( )ij( ) = §+ szf, C]Tf( )ij(#)— ijf+ ISjyf

l (#) cjr (#) = % g, . (42)

Employing these canonical transformations and wishing to write the Hamiltonian in a
compact form, we de ne the average direct interactions

1,
Fs N & Fijt (43)
i6]
the average exchange interactions
1
¥oogadin (44)
i6]
and the effective chemical potentials
1,
mg m+ Na Tijf . (45)
ij
Then Hamiltonian (38) becomes
_1 5 23
He = S wiUsN o wia JirSie Sjp wimeN (46)
i6]
where 1
Ui Feo 53 (47)

For localized particles, the tunneling term Tj;¢ is small and can be neglected. Hence,
as is seen from expression (45),m¢ = m Then the last term in Hamiltonian (46) be-
comes w¢nN. Such linear scalar terms in ws can be omitted since they enter the
Hamiltonian (26) as wim+ wom = m which is as a constant shift. The value (47) char-
acterizes an average potential acting on each particle in the system and is mainly due
to direct interactions that are usually much larger than the exchange interactions. Itis
reasonable to assume that this average potential does not depend on the kind of magnetic
phases, so thatU; = U. For generality, it is also necessary to take into account an external
magnetic eld Bg. As a result, we come to the Hamiltonian

1 o 2
He = 5 wiUN  w?3 3Sir Sif wrQ mBo Sjf . (48)
i6] i
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The main feature of the paramagnetic phase is, clearly, the absence of long-range
order. The direct way of taking this into account on the microscopic level is to notice that
the term of exchange interactions (37) essentially depends on the localization of Wanier
functions. From expression (37), it is evident that the better Wannier functions are localized,
the smaller the exchange term. Therefore, accepting that the paramagnetic exchange term
is very small, automatically degrades the long-range order. Keeping this in mind, we set to
zero the paramagnetic exchange interactions, Jj> = 0. Then the Hamiltonian (48) yields for
the ferromagnetic phase

1 o o
Hy= > WiUN  wid Jj1Sii Sii w1 mBo Sjp, (49)
i6] j

and for the paramagnetic phase

1
H, = EWZ%UN w2 § mBo Sz . (50)
i

The external magnetic eld is assumed to be directed along the z-axis
Bo=Boe; (Bo 0). (51)
Recall that the total system Hamiltonian, according to (26), reads as
M
B=H; Hy. (52)

The order parameters can be de ned by the averages
* +

St é_ szf ) (5 3)
J

which lie in the interval

0 s 1 (f=1,2). (54)

For the ferromagnetic phase, there exist such low temperatures where

lim s> 0 T! 0), 55
B:)IOl ( ) (55)

while for the paramagnetic phase at all temperatures, one has

[ =0. 56
B:)gnOSz (56)

Accepting that interparticle interactions are of a long-range order, Hamiltonian (49)
can be simpli ed by resorting to the mean- eld approximation

S$iSh=S1hSpi+hsyi Sy h S§ihsyi, (57)
where i & j. This reduces that Hamiltonian to the form

1 1 3
Hy= > wf U+ 5 J§ N W§J§+ w1mpBo aJ szl' (58)

6. Free Energy of Mixture
De ning the reduced free-energy in the standard way

T
F= WInTreb"é', (59)
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introducing the dimensionless parameters

U mBo
u j y h T ’ (60)
where 1
J x= =4 J1. (61)
N i6]

and measuring temperature in units of J, we come to the mixture free energy

F=R+K. (62)
Here the free energy of the magnetic component is
" I #
H:%wf u+%ﬁ T In 2cosh wlh;rwasl : (63)
with the order parameter I
s; = tanh Vvlh;_rT\N%Sl : (64)
and the free energy of the paramagnetic component is
K= %Wg u TlIn 2cosh V;—ZTh , (65)
with the order parameter A
w
s = tanh % . (66)

Studying the properties of the free energy, it is convenient to represent it in the form
symmetric with respect to both phase components, introducing the quantity

1 o Jjf
9 a5 - (67)
N i6 J

By de nition, g; = 1, while g ! 0. Then the partial free energy
T
Fr= e bHy (68)

becomes " 2 L #
1, 1 weh+ wtgssy

Fr=wi u+ 3 g;$ TlIn 2cosh — (69)

with the order parameter |

wih+ w2ggst

s¢ = tanh
f 2T

(70)

7. Stability Conditions

The statistical system is stable when it is in the state of the absolute minimum of the
thermodynamic potential, which in the present case is the free energy. The systemis in the
mixed state, provided the free energy (62) corresponds to a minimum with respect to the
variables wy, s1, and s,. The variable w; is expressed through the relation w, = 1 w;. For
convenience, it is possible to use the notation

Wy W, w,=1 w (71)
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and consider only the variable w, instead of w; and w, connected by the normalization
condition. The conditions of the extremum are
E =0 , E =0 , E =0
Is1 sz fiw
The rst and second conditions give the expressions (64) and (66) for the order param-
eterss; and s,. The third equation, due to the normalization condition, can be written as

(72)

fF _ TF

fwg  wy

Using the derivative

1k _ 1 1
w, we u ngS% éhsf

results in the probability of the ferromagnetic component

_2u+h(s %)

=T 2 (73)

The extremum is a minimum provided the principal minors of the Hessian matrix are
positive. The Hessian matrix is expressed through the second derivatives

TF 1 1 5 2
TVV?_U 39St g h+ 2wsgssy
!
P°F > PR_1 o, L st o
wWils aT wsgsr h+ 2wegrsy @ =5 wigs 1 T W50t
For the considered system, we have
T°F _ 1 s 2 1 S,
W—ZU é% T(h+2wsl) Th,
?F _ 1 s,
wis, g W (h+ 2ws,) ,
!
PE_ PF_WE_ 0 FF_1, . 1 g,
wis, s, 188 1€ 2 2T

The minimum of the free energy implies the stability conditions that for the present
case become 5 5
°F °F
—>0, — >0,
w2 1sd
TF°F P
w2 g2 Twis
We need to solve the system of equations for the order parameter s;, given
in (64) and satisfying condition (55), for the order parameter s, given in (66) and sat-
isfying condition (56), and for the probability of ferromagnetic phase w, de ned in (73) and
satisfying conditions (28). If there occur several solutions, it is necessary to choose the solu-
tion that corresponds to the minimal free energy and satis es the stability conditions (74).

2
(74)
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Furthermore, it is necessary to choose the state with the minimal free energy between
the free energy F of the mixture, free energy Fse, Of the pure ferromagnetic phase

_ 1 1 h+ Ster
Free= 5 U+ 5 £, TIn 2cosh o , (75)
with the order parameter
Ster = tanh Ster (76)
fer oT ,
and the free energy of the pure paramagnetic phase
1 h
Fpar = > TIn 2cosh o7 , 77
with the order parameter
h
Spar = tanh —— . (78)

2T

8. Results and Discussion

We have derived the model of a mixed system describing the coexistence of different
phases when at least one of the phases represents nanoscale regions of a competing phase
inside a host phase. The spatial distribution of the phases is random. This picture is often
termed nanoscale phase separation. As a concrete example, we have studied the mixture
of ferromagnetic and paramagnetic phases, modeling a ferromagnet with paramagnetic
uctuations. The choice of this example is dictated by the fact that spin models serve as
typical illustrations of phase transitions of different nature.

After averaging over phase con gurations, we obtain a renormalized Hamiltonian,
taking into account the coexistence of mesoscopic phases. In the resulting effective picture,
thermodynamic potentials are represented as the sums of replicas characterizing different
phases. This, however, is not a simple sum of the terms corresponding to pure phases, as
in the case of the Gibbs macroscopic mixture, where, for instance, free energy is a linear
combination, in our case

Fe = WiFfer + WoFpar . (79)

The separation of phases is connected with the existence of surface free energy. The
latter is not a microscopic notion and is not de ned at the level of operators and microscopic
states. The surface free energy is a thermodynamic notion de ned by the difference
between the actual free energy of the system and the free energy of the Gibbs macroscopic
mixture [81-83]. That is, the surface free energy is de ned by the difference

Fsr= F Fs. (80)

In our case, this is
Fsur= i+ i WiFfer WoFpar. (81)

Contrary to a pure phase needing a one-order parameter (that can be a vector or a
tensor), the mixed state requires, for its correct description, a larger number of parameters.
Thus, compared to the pure ferromagnetic phase, described by a single order parameter S¢er,
the mixed ferromagnetic—paramagnetic state needs three parameters: the order parameter
(reduced magnetization) of the ferromagnetic component, s;, the order parameter (reduced
magnetization) of the paramagnetic component, s,, and the probability of one of the phases,
say w, with the probability of the other phase given by 1 W.

In Figures 1-8, we present the results of the numerical investigation for different
parameters u and h. Only stable solutions are shown. The absence ofF in a gure implies
that F is unstable. Depending on the values of the parameters, there can exist two types
of behavior.
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(i) Atlow temperatures, the system is a pure ferromagnet described by the free energy
Fier and the order parameter sger  S1, with w 1. When increasing temperature,
Frer gradually approaches Fpar corresponding to a paramagnet. The order parameter
Ster  S1 has the form typical of the ferromagnetic magnetization. This behavior, for
instance, happens foru < 0.25and allh > 0.

(i) Foru> 0.25, at low temperatures, below the nucleation temperature Ty, the system
is a pure ferromagnet, with the free energy F:q, the order parameter s;r S, and
w 1. At the nucleation temperature Ty, there appears a solution for the mixed
state with the free energy F and the order parameters s; and s,. The free energy F is
lower than F;g, but does not intersect it so that the nucleation is to be classi ed as a
zeroth-order transition.

0
r--. =  (A&@l/  r---- - F
f T Ry @ e Fo (D)
_________ Q'—'—--:_:_\ ' T -0 -
B O
- 0.5F ' .“'~:~?~\
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fer 075} fer ‘;’
at u=0.3,h=01 -1r U=03,h=05 /
-1.25¢
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0 0.2 0.4 0.6 0.8 T 1 0 0.2 0.4 0.6 0.8 T 1

Figure 1. Free energies of the mixed state,F (solid line), ferromagnetic state, F¢e, (dash—dotted line), and of the paramagnetic
state, Fpar (dashed line), for u = 0.3 and different magnetic elds: (a)h= 0.1; o) h= 0.5.
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Figure 2. Order parameters s; (a), s (b), and w as functions of dimensionless temperature T (c), for u = 0.3 and different
elds: (1) h= 0.01; (2)h= 0.1; (3)h = 0.2; (4)h = 0.3; (5)h = 0.5; (6)h = 1. The corresponding nucleation temperatures are:
(1) Th = 0.15; (2)T, = 0.24; (3)Th = 0.34; (4)T, = 0.44; (5)Tn = 0.66; (6)Ty = 1.42.
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Figure 3. Free energies of the mixed state,F (solid line), ferromagnetic state, F;,, (dash-dotted line), and of the paramagnetic
state, Fpar (dashed line), for u = 0.6 and different magnetic elds: (a)h= 0.1; ) h= 0.5.
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Figure 4. Order parameters s; (a), s, (b), and w as functions of dimensionless temperature T (c), for u = 0.6 and different
elds: (1) h= 0.01; (2)h= 0.1; (3)h = 0.2; (4)h = 0.3; (5)h = 0.5; (6)h = 1. The corresponding nucleation temperatures are:
(1) Th = 0.14; (2)T, = 0.20; (3)Th = 0.26; (4)T, = 0.33; (5)T,, = 0.46; (6)T, = 0.89.
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Figure 5. Free energies of the mixed state,F (solid line), ferromagnetic state, F;e, (dash—dotted line), and of the paramagnetic
state, Fpar (dashed line), for u = 0.8 and different magnetic elds: ( a) h= 0.3; ) h = 1. Forh = 0.3, the mixed state is not
stable. Forh = 1, the zeroth-order nucleation transition occurs at the nucleation temperature T = 0.72.
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Figure 6. Order parameters s;, S, and w as functions of dimensionless temperature T, for u = 0.8 and different elds:
(@ h= 0.1 (solid line), h = 0.2 (dashed line); h = 0.3 (dash—dotted line); h = 0.5 (dotted line); (b) h= 0.01;h= 1;h= 2. The
corresponding nucleation temperatures are T, = 0.14,T, = 0.72,andT, = 1.77; €¢) h= 0.01;h= 1;h = 2; (d) h = 0.01;

h=1h= 2.

In this way, the nucleation transition is the transition of a system from a pure phase
into a mixed phase. In the considered case, this is the transition between the pure fer-
romagnetic phase and a mixed state, where ferromagnetic regions start coexisting with
paramagnetic uctuations.

As follows from the gures, the zeroth-order nucleation transition is accompanied by
the abrupt appearance inside the ferromagnetic phase of a nite concentration of nanoscale
paramagnetic regions. Hence, when the concentration of the paramagnetic admixture
does not continuously grow from zero but increases by a jump, this suggests the possible
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occurrence of a zeroth-order nucleation transition. The appearance of paramagnetic regions
can be noticed by means of M&ssbauer experiments.
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Figure 7. Free energies of the mixed state,F (solid line), ferromagnetic state, F¢e, (dash—dotted line), and of the paramagnetic
state, Fpar (dashed line), for u = 1.5 and different magnetic elds: (&) h= 1; (b) h= 5. Forh = 1, the mixed state is not
stable. Forh = 5, the zeroth-order nucleation transition occurs at the nucleation temperature T, = 4.55.
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Figure 8. Order parameters s, (a), s, (b), and w as functions of dimensionless temperature T (c), for u = 1.5 and different

elds: (1) h= 0.01; (2)h= 0.5; 3)h= 1; (4)h= 2; (5)h = 5; (6)h = 6. The nucleation temperatures are T, = 4.55forh=5
and Tp, = 6.4forh= 6.

We show, numerically, that the nucleation transition can be of zeroth order. From one
side, this could be a consequence of approximations involved in the process of calculations.
From the other side, strictly speaking, nucleation is not a typical phase transition, because
of which, it is not compulsorily required to be classi ed as either rst or second order.
Although, as is discussed in the Introduction, there are works showing that even classical
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phase transitions could be of zeroth order. Even more so is allowed for such a non-classical
transition as a nucleation transition.
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used, such as the wavelet based multifractal analysis [19], the root mean square method [20],
the variogram method [ 21], the structure function method [ 22] or the variation method [ 23].

However, for macroscopic volumes consisting of a large number of randomly dis-
tributed surfaces/interfaces, such real-space methods are not appropriate since the under-
lying microscopy techniques may introduce artefacts in sample preparation and can be
used to provide only information for small surface areas. To overcome this issue, one can
describe the average of the correlations among atoms positions by using an appropriate
statistical or ensemble average of the electron density distribution within the particle [ 24].

In this paper, small-angle scattering (SAS) technique is used to estimate the overall
shape, size and fractal dimension of 2D disordered fBs. This involves an analysis of scat-
tering intensity 1(q) and its Fourier transform and the pair distance distribution function
(pddf; p(r)). Depending on the parameters sought, either 1(q) or p(r) may be more conve-
nient for detailed analysis [ 25]. While symmetry and self-similarity characteristics provide
more pronounced effects in the reciprocal space, the determination of the shape and size
is more intuitive by using p(r). As such, in this work, the advantages provided by both
analyses are exploited.

In order to illustrate the general applicability of employi ng SAS technique in reveal-
ing structural properties of naturally occuring (i.e., sta tistically self-similar/affine) fractal
surfaces/interfaces, in this work, several classes of fBs observed on a regular grid are inves-
tigated. It is shown that the obtained fractal dimensions provide values for the Hurst and
spectral exponents in very good agreement with theoretical ones. The main steps on how
I(g) (and p(r)) can be employed to differentiate between various fBs are described in detalil,
and similarities with SAS from exact self-similar surface fractals [26—28] are highlighted.

2. Theoretical Background

SASs of X-rays (SAXS) or neutrons (SANS) are experimental techniques used for
the investigation of structures with dimensions from 1 nm up to several hundreds of
nanometers [29). In the case of SAXS, the incoming wave induce dipole oscillations
in the atoms, and the electrons are excited due to the high energy of X-rays. In turn,
the accelerated charges generate secondary waves, which then add up at large distances
and provide the scattering amplitude. This is related to the electron density distribution of
the scattering object by a Fourier transform. However, in a scattering experiment, due to
the high frequency, only the square of the amplitudes (scattering intensities) are recorded
as a function of the scattering angle [30].

In SANS, neutrons interact with the nuclei of the atoms and with unpaired electrons,
and they are sensitive to the isotopic composition of the sample. Neutrons can be used as a
magnetic probe (since they posses a magnetic moment), and this allows us to investigate
bulk properties of matter (due to their weak interaction with matter) [ 30]. In contrast
to SAXS, where scattering amplitudes increase regularly with atomic number, in SANS,
neutron-coherent amplitudes vary irregularly and are related by a Fourier transform to the
scattering length density distribution [31].

Therefore, SAXS and SANS have their own advantages depending on the sample
investigated. In particular, SANS is often used in combination with contrast-variation
to probe the structure of multicomponent macromolecular complexes. In the following,
the theoretical background is focused on SAXS but it applies to SANS as well when electron
density is replaced by a scattering length density distribution.

2.1. Small-Angle Scattering Technique

In SAS, the differential elastic cross-section per unit angle, i.e., the scattering inten-
sity, is obtained as the product between the scattering amplitude A(q) of the irradiated
volume and its complex conjugate A(q) . Here, g is the scattering vector with length
q= 4pl lsing,| is the radiation wavelength and 2 qis the scattering angle. Furthermore,
one considers a scattering process that involves a two-phase system consisting of a large
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number of disordered particles with rough surfaces described by fBs (see below) embedded
in a homogeneous matrix/solution.

Let us denote r (r) as the electron density for a particle of volume V in a xed ori-
entation, i.e., the number of electrons per unit yglgng at position r. Then, the scattered
amplitude can be written as follows: A(q) = r(r)exp( iq r)dV, where dV is a
small volume element situated at position r and which contains r (r)dV electrons. Therefore,
the scattering intensity becomes the following [30]:

Z ZZ

(@) A(g)A(q) = E%(r) exp( ig r)dV, (1)

RRR . .
where g2(r) = r(ro)r(ry r)dV is the convolution square [30,32].

In order to take into account the contribution of the matrix/solvent, the electron
density in Equation (1) shall be replaced by the difference between electron densities of
the particle and that of the matrix/solvent ( rg), i.e., byDr = r  rq. This is also known in
the literature as the contrast The random orientations of the particles over orientations are
taken into account such that hexp( iqr)i = singr/ gr. This results in the following [30]:

singr
qr

Zy
I(q) = 4p . p(r) dr, 2

where p(r) = r2De?(r) is the pair distance distribution function (pddf) and provides
the number of different electron pairs found in the range (r,r + dr) within the particle.
Geometrically, p(r) is the distance histogram of the particle and has the property that
p(r) = Oatr = Oand atr > Dmax, Where Dmax is the maximum dimension of the particle.
For a nite number N of point-like scatterers, Equation (2) can be approximated by the
following [33]:

d sinqr,

(@ = N+2& p(r) = ™. ®)

where Ny, is the number of bins, and p(r;) is the population at pair distance r;. This ap-
proach brings an important computational advantage since it can handle systems consisting
of a large number of scatterers in reasonable timescales [33].

2.2. Small-Angle Scattering from Fractal Surfaces

Within the class of fractal surfaces, one distinguishes three main subclasses of fractals.
Figure 1 provides a schematic illustration for 2D case for each subclass. The rst subclass
(Figure 1 left) consists of a dense object with a fractal surface. The corresponding fractal
dimension of the mass is Dy, = 2, the fractal dimension of the surfaceis 1 < Dg < 2 and the
fractal dimension of the pores (i.e., the surrounding) is D, = 2 as for the mass. When
Ds! 1, the surface is perfectly smooth, while for Dg! 2, the surface is so folded that it
almost completely lIs the plane. They are known in the literature as surface fractals. Such
surfaces are speci c to erosion surfaces (materials or mountains), chemically dissolved
surfaces, thin Ims, corrosion surfaces, fractures, etc. [34].

The second subclass (Figure 1 middle) is a fractal resembling a branched cluster
or network and for which its surface is also a fractal. For this con guration, we have
Dm = Ds < 2and Dp = 2. The higher the value of D, the more close the structure is,
while for Dy, ! 1, the object becomes a line. They are known as mass fractals, and they are
speci ¢ to polymer chains or various types of aggregates (carbon, soils, etc.).

The third class (Figure 1 right) is also a dense object but within which there exists a
distribution of pores or holes with a fractal structure. This is called a pore fractal, and it has
the properties that Dy, = 2 and Dg = Dp < 2. The higher the value of Dy, the more porous
the structure becomes. As the name implies, they are speci ¢ to various porous structures,
such as carbon nanopores, bituminous coals, etc.
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Figure 1. Schematic representation of the three main classes of fractals that can be described in a SAS experiment.
(Left) Surface fractal (Dm = Dp = dand Ds < d). (Middle ) Mass fractal (Ds = Dy < dand Dp = d). (Right) Pore/volume
fractal (Ds = Dp < dand Dy, = d). Here, d = 2, and it represents the Euclidean dimension of the embedding space. See
main text for details.

The fractal dimension of the fractal surface is related to the power-law behaviour of
the scattering intensity (Equations (1)—(3)) by [35,36].

(@ ua ? 4)

Here, a is the scattering exponent and carries out information about the fractal dimen-
sion: a = D, for mass fractals [37], a = 4 Ds [38] for surface fractals and a = D, for
pore fractals [39]. These relations allow inferring the type of fractal from SAS data: if the
measured scattering exponent of 1 () vs. qis smaller than two, then we deal with a mass
fractal, while if it is higher than two (but smaller than three), we have scattering from a
surface fractal [35,36].

2.3. Fractional Brownian Surfaces

Let us consider a two dimensional Euclidean space. A fBs Vy on R? is a function for
which its increments have a Gaussian distribution with the variance of the following [40]:
D E
VHOO  Vu(!I® wix oy, (5)

where h i denotes an ensemble average over many samples ofVy, 0 < H < lisa
parameter known as a Hurst exponent and x,y 2 R2. The parameter H controls the
roughness of the surface: the larger its value, the smoother the surface. It is related,
together with the spectral exponent b (1 < b < 3), to the fractal dimension of the surface
by the following [40].

D=3 H=2+

(6)

Here, b is useful for the determination of the spectral density or the two point autocor-
relation function of Vy, which provides information about the correlations in the surface in
turn.

3. Methodology for Generating the Fractional Brownian Surfaces and for Calculating
the Pair Distance Distribution Function

In the present paper, fractional Brownian surfaces (fBss) are generated at different
values of H (and implicitly of b) based on Equation (5) and by using the Fourier lItering
method suggested in Reference @1] (Figure 2). The obtained surfaces are discretized on a
rectangular grid and are recorded as elevation data relative to a plane at z = 0 (Figure 3).
The smallest distance between grid points is denoted by Imin . The length of the surface in
either x or y direction is denoted by a(Figure 3). In this approach, the resulting structure
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is a point-like distribution similar to the one shown in the middle of Figure 1 but with
“branches” not limited to a single plane. Instead, they are con ned into a limited range
Zmin < Z < Zmax, Where zni, is the lowest elevation point, and zmay is the highest one (see
Figure 3, middle). Therefore, the model considers the space between the elevation planes
(through the heights of each point relative to the z = 0 plane), and fBs divides this space
into two non-fractal regions. This is similar to the division of the plane into two non-fractal
regions by the boundary of the disk in Figure 1 (Left). This separation gives rise to surface
fractals, and the parameter D in Equation (6) is related the surface fractal dimension Dg
described in Section 2.2 Note that although the resulting structure is embedded in the 3D
Euclidean space, the self-similarity properties are manifested only along two directions ( x
and y).

Figure 2. Fractional Brownian surfaces on a square grid with dimensions x = y at various values of Hurst exponent H.
(a—c) 3D representation. (d—f) Density plot. (a,d,g) H = 0.9. b,e,h) H = 0.6. ,f,i) H = 0.3. The peaks and bottoms are
represented by light and dark regions along Oz-axis, respectively. ( g—i) are the same as () but are represented in a single
color for better visualization of the variation of density plot roughness. ( @) x_y = 2.31z. (b)x_y = 1.7&. (c)x_y = 1.1%.

117



118



119



120



Symmetry2021, 13, 2042

2pal d, whered = P 2iZmax + Zminj/ bis a measure of the size of the cross-sectional area.
Here, zmax and zmin are given in the legends of Figure 1. However, since the dominant
contribution comes from equaldimensions x and y in this con guration, the overall size
changes insigni cantly. Therefore, the corresponding scattering intensities in Guinier and
I(q) u q 2 power-law decay are very similar. Since 2p/d"' 35.9 here is well beyond
the investigated g-range, one expects that to observe more pronounced differences for
gaé& 35.9 (see Figure 5c¢), which would allow revealing the fractal dimension of each fBs.
This would require more extensive hardware resources than only a desktop computer.

For class CllI fBss, the Guinier region iB followed rst by a power-law decay (g uqg?
intherange2p . ga. 2pa/ d,whered= " 2jzmax + Zmin] iS @ measure of the cross-section
size. This is subsequently followed by a second power-law decay, which is similar to those
from class | fBss. The succession of these types of power-law decays is a signature of an
elongated structure with rough surfaces. Similar to the classes CI fBss, here the roughness
also increases with decreasingH and is re ected in the value of the scattering exponent.

Note that for fractal surfaces with exact self-similarity, the power-law decay corre-
sponding to the fractal region has an exponent equal to the fractal dimension of the surface.
However, the simple power-law decay observed here is replaced by a succession of maxima
and minima superimposed on a simple power-law decay. For such systems, the periodicity
and number of these minima can be used to extract additional structural information such
as the fractal iteration number or the value of the scaling factor [26—28].

5. Conclusions

The main structural properties of fBss at nano-scales and micro-scales are studied in
both real and reciprocal space by exploiting the behaviour of pddfs and, respectively, of the
associated small-angle scattering intensities.

The proposed approach allows us to reveal the dependence of fractal dimension
and the overall size and shape of fBss on the Hurst (and implicitly, spectral) exponent.
The obtained values of these structural parameters (obtained from analysis of data in
Figures 4 and 5) are in a good agreement with the simulated ones (obtained from analysis
of Figure 1). In particular, the simulated fractal dimensions resulting from the slope of SAS
intensity at high qregions (see Figure 5) are in very good agreement with theoretical ones
(given by Equation (6)).

It is shown how the SAS technique can distinguish between fBss embedded in Eu-
clidean dimensions of different dimensionalities. The distinction is based on the presence
(for at-like and rod-like fBss) or absence (for globular-like fBss) of a succession of two
power law-decays with different scattering exponents. The scattering exponent a of the rst
power-law is an integer re ecting the Euclidean dimensionality ( a = 1for 1D and a = 2 for
2D), while the scattering exponent for the second power-lawis a= 3 H, re ecting the
fractal dimension. For both power-law regions, their lower bounds allow us to determine
the overall size and, respectively the cross-section size of fBs, as described in Section 4.2
Scattering intensitiesTherefore, such a succession allows a structural characterization of
fBss at various scales.

The results shown here could be a starting point for a multi-scale analysis of more
complex structures involving fBss, such as mass fractals (see Figure 1 Middle) in which the
branches themselves are rod-like fBss. In this case, one should expect that the rst power-
law decay will be replaced by a decay of the type 1(q) u g Pm, where Dy, is the fractal
dimension of the mass fractal. Other complex geometries can be modeled by considering
that the fBss form a closed surface over a domain with a given shape (i.e., ball, ellipsoid,
torus, etc.).
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exponent of the power law depends on the mechanism behind the turbulence, and different
theoretical models predict exponents to be close together. Unfortunately, experiments do
not have the necessary precision to distinguish between them. Hence, strategies other
than the power law identi cation have been employed to identify and characterize QT.
Energy and particle uxes have been used in simulations [ 8,9] and experiments [10,11] to
overcome some of these dif culties. Since turbulence and disorder are intimately related,
an approach based on the entropy of turbulent BECs has also been successfully applied [12]
as an alternative method to investigate and characterize quantum turbulence.

A typical scale used to study turbulence in liquid helium is the vortex line density. Its
time dependence provides evidence of the mechanism behind the turbulent regime [ 13). In
some “He experiments, where visualization techniques are well-developed, the geometry
and interactions of vortices can be directly observed [ 14]. In trapped BECs, where the
range of length scales available is much smaller, the visualization techniques have not yet
reached the same level of detail.

In this work, we employed a length scale associated with the momentum distribution
n(k) to study the onset of turbulence and the turbulent state. It is inspired by the integral
length scale, which is a quantity commonly used in classical turbulence. If we assume
isotropic ow, then the integral length scale Lg can be written in terms of the incompressible
kinetic energy spectrum E(k) [13,15,16],

R¥
dk E(k,t)/ k
Le(t) p %ﬂ )

o dk E(kt)

Casting Equation (2) in this form also illustrates that it is the length scale that contains
most of the energy of the system.

It is known from numerical simulations that in some cases turbulence is mainly in
the form of waves, and in sother cases mainly in the form of vortices, depending on the
excitation protocol and boundary conditions of the system. Since moving vortices radiate
waves and strong waves can create vortices, the relative proportion of waves and vortices
depends on the particular experiment. In numerical simulations, one has access to the phase
of the wave function [ 17]. Thus, the circulation can be computed to distinguish vortices
from waves. Moreover, in the simulations, one can formally identify the compressible
kinetic energy, which comes from waves, and the incompressible kinetic energy related
to vortices. Unlike in the simulations, in the experiments, we cannot separate waves and
vortices so easily.

However, with current experimental techniques, we can measure the momentum
distribution n(k) independently of its origin: waves, vortices, or a combination of both.
Hence, with Equation (2) in mind, we de ne the following length scale,

R¥
dk n(k, t)/ k

L(t)= Ry— ©)

o dkn(k,t)

Intuitively, L is associated with the scale where most of the particles reside. In this
work, we investigated the behavior of this quantity, and we showed that it is possible to
use it to study a turbulent BEC.

Besides the dif culties mentioned above, there is also an experimental challenge when
studying QT in trapped BECs. The momentum distribution of the cloud is obtained using a
two-dimensional (2D) projection of the three-dimensional (3D) condensate. We employed
the inverse Abel transform, an integral transform that connects the 2D projection of an
axially or spherically symmetric function to its 3D value, to reconstruct the momentum
distribution of the three-dimensional cloud. We showed that the results for the characteristic
length scale are qualitatively the same if calculated using the two-dimensional projection.
This indicates that it is possible to study some aspects of the turbulent states using the
experimental data directly, without reconstructing the three-dimensional cloud.
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to obtain the 3D momentum distribution from its two-dimensional projection. It is an
integral transform given by

z
_ 17 ¥ dnyp(K01) - dK®

We normalized the distributions according to
VA
4p  dk K ngp(kt) = 1. (6)

The signature of a particle cascade is a power law, n(k) u k 9. Equations (4) and (6),
together with dimensional analysis, suggest that if we observe a power law both in the
two-dimensional momentum distribution, n,p(k) g k %0, and in the three-dimensional
one, nap(k) p k %o, then their exponents differ by one, dsp thp = 1. To go beyond
simple dimension analysis, in Appendix A, we derive this relation analytically for the
case where a power law is present over the whole k-range. Although this toy-model is
nonphysical, it sheds light on how we can reconstruct the three-dimensional momentum
distribution based on symmetry arguments.

In our system, the low-momenta region of n(k) is dominated by the presence of the
condensate, which corresponds to a Gaussian distribution. We show in Appendix A that the
inverse Abel transform of a Gaussian function is also a Gaussian with the same width. This
symmetry is extremely useful because we can work with the two-dimensional projections
for quantities related to the Gaussian shape without the need for 3D reconstruction. This is
the case of the temperature, which is related to the width of the Gaussian.

All the arguments presented above indicate that the power-law exponents in an ideal
situation would be related through d3p dp 1. However, the fact that we have the
power-law behavior superimposed with the condensate at the low-momenta region of the
momentum distribution alters this relation. Hence, we need to verify the exponents with
the experimental data.

A power law is simply a line in a log—log plot of the momentum distribution as
a function of k. We then look for a time window when, in a certain k-range, n(k) is
proportional to k 9, the particle cascade characteristic of a turbulent cloud. We performed
the experiment described in Section 2 employing six different excitation amplitudes. For
only the three highest ones, A = 1.8, 2.0, and 2.2my, we observed the appearance of a
power-law, around t 35 ms and in the region 10 m 16 k6 15 m 1. We found the
exponents dop = 3.1(1) and dsp = 3.8(2), whichleadto dgp dhp = 0.7(3). Itis interesting
to see that even in our nite-sized non-homogeneous system inside an anisotropic trap, we
still have dgp  dbp close to one.

In Figure 3, we present the time evolution of both the two- and three-dimensional
momentum distributions for an excitation amplitude of A = 1.8 ny (which is qualitatively
the same for A = 2.0 and 2.2ny). As we wait after the external excitation has been turned off,
the distribution evolves, promoting the population from low to high momentum values, as
can be seen in Figure 3.

Some words regarding the values of the exponents we found are in order. To the best
of our knowledge, there is no theoretical work that describes all aspects of the experiments
we performed, mainly for two reasons. First, our condensate is produced in an anisotropic
trap. From the theoretical perspective, it is much easier to implement periodic boundary
conditions and describe, or simulate, bulk systems. Second, the route we take is the
inverse of most experiments. We begin with a BEC in equilibrium and then excite it,
while, for example, quench experiments usually start with a thermal gas and produce a
condensate [23,24]. However, after these considerations, we can compare the momentum
distributions and exponent we obtained with other works that share similarities with
our experiment.

One of the rst predictions for the time evolution of the momentum distribution
describing Bose-Einstein condensation in a far-from-equilibrium system is given in Ref-
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erence [25]. The authors nd a plateau in the lower momenta region and a power law at
higher momenta, akin to what we observe in our experiments; see Figure 3. Since then,
much progress has been made in characterizing turbulent ows in BECs. The advances and
state of the art concerning this topic can be found in Reference [26], for example. Here, we
will discuss two references that capture the essential physical aspects of our experiment.
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Figure 3. Time evolution of the momentum distributions for an excitation amplitude of A =1.8m.
We present the results obtained with both ( &) the angular average of the absorption image and (b) the
three-dimensional reconstruction of the cloud using the inverse Abel transform. In both plots, we
include the curve corresponding to the power-law behavior characteristic of the turbulent states as a
guide to the eye.

The authors of [27] address the topic of turbulence in ultracold Bose gases under the
light of the so-called non-thermal xed points [ 28]. They consider a variety of scenarios
and analyze each region of the momentum distributions. For strong turbulence and a freely
(without external energy input or dissipation) decaying initial state, scaling arguments
lead to dzp = 5 prediction, which was con rmed by accompanying numerical simulations.
We did not expect quantitative agreement with their results, since we have dissipation
in our system, and there are no indications that we are in the strong turbulent regime.
Nonetheless, this is one of the few references that address the decay of turbulence.

Another interesting study that allows comparison, to some extent, to our work is
presented in Reference R9]. The authors performed numerical simulations employing the
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forced-dissipated Gross—Pitaevskii equation to study Bose-Einstein condensation under
non-equilibrium conditions. They observed that the momentum distribution for the late
time dynamics, that is, after the kinetic stage is over, displays an approximately constant
value at low-momenta, in accordance with our ndings, and a power law in a higher
momentum region with the exponent dsp = 4.4 (for some values of the nonlinear term).
This value is relatively close to what we observed in this work, dsp = 3.8(2). We should
remark that the boundary conditions in their simulations and our experiments are different
and that we are exciting a BEC while they are looking at the inverse process. However, the
agreement warrants further investigations.

4. The Characteristic Length Scale

We computed the characteristic length scale given by Equation (3) using the experi-
mental data available,

Rkkd dk npp (K, t) Z
Lan(t) = Rg? =2p  dkmnp(kt),
i dk k rpp (K, t) ko
X4 dk k nap (K t Zy
Lsp(t) = RED oY =4p " dkknp(kit), (7
o dk K ngp (k1) ko

where kp 0.05 m landky 30 m !arethe smallest and largest wave vectors we can
measure, respectively. It is worth noting that although our de nition relieson  n(k)/ k, the
singular behavior when k! 0O will never be reached. The lower limit of the integrals,
kp, is inversely proportional to the largest length scale of the system, which can be large
concerning other scales, but always nite.

Using the momentum distributions obtained with different excitation amplitudes
and holding times, we can study the time evolution of the BEC, ranging from a slightly
perturbed cloud up to a turbulent state. In Figure 4, we present our results for the charac-
teristic length scale computed with both the two-dimensional projection of the cloud and
its three-dimensional reconstruction. Although they differ quantitatively, their qualitative
behavior is remarkably the same.

The L(t) value can be interpreted as the evolution of the length scale where most of
the particles are located. If we think of 1 / k as being a weight in Equation (3), then L(t) is
related to the inverse of the momentum value for which n(k)/ k is peaked. Nucleation of
excitations occurs during the excitation, whether in the form of vortices or waves. Then
the interaction of these excitations takes place, leading to different stages of deviation
from equilibrium.

For small excitation amplitudes, A = 0.8y, the system is only slightly disturbed and
removed from equilibrium, but it does not have enough energy to reach what is considered
a disordered state. In this case, it evolves differently from the others, and the value of L is
approximately constant with time.

For intermediate perturbations, A = 1.4 and 1.6m, there is a separation between
these results and the smallest amplitude, besides a clear dependence with time. For these
excitation amplitudes, we are in a regime best characterized as the onset of turbulence.
The characteristic length scale decreases on time, indicating the particle transfer to higher-
momenta, but slower than the higher excitation amplitudes.

In this work and previous investigations [ 12], we identi ed the highest excitation
amplitudes with turbulent clouds, A = 1.8, 2.0, and 2.2w,. The value of L(t) at the end of
the processes seems to depend on the amplitude and, more importantly, if we deal with a
moderate perturbation, the onset of turbulence, or a state with turbulent characteristics. It
is interesting to observe that the turbulent states quickly reach lengths comparable to the
healing length (x = 0.15(2) m), where dissipation processes are expected to occur.
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Figure 4. Time evolution of the characteristic length scale for different excitation amplitudes com-
puted with ( a) the two-dimensional projection of the cloud and ( b) its three-dimensional reconstruc-
tion using the inverse Abel transform. Although the values computed with two-dimensional pro les
are higher, their qualitative behavior is the same.

The behavior of the characteristic length scale can be descibed by an exponential decay,
L(t) = Loexp( t/tg), (8)

where Lg is the extrapolation of the characteristic length scale to the instant when the
excitation was introduced, and tg is its characteristic time.

In Figure 5, we present the values of Ly and ty tted to the functional form of
Equation (8) for different excitation amplitudes. We did not include the results for A = 0.8,
since we obtain a value of tg 750 ms, of the same order as the lifetime ofthe condensate
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Figure 5. (a) Extrapolation of the characteristic length scale to the instant when the excitation is
turned on, Lg, and (b) the characteristic time of the particle transfer, tg, as a function of the excitation
amplitude. The results were obtained tting the data to the functional form of Equation (8). Although
the analysis employing two- or three-dimensional momentum distributions produces different values
of Lo, both approaches yield the same values for the characteristic time.

Figure 5a shows that the length containing most particles of the system is approxi-
mately the same with respect to the excitation amplitudes. However, if we perform the
analysis employing the two- or three-dimensional momentum distributions, we arrive
at different values for Lg. A possible reason for this is that the inverse Abel transform
slightly shifts the n(k) pro les toward higher-momena—see Figure 3—which then implies
a smaller value of L.

In Figure 5b, we present the characteristic time that the particle transfer takes as a
function of the excitation amplitude. It is observed that ty decreases with amplitude, as
expected, since larger amplitudes lead to a faster formation of excitations and, therefore,
speed up the decay. It is possible to see that the results obtained in 2D and 3D are in
remarkable agreement. This opens the possibility of studying dynamical processes in 2D
without the need to reconstruct the three-dimensional cloud, depending on the quantity
of interest.

5. Discussion and Final Remarks

In this work, we de ned and computed a characteristic length scale related to the
momentum distribution of a trapped BEC, which allowed us to identify distinct out-of-
equilibrium stages: a slightly perturbed cloud, the onset of turbulence, and the turbulent
state. This quantity complements the formal analysis of identifying a power-law in the
momentum distribution as a hallmark of turbulence.

We also focused our efforts on calculating this characteristic length scale using both
two- and three-dimensional momentum distributions. The former is obtained straightfor-
wardly from the experimental data, and the latter is reconstructed based on the symmetry
of the cloud. From a technical point of view, it is preferable to work only with the two-
dimensional distributions, since no assumptions about the symmetry of the cloud have
to be made. Although the length scales are affected by the inverse Abel transform, which
shifts the momentum distributions to higher momenta, the qualitative behavior calculated
in 2D and 3D is remarkably similar. The excellent agreement in the characteristic time of
the particle transfer indicates that the two-dimensional analysis may be appropriate to
investigate dynamical aspects of these systems.

One important remark is that isotropy is assumed through Equation (3) only for the
kinetically dominated regions in Fourier space. Such an assumption can be made even
for inhomogeneous cigar-shaped clouds. This is because such large-scale inhomogeneities
affect only regions in Fourier space up to the order of k  2p/ Lmin, where Lpin is the
smaller linear size of the cigar-shaped cloud. In a previous work [ 11], we studied the
impact of anisotropy in the energy transfer during the evolution of turbulence in a trapped
BEC. Like the integral length scale, the energy ux can also be computed from the kinetic
energy spectrum. We found that the turbulent state can be identi ed and characterized
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in terms of the energy ux regardless of whether we employ the whole cloud or just a
region close to the major axis of the expanded cloud. We should note that the axial trapping
frequencies of this work and of Reference [11] are very close; however, in this work, we
employ a radial trapping frequency thatis 0.7 smaller than the one used in Reference [L1].
Thus, the BECs in this work are much less elongated and closer to a spherical shape than
the ones in Reference [L1]. Therefore the range of validity for Equation (3) is even larger
than in previous works.

In future works, we intend to vary the excitation protocol to investigate the changes
in the characteristic length. Since there is a compromise between the excitation amplitude
and time [ 18], it may prove insightful to investigate situations where the same amount of
energy is introduced in the system but varying the time it takes to be injected from very
slow inputs up to abrupt changes.
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The following abbreviations are used in this manuscript:

QT Quantum turbulence

BEC Bose-Einstein condensate
QUIC  Quadrupole—loffe con guration
ToF Time-of- ight

Appendix A. The Abel Transform

We used the inverse Abel transform to reconstruct a three-dimensional momentum
distribution from its two-dimensional projection in the main text. It is insightful to take the
inverse route to see what the two-dimensional projection is of a known three-dimensional
n3p(K). In this appendix, we considered two relevant cases for our physical system that
possess analytical solutions.

The Abel transform is given by

Zy 0
k%k

k)= 2 dl@nw( . Al

Nap(K) ‘ F’F 2 (A1)
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The rst case we considered is a Gaussian normalized according to Equation (6),

nean(k) = p—se K/ (%), (A2)
ps
Using Equation (A1), the normalized two-dimensional projection is
1 w@(es?
NG;2p(K) = S2¢ : (A3)

Hence, the Abel transform of a Gaussian is a Gaussian of the same width. This is very
convenient in the case of the temperature of the cloud, for example, since it is estimated
through the width of the Gaussian pro le of the momentum distribution.

The second case we considered is a power-law with exponent dzp,

np;3D(k) = Ak d3D, (A4)

with A constant. The standard normalization procedure, Equation (6), is going to fail
because this momentum distribution is not valid in the entire domain. In reality, the
power-law would be observed over a certain k-range, k; 6 k 6 ks with k; 6 0. How-
ever, this simpli ed example will have an interesting result as we will see. The Abel
transformation yields

T 2 Ak @0 ) A & (A5)

Pog dn 1
X

np;2p(K) =

where Gis the gamma function, A%is another constant, and d,p = dp 1. The conclusion
is that the bidimensional projection of a power-law with an exponent of dgp in three
dimensions is also a power-law, but with the exponent increased by one.

Clearly, the momentum distributions we presented in the main text cannot be fully
described by these two simple examples. However, they provide indications of the expected
behavior of the projection procedure.
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is chosen, which describes the generic features of a class of quantum systems. The class
is characterized by the invariance of the random ensemble with respect to symmetry
transformations. These are typically orthogonal, unitary or symplectic transformations.
Another application of RMT has been recently proposed for the description of random
measurements. It is based on Dyson's circular matrix ensemble [3,6,8,9]), which represents
random unitary matrices and has been used as a tool to determine the trace of powers of
the density matrix and the related Rényi entropy [10-14].

In contrast to these RMT approaches, we consider in the following a dynamical
approach in which only the time of a measurement is random, whereas the energy levels
f E;g of the Hamiltonian H and the overlaps hEjjYoi, hEjjYi of the energy eigenstates
fj Ejig with a given initial state jY i and a measured statejYi are not random. This leads
to the time correlation matrix (TCM) as the central tool for the de nition of the statistical
model, instead of the random ensemble of Hamiltonians in RMT. We employ this approach,
which was previously described in [ 15] to analyze the evolution of the return and transition
probabilities. In more concrete terms, for a given time t, we evaluate (in a calculation or in
a real experiment) the probability py that the system is in a certain state. Then we evaluate
the probabilities f py, p2, ...g at different discrete and randomly chosen times ft,t5,...0.
This can be translated into practical observations, for which it was assumed that each
experiment was prepared in the same initial state and all measurements were performed
for the same nal state of the evolution at different times. These experiments provide an
ensemble of probabilities f pq, pa, ...g with the corresponding times ft,1t5,..0.

For given overlaps hE;jYoi, hEjYi we can immediately predict some restrictions
for the evolution of the probability py in the N-dimensional Hilbert space. When the
overlaps vanish for some of the eigenstates|jEni, the evolution cannot reach those states
and the accessible Hilbert space is restricted to the statesE;i with j & n. This reduction
of the Hilbert space can be interpreted as Hilbert-space localization [ 16] or Hilbert-space
fragmentation [ 17]. This effect can be associated with spontaneous symmetry breaking,
induced by the choice of the initial and measured states. In the case that the overlaps with
some states are not strictly zero but very small, the access to those states may be negligible
and can be ignored. This corresponds to complex dynamical behavior and requires a
careful analysis. It is addressed brie y for the example of a bosonic Josephson junction in
Section 3, where the mirror symmetry of the junction is spontaneously broken.

This paper is organized as follows. After the de nition of the TCM in Section 2 we
focus on the properties of its diagonal elements (Section 2.1). Then the effect of spectral
degeneracies on the diagonal TCM elements are discussed in Section 2.2. In Section 3, we
analyze the diagonal TCM elements in the speci ¢ example of a bosonic Josephson junction.

2. Time Correlation Matrix
We consider the transition amplitude from jYgi tojYi

u = hyje Mjygi (1)

which is based on the unitary evolution with the Hamiltonian ~ H from the initial state jYi.
The probability of measuring the state jyi attime t, is given by jhYje HtjYij 2. In other
words, px = juj? is the probability of nding the quantum system in the state  jYi after the
unitary evolution from the initial state jYgi over the time ty. Since the evolution is de ned
by the Hamiltonian H, we consider its eigenstatesfj Ejigj=1, n and its corresponding

N . N .
uc= a hYjgihgjYoie E% 3 ge &%, 2)
=1 j=1
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Although the phases are not directly experimentally observable, their effects can be
detected through the interference of different quantum states. For instance, the product of
amplitudes at different times with probabilities of interfering amplitudes reads

U U+ Ul = 3 jug+ ud? j ug  ug? (3)
i(U U Upl) = 3 juk+ iugd? | ug  iugg?
where the probabilities can be detected in interferometric measurements. These relations
suggest considering the correlation of the amplitudes uy and uo at different times through
the TCM hu, ua ¢, where the average h..i; is taken from the distribution of times ft,g
as a result of inaccurate clocks: The time is measured by a clock in each laboratory by
counting time steps f tg. These clocks have a limited accuracy, such that the time steps
vary randomly. This implies a sequence of measurements in each laboratory, where the
clocks indicate k time steps and a total evolution time t, = t;+ + t for different values
of k. Now we can compare the measured sequences of different laboratories. This provides
a distribution of results for u, uyodue to different inaccurate clocks, where we assume that
the uctuations of the time steps ftg are independently and equally distributed. Then the
TCM s, as a spectral representation,

hu it = & Qj QjofIEiEj(t1+ g 1Eltit o)y 4)
i
8 .
EI’E‘I(Ej Eo)(t1+ +tk)it|’E IEjo(ts 1t +tko)it KO> Kk

& gy, (5 EO(r +h0j peltont F0j K0c (5)
jii° " pdE ot +tdg K= Kk

When | heBiti, and | jjo= hel (B Eio)tit the TCM elements become
G kK kK0 K
huu e = @ g gjo (6)

N _
o |}§O|.k" Ko< k

i

The TCM decays exponentially with jk kY, provided that jl il < 1. Moreover, for
xed jk kY the TCM is constant for the diagonal elements | ji = 1. This re ects the fact
that a unitary evolution between the same energy eigenstates gives just a phase factor
e Bt (cf. Equation (2)). For different energy states, on the other hand, these phase factors
lead to a decay due to interference effects after the time average.

2.1. Diagonal Elements of the TCM

The diagonal TCM element hju,j?i; is the probability of measuring the state jYi at
time t,. Before time averaging, the expressionjuj? is a diagonal element of the density
matrix r(t) with respect to the state jYi. The trace of juyj? with respect to all states jYi of
the underlying Hilbert space is the spectral form factor, often used for the characterization
of many-body quantum chaos [ 18-20]. We only mention this, but do not study it here.
In comparison with the spectral form factor, the diagonal elements of the TCM refer to
a speci ¢ measured state and to the time index k of the measurement. Thus, hju,j?it
might be useful when we analyze a large set of experimental data for a speci c state at
different times.

According to Equation (6) the average transition probability hijuj2i reads

N N
hjug%t = Pv+ &  ggo }(Jo Pv= & igj?. (7)
%1% =1
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The term Py describes the recurrent behavior, which does not depend on time. Itis
the asymptotic transition probability for k! ¥

Pn = klllfT; hju?ic (8)

provided that the energy levels are not degenerated. The case of degenerate energy levels
is discussed in the next section. The second term in Equation (7) decays exponentially with
time due to jl jj < 1, and only this term describes a change of the transition probability
during the evolution of the quantum system. This result provides a separation of the
diagonal elements of the TCM into a static recurrent term Py and a dynamic term that
decays quickly.

The recurrent term Py provides important information regarding the properties of the
quantum system. Sincejq;j? = jhY|E;ij 2jhY jE;ij 2 is a product of the overlaps between the
energy eigenstatejE;i with the initial state and with the measured state, it is a measure
of how much this energy eigenstate contributes to the transition jYgi ! j Yi during
the unitary evolution. This can be used, for instance, to describe localization with the
asymptotic behavior of the return probability to the initial state jYqi !'j Yoi: With the
dimensionality N of the underlying Hilbert space, we get localization when limy; y Py >
0, whereas the absence of localization is characterized bylim ; y Py = 0[16]. This can be
understood by noting that the normalization of quantum states implies & JN: 11hY o Ejij 2=1,
and that for a localized state, only a few energy eigenstates have nonzero overlaps with
jYoi. For a delocalized state, on the other hand, the overlaps are nonzero for a number
of order N of energy eigenstates. A special case is when all these overlaps are equal. In
that case we havejhY o] E;ij 2= 1/ N due to the normalization, which implies Py = 1/ N.
Anderson localization is associated with a random Hamiltonian [ 21]. According to the
above described picture, we can also consider Hilbert-space localization for a deterministic
Hamiltonian, which depends strongly on the initial state. For an energy eigenstate, the
system will always remain in the latter under unitary evolution. More generally, if the
initial state is a superposition of m energy eigenstates, the system will always remain
inside the m—dimensional Hilbert space, spanned by these energy eigenstates. In the
case, where the initial state is the eigenstate of Hg of the Hamiltonian H = Hg+ hHj.
h is a small parameter. hH1 is a small perturbation. In that case, it is possible that this
perturbation provides an exponentially decaying evolution away the initial state. This
would be considered as exponential Hilbert-space localization.

In the subsequent discussion we focus on the diagonal elements of the TCM, since the
off-diagonal TCM elements decay exponentially with jk k3§ according to Equation (6).

2.2. Effect of Spectral Degeneracies

Assuming that there is a spectral degeneracy E; = E,, we havel 1, =15, = 1, and
the diagonal TCM elements in Equation (7) read in this case

N N
hiug?ic = & ool fjo= Py + g+ Gl + a g o Ko, (9)
=1 110 13%1,(1196( 1.2),(2)

such that the recurrent part of the transition probability becomes
lim hju®ic = Py + guep + oo = jou + o+ & Jg° (10)
! i=3

Thus, the effect of a spectral degeneracy is a change of the recurrent and the decaying
behavior, where the recurrent term changes by jo; + gj2 | dj? j j2. This means that
the diagonal elements of the TCM are very sensitive in terms of spectral degeneracies.
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After applying a discrete Fourier transformation to the decaying part of  hju,j2i¢, we
obtain the function

~ . N
Ou(€”) = & evk & .90 ko
k 1 jj%=1k®k(j.j98(1.2.(2.]) 11
N o (11)
= a q] qJO ]

L= 1i%)98(12. 20 © ¢ 0

which is a function of w on the interval [0, 2p). In other words, Ug4(2) is a sum of poles
inside the unit circle due to jl ;o < 1. The polesl ypoand | ,q, approach the unit circle
when we get closer to a degeneracy of E, and Epo. This should be visible in Ug(é%). The
corresponding decay time Tq = 1/log jl ,nd diverges due to jl 4, 1. Therefore, the
decay time Ty is a measure of the distance from a spectral degeneracy; it diverges when we
approach the degeneracy. In general, we can de ne

1
Tm = max g 12
M =1 N logjl ijd (12)

as the largest decay time as a measure of level degeneracy.

3. Example: Bosonic Josephson Junction

In this section, we study the diagonal TCM elements of a bosonic Josephson junction
(BJJ) with N bosons as a closed quantum system. The motivation for choosing this example
is at least threefold: The model is (i) simple enough but not trivial, with interesting features
based on tunneling and boson-boson interaction; (ii) it can be solved exactly; and (iii)
it has been realized experimentally [ 22,23] with applications for commercial quantum
computers [24]. The BJJ consists of two identical wells lled with interacting bosons and
a tunneling junction between them. More formally, it is de ned by the Bose—Hubbard
Hamiltonian [25]:

J
H= S(da+ala)+ U(f+n), n, =3 a,, (13)

where aiT‘r (a ;) are the creation (annihilation) operators in the left and right wells, respec-
tively. The rstterm of H describes tunneling of atoms between the wells, and for U > 0
the second term represents a repulsive particle—particle interaction that favors energetically
a symmetric distribution of bosons in the double well. Without tunneling (i.e., for J= 0)
there are two-fold degenerate energy levels E, = U[(N k)2 + k?]/ 2 with eigenstates that
are superpositions of the product Fock state jk,N ki ( j ki j N ki) and its mirror
image jN  k, ki. This two-fold degeneracy is similar to the two-fold degeneracy of the
Ising model, mentioned in the Introduction. In contrastto the Z, symmetry of the Ising
model, the BJJ Hamiltonian has mirror-type symmetry due to the double well structure.
Individual tunneling of bosons between the wells plays the role of the symmetry-breaking
term, similarly to a local spin ip in the Ising model. Thus, an arbitrarily small tunneling
parameter Jwill lift the two-fold degeneracy of the Fock states. A difference between the
Ising model and the BJJ is that without tunneling in the latter, all energy levels are two-fold
degenerate. Therefore, the initial state can be prepared in any of these energy levels to
follow the evolution due to tunneling in the vicinity of degenerate levels. This is important
because the degenerate ground state may not be reached due to the energy conservation in
the closed quantum system.

For the following we use jYoi = jO,Ni as the initial state and jYi = jN,0Oi as the
measured state. Then we de ne the return probability (RP) and the transition probability
(TP) as

jur? = jho,Nje Mjo,Nij2, jugi? = jhN, Gje Htjo,Nij2. (14)
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Since both statesjY i, jYi are eigenstates ofH in the absence of tunneling (J = 0),
we get
jud® =1, jugd®=0 (15)

for any k due to orthogonality. This re ects the fact that this pair of states breaks the
mirror symmetry of the double well. The opposite extreme is the BJJ without boson—-boson
interaction (U = 0), which is more complex and will be discussed in the next subsection.
As we will see, this case can be described by simple functions for ju,yj?, juyj?. For
the interplay of tunneling and boson—boson interaction ( J,U 6 0), the behavior is more
complex and we rely on the time averaged expressions hjuy j2it, hjugj2ic with ty = t+ ti?
and an exponential distribution for ti?.
Zy
hir= .0 e Wdt?, (16)
0 n 1

where the time is measured in units of h/ J.

3.1. Non-Interacting Bosons

For U = 0 the spectrum of H consists of equidistant energy levels ;= JN/ 2 )
(j = 0,1,...N) and eigenstates

N/2 _ .
jEji = %(aﬁ a)lia  ah™ Jjo,0 .
J: 1)
Then the RP and the TP at timet, for N bosons read

jurki® = jho,Nje Mtjo,Nij2 = jcosN (J4/2)j?,
- ' .2 —_ - |Ht - - 2 - . N .2 (17)
jugki© = JhN, Gje "M'kjO,Nij = = jsin®™ (J4/2)j<.

For the average TP we gett, = ki + tf+ + ti?and the exponential distribution of
Equation (16):

" #

hi 0. 2 2N 'o\l N N 1 1+10 e i‘]t_(l I% K

el 1t = ”ao.:o | 10 (D 1 0 19

" B #
N 2 N (19
N N N o e
- 2 2N é + 2 2N é ( 1)|+| _ , (18)
=0 | 110=01% | | |0 1 iJ( I(b
I+10

whereas the average RP is the same without the factor( 1
for the asymptotic value at k ¥ for both probabilities

. From these results we get

22N

Pv hj urid®ic hj ug@ic

2
" (19)

i1 Qo=

=0

which re ects the mirror symmetry of the BJJ.

3.2. Interacting Bosons

Exact solutions exist for this model also for J,U & O, but in contrast to the non-
interacting case they are complex and dif cult to present in general. For instance, the
resolvent is a meromorphic function with polynomials of orders N and N + 1 [16,26].
Therefore, we only plot the results for the RP and the TP and their averaged counterparts
here. For transparency, we chose for all subsequent plotsN = 20 bosons.

First, the evolutions of the RP and the TP are presented in Figure 1 for two values
(u = 1,2) of the interaction parameter u = NU/ J. This clearly reveals that the RP
dominates over the TP for increasing u, as we expected from the results of the two limits
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J= 0and U = 0. Itis interesting to note that in a mean- eld (classical) approximation
of the BJJ there is a sharp phase transition in terms of the interaction parameter, where
the mean- eld TP is completely suppressed when u uc = 2 [27]. The strong interaction
phase is also called the self-trapping phase. The analogue of the latter in the quantum BJJ
is Hilbert-space localization, re ected by the scaling behavior of the inverse participation
ratio [16]. This also indicates the existence of a critical uc.
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05 |
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0.4
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0.05 ]

0 — . SR e
0 2 4 6 8 10 12 14 16
time

Figure 1. Signatures of a qualitative change in the evolution of a bosonic Josephson junction upon
increasing interaction strength u. The plots represent the dynamics of 20 bosons foru = 1, 2, where
the top panel gives the return probability ju,,kj2 and the bottom panel the transition probability jut‘ka.

In Figure 2, the effect of time averaging on ju, xj2 and jug j? for u = 1is visualized. It
re ects the smoothing of the strongly uctuating dynamics with a recurrent and a decaying
contribution according to Equations (7) and (9). It is obvious that the separation of the
recurrent and the decaying behavior is not feasible without time averaging.

The existence of a critical interaction strength uz ~ 1.89... is demonstrated in Figure 3,
where the hju, ,j%i+ jumps upon increasing u at uc. Moreover, hju; j%i+ develops a charac-
teristic peak at uc. This behavior re ects the appearance of nearly degenerate energy levels,
as described in Section 2.2.

Finally, in Figure 4 the change of the time scales for the decay of the average TP
hjug kj%i ¢ is visualized for u = 1.7,...,2.2. The decay is reduced by increasing interaction
strength u. This re ects the fact that the splitting of the energy levels is reduced by the
interaction, as we expected.
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Figure 2. A comparison of the return probability ju, xj? and the average return probability hjuy ji ¢
(top panel) and of the corresponding transition probabilities (bottom panel). The average was taken
with respect to the exponential distribution of Equation (16). The interaction parameteris u = 1, and
t = 1/10.
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4. Discussion and Conclusions

Our analysis of the quantum unitary evolution was strictly focused on the result of
a single measurement in each of many identical experiments, which were subject of a
unitary evolution. Averaging with respect to the statistical outcome due to measurements
at randomly distributed times led to the TCM. We focused on the diagonal TCM elements to
study the evolution of the quantum system. The analysis of the off-diagonal TCM elements
was the subject of a previous work [ 15]. Similarly to the off-diagonal TCM elements, the
diagonal TCM elements revealed separation of the evolution into a static recurrent part and
a dynamic decaying part. We found that the decay rate of the latter is related to the spacing
between energy levels, which diverges when the spacing vanishes near a degeneracy. Thus,
the decay rate is a quantity that can be used to detect symmetry changes or the appearance
of spontaneous symmetry breaking. This was observed in the example of the BJJ: In this
model the energy levels were two-fold degenerate in the limit u! ¥ . Thisisre ected in
Figure 4, where the decay decreases with increasingu.

Another interesting aspect of the BJJ is the transition to Hi Ibert-space localization [16].
This transition was also detected with the help of the averag e RP and average TP in Figure 3,
where the average RP experiences a jump to a higher value foru > uc. On the other hand,
the average TP has only a sharp peak nearuc but has the same value away from ug.

We can conclude that time averaging over an ensemble of measurements is crucial
for extracting the (static) recurrent behavior and the (dynamic) decaying behavior. This
can be formulated in terms of the TCM. The separation of static and dynamic behavior is
generic for the unitary quantum evolution. The TCM provides a tool to analyze properties
of the quantum system, which are associated with spectral degeneracy in the case of phase
transitions. It can be applied to theoretical calculations and to experimental data, collected
from many experiments in identical quantum systems. We have demonstrated in the case
of the BJJ that the TCM approach delivers interesting generic information. The BJJ can be
considered as a building block of the Bose—Hubbard model on a lattice. Therefore, the
TCM approach should be applicable to more complex quantum models, including bosonic
and fermionic Hubbard models and quantum spin systems.
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smaller than one [8]. In evaluating the variances of many-patrticle observables two-body
operators emerge whose combination with the elements of the reduced two-body density
matrix can pick up even the tiniest depletion, which always exist due to the inter-particle
interaction [ 6,7]. Here, the quantitative difference between the many-body and mean- eld
variances is a useful tool to benchmark many-body numerical approaches [ 15,16], whereas
the qualitative differences serve to de ne and characterize the nature of correlations in
100% condensed bosons at the in nite-particle-number limit.

Qualitative differences between the many-body and mean- eld variances per particle
depend on both the system and observable under investigation and emerge because the
100% condensed bosons are interacting. In the ground-state of a one-dimensional double-
well potential, the mean- eld position variance per particle increases monotonously with
the interaction parameter whereas, once about a single particle is excited outside the
condensed mode, the many-body position variance per particle starts to decrease [6]. In the
analogous time-dependent setup of a bosonic Josephson junction, the mean- eld variance
is oscillating and bound by the size of the junction, whereas the many-body variance
increases to “sizes' several times larger ]. In two spatial dimensions additional features
come out. The position variance per particle in a thin annulus can exhibit a different
dimensionality [ 17] and both the position and momentum variances can exhibit opposite
anisotropies [18] when computed at the many-body and mean- eld levels of theory in an
out-of-equilibrium quench dynamics. In two spatial dimensions the many-particle variance
of the L component of the angular-momentum operator becomes available, and used to
analyze the lack of conservation of symmetries in the mean- eld dynamics [19].

In the present work we analyze the many-particle position, momentum, and angular-
momentum variances of a three-dimensional anisotropic trapped Bose—Einstein condensate
at the limit of an in nite number of particles, focusing on three-dimensional scenarios
that do not have (one-dimensional and) two-dimensional analogs. Mainly, the available
permutations between the three Cartesian components of a many-particle operator, such
as the position and momentum operators, allow one for various different anisotropies of
the respective mean- eld and many-body variances than in two spatial dimensions [ 18§].
Furthermore, anisotropy of the angular-momentum variance can only be investigated when
there is more than one component, and this occurs with the three Cartesian components of
the angular-momentum operator in three spatial dimensions.

The structure of the paper is as follows. In Section 2 theory and de nitions are
developed. In Section 3 we present two applications where a common methodological line
of investigation is that the variances at the many-body level of theory can be computed
analytically. In Section 3.1, the anisotropy of the position and momentum variances
in the out-of-equilibrium breathing dynamics of a Bose—Einstein condensate in a three-
dimensional anisotropic harmonic potential are analyzed, and in Section 3.2, a solvable
model is devised which allows one to analyze the anisotropy of the angular-momentum
variances in the ground state of interacting bosons in a three-dimensional anisotropic
harmonic potential. All quantities are computed at the in nite-particle-number limit.
Finally, we summarize in Section 4.

2. Theory

The variances per particle of a many-particle observable O0=4 JN: 1 6, computed at the
many-body (MB) and mean- eld, Gross—Pitaevskii (GP) levels of theory are connected at
the limit of an in nite number of particles by the following relation [6]:

VarjMB(é) = VaerP(é) + Varjcorrelations(é)- (1)
h i
Here, Varjyg(0) = limyr ¥ & (hYjO?Yi h YjOjYi2) , where Y is the solution of
the many-particle Schrodinger equation, and Varjgp(O) = hy gpid?jycpi h ycpidiy pi?.
where ygp is the solution of the corresponding Gross—Pitaevskii equation. Recall that
the in nite-particle-number limit is de ned such that the interaction parameter, i.e., the
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product of the number of bosons times the interaction strength, is kept xed. Furthermore,
only in the in nite-particle-number limit the density per particle is identical at the many-
body and mean- eld levels of theory, and thus (1) compares the variances per particle of
the same density per particle. The correlations term, Varjcorelations(O), quantifying the
difference between the mean- eld and many-body variances, depends on the elements
of the reduced two-body density matrix where at least one of the indexes corresponds
to a natural orbital higher than the condensed mode [ 6]. For non-interacting bosons the
correlations term obviously vanishes. As stated above, one is interested in qualitative
differences between Varjgp(O) and Varjygs (O) and their origin.

Consider a Bose—Einstein condensate for which the many-body variances of the three
Cartesian components of, say, the position operator are different and satisfy, without loss
of generality, the anisotropy

Varjyg (X) > Varjug(Y) > Varjys(Z). (2a)

We de ne the following classi cation with respect to the possible different anisotropies
of the respective mean- eld position variances:
n R ) 0
fig: Varjgp(X) > Varjgp(Y) > Varjgp(Z) ,
n
f1,29: Varjgp(Y) > Varjgp(X) > Varjgp(Z);

Varjgp(X) > Varjgp(Z) > VarJ'GP(\?);0

Varjgp(Z) > Varjgp(Y) > Varjgp(X) ,
n
f1,2,3: Varjgp(Y) > Varjgp(Z) > Varjgp(X);

0
Varjgp(Z) > Varjep(X) > Varjep(Y) . (2b)

Naturally, the classi cation (2b) follows the classes of the Sz permutation group de-
noted by f 1g, f1,2g, and f 1, 2, 3. If the mean- eld variances exhibit anisotropy other than
the anisotropy of the respective many-body variances, i.e., the ordering of the former does
not belong to the classf 1g, we may interpret that the mean- eld and many-body morpholo-
gies of the Bose—Einstein condensate with respect to the operators under investigation are
distinct. This implies that the correlations term in (1) becomes dominate for the variances
of these operators. In the present work we investigate manifestations of de nition (2) utiliz-
ing the many-particle position ( X,Y,Z), momentum ( Px, Py, P), and angular-momentum
(Lx, Ly, L) operators for classifying the morphology of 100% condensed trapped bosons
at the limit of an in nite number of particles.

3. Applications
3.1. Position and Momentum Variances in an Out-of-Equilibrium Dynamics of a
Three-Dimensional Trapped Bose—Einstein Condensate

Consider N structureless bosons trapped in a three-dimensional anisotropic harmonic
potential and interacting by a general two-body interaction W(r r9. The frequencies of
the trap satisfy, without loss of generality, wy < wy < w,. We work with dimensionless

quantities, h = m = 1. Using Jacobi coordinates,Qy = pﬁé}‘: (e 1), k=

1,...,N 1,Qy = 191ﬁ &[L,rj, where ry,...,ry are the coordinates in the laboratory
frame, the Hamiltonian can be written as:

2
19 +1

H(Qp....ON)= Z—s+ =
1 N ZﬂQZN 2

WEQR x + WIQX , + WIQR, + Hrel(Q1-...Qn 1) (3)

The “relative' Hamiltonian I:ire| collects all terms depending on the relative coordinates
Q1.+, Qn 1,and Qi = ( Qgx, Qky Qkz)- Suppose now that the bosons are prepared in the
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ground state of the non-interacting system. The ground-state is separable in the Jacoby co-
N N N 1sN 2 2 2

ordinates and reads F (Qy,...,Qn) = % 4 % N W ode 2 B WxQict WyQiy* WaQiiz
where the relation § ]’\L 1 rj2 = 4 |'(\'= 1 Qﬁ connecting the laboratory and Jacoby coordinates
is used. The solution of the time-dependent many-boson Schrédinger equation, HY (t) =

ﬂ?gt) where F is the initial condition, reads Y (t) = e LU= Consequently, because of
the center-of-mass separability of the Hamiltonian H and of F, the position and momen-
tum variances per particle of the time-dependent state Y (t), for a general inter-particle
interaction W(r r9, are those of the static, non-interacting system:

: 5 1 . - 1 . A 1
Varjug (X) = 2wy Varjyg(Y) = 2w’ Varjws(2) = e
. ~ w ) A~ W . N w
Varjwg (Px) = 7" Varjus (By) = 73’ Varjug (Pz) = 72 4)

In other words, the anisotropies Varjyg(X) > Varjus(Y) > Varjug(Z) of the position
operator and Varjys(Pz) > Varjug(Py) > Varjus(Px) of the momentum operator, when
computed at the many-body level of theory, hold for all times during the out-of-equilibrium
dynamics, see the constant-value (dashed) curves in Figures 1 and 2. We note that the
variances per particle (4) hold for any number of bosons due to the separability of the
center-of-mass. However, only at the limit of an in nite number of particles the density
per particle coincides within many-body and mean- eld levels of theory and can thus be
exactly computed from the Gross—Pitaevskii equation.

What happens at the Gross—Pitaevskii level of theory? Can the mean- eld variances
have different orderings than the many-body variances, i.e., belong to other anisotropy
classes based on theS; permutation group, see (2b), than to f 1g? If yes, then why and how?
fhe Gross—Pitaevskii or non-linear Schiodinger equation is given by

15+ 1 wid+ wiy?+ w2z + gjyep(r 1) yep(r,t) = iTSHM) where g = 4pNas
is the coupling constant and ag the s-wave scattering length of the above two-body interac-
tion W(r r9. The initial condition, as above, is the ground state of the non-interacting

1w % 1 1 2 2 2 . ..

system,ygp(r,0) = % * F 7 % fe 2 (wod+wyy2+w2z%) | The Gross—Pitaevskii equa-
tion does not maintain the center-of-mass separability of the initial condition because of its
non-linear term, which, therefore, can lead to variations of the position and momentum
variances when computed at the mean- eld level of theory.

Figures 1 and 2 display the Gross—Pitaevskii dynamics of the position and momentum
variances per particle, respectively, for four coupling constants, g = 0.18,9.0,18.0, and
27.0. To integrate the three-dimensional Gross—Pitaevskii equation we use a box of size
[ 10,10 [ 10,10 [ 10,10, a Fourier-discrete-variable-representation with 1282 grid
points and periodic boundary conditions, and the numerical implementation embedded
in [20]. The dynamics are computed for the four coupling constants g and depicted by the
oscillating (solid) curves in Figures 1 and 2. The left columns are for a 10% anisotropy of
the harmonic trap, i.e., wy = 0.9,wy = 1.0, andw; = 1.1, and the right columns are for a
20% anisotropy of the harmonic trap, namely, wy = 0.8,wy = 1.0, andw, = 1.2. We remark
that the expectation values per particle of the position ( X,Y, 2) and momentum ( P, By, ISZ)
operators computed at the mean- eld and many-body levels of theory coincide at the limit
of an in nite number of particles and are all equal to zero in the present scenario.

For the smallest coupling constant, g = 0.18, we see that the mean- eld variances os-
cillate with very small amplitudes around the respective constant values of the many- body
variances. This means that the mean- eld anisotropy of the position variance, Vaerp(X) >
VarJGp(Y) > Varjgp(Z), and its many-body anisotropy, Varjug(X) > Varjus(Y) >
Varjug(Z), are alike. A similar situation is found for the momentum variance, namely,
that the mean- eld momentum anisotropy, Varjgp(Pz) > Varjgp(Py) > Varjgp(Px), and
the many-body anisotropy, Varjug(Pz) > Varjwg(Py) > Varjus(Px), are the same. Con-

150



Symmetry2021, 13, 1237

sequently, we may conclude that for small coupling constants the anisotropy class of the
position operator is f 1g and, likewise, the anisotropy class of the momentum operator is
f 1g, see (2). In other words, the contribution of the correlations term in (1) is marginal.
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Figure 1. Many-particle position ( X,Y,and Z; in red, green, and blue) variance per particle as a
function of time computed at the limit of an in nite number of particles within many-body (dashed
lines) and mean- eld (solid lines) levels of theory in an interaction-quench scenario. The harmonic
trap is 10% anisotropic in panels (a,c,e,g) and 20% anisotropic in panels (b,d,f,h). The coupling
constant g is indicated in each panel. Different anisotropy classes of the position variance emerge
with time. See the text for more details. The quantities shown are dimensionless.
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Figure 2. Many-particle momentum ( Py, P/, and P; in red, green, and blue) variance per particle as
a function of time computed at the in nite-particle-number limit within many-body (dashed lines)
and mean- eld (solid lines) levels of theory in an interaction-quench scenario. The harmonic trap is
10% anisotropic in panels (a,c,e,g) and 20% anisotropic in panels (b,d,f,h). The coupling constant g is
indicated in each panel. Different anisotropy classes of the momentum variance emerge with time.
See the text for more details. The quantities shown are dimensionless.

The situation becomes more interesting for the larger coupling constants, g = 9.0,18.0,
and 27.0. We begin with the position variances, Figure 1. The variances are found to
oscillate prominently, with much larger amplitudes than for g = 0.18, and, subsequently, to
cross each other. There are three ingredients that enable and govern this crossing dynamics.
The rst, is that the amplitudes of oscillations of Varjgp(X), Varjgp(Y), and Varjgp(Z) are
slightly different already at short times, with the former being the larger and the latter
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being the smaller (more prominent for 20% than for 10% trap anisotropy). The second, is
that the respective frequencies of oscillations are also slightly different at short times, with
the former being the smaller and the latter being the larger. Both features correlate with
the ordering of the frequencies of the trap, wyx < wy < w,. The third ingredient is that the
three Cartesian components are coupled to each other during the dynamics, what impacts
the oscillatory pattern at intermediate and later times (more prominent for 10% than for
20% trap anisotropy, see Figure 1).

Comblng the above, we find for the 10% trap anisotropy that ar ound t = 4. OVarJGp(Z)
> VarJGp(Y) > Varjgp(X) takes place, aroundt = 6.0 VarJGP(X) > VaerP(Y) >
Varjgp(Z) holds (again), and around t = 7.0 Varjgp(Z) > Varjgp(Y) > Varjgp(X) oc-
curs. In other words, the anisotropy class of the position va riance starts asf 1g for t = 0,
changes tof 1, 2g around t = 4, is back tof 1g around t = 6, and becomesf 1, 2, 3y around

t = 7. Furthermore, this pattern is found to be robust for different, increasing coupling
constants, see Figure 1. For 20% trap anisotropy we nd a different crossing patten of
the position variances. The anisotropy class begins asf 1g for t = 0, changes at around
t = 3.0tof1,2g, and immediately after, at around t = 3.75, itisf1,2,3. Now, around
t = 7.0 there is a broad regime of anisotropy classf 1, 29. Another difference of a geomet-
rical origin between the dynamics in the 20% and 10% trap anisotropies can be seen for
g = 9, see Figure 1c,d. Here, the coupling constant is suf ciently large to lead to crossing
of all position variances for the 10% anisotropy trap, and, consequently, to the position
anisotropy class f 1, 2, 3 (at around t = 7). On the other hand, for the 20% anisotropy trap
the coupling constant is just short of allowing all position variances to cross each other
and, clearly, the anisotropy class f 1, 2, 3 cannot occur (as it happens at around t = 3.75
for the further larger coupling constants, g = 18 and 27). All in all, we have demonstrated
in a rather common (out-of-equilibrium quench) scenario the emergence of anisotropy
classes other thanf 1g, i.e.,f1,2g and f 1, 2, 3y, for the position operator of a Bose—Einstein
condensate at the in nite-particle-number limit. Hence, the correlations term in (1) for the
position variance becomes dominant in the dynamics.

The results for the momentum variances per particle, see Figure 2, follow similar
and corresponding trends as those for the position operator, albeit the crossings of the
respective momentum curves take place during slightly narrower time windows than for
the position operator for the parameters used. Thus, for the 10% trap_ anisotropy we have
Varjgp(Px) > Varjcp(Py) > Varjgp(P;) around t = 4.25,Varjgp(Pz) > Varjp(Py) >
Varjgp(Px) in the vicinity of t = 6.0, andVarjgp(Py) > Varjgp(Px) > Varjgp(P;) around
t = 7.25. Therefore, the anisotropy class of the momentum variance starts atf 1g for t = 0,
turns to f1,2g around t = 4.25, returns to f 1g for a wider time window around t = 6.0,
and changes tof 1,2,3y around t = 7.25. For the 20% trap anisotropy we nd, starting
from the anisotropy class f1gfor t = 0, the classf 1,2, 3y at around t = 4.0, the classf 1, 29
at around t = 4.75, again the class 1g at around t = 6, and once more the classf 1, 2, 3 at
around t = 9.5. As for the position variance, we nd the pattern to be robust for different,
increasing coupling constants, see Figure 2. Furthermore, the above-discussed difference
of a geometrical origin between the position-variance dynamics in the 20% and 10% trap
anisotropies for g = 9 emerges also for the momentum variance, see Figure 2c,d. Here,
the coupling constant is suf ciently large to lead to crossing of all momentum variances
for the 10% trap anisotropy, but not for the 20% trap anisotropy. As a result, the former
system exhibits also the anisotropy classf 1, 2, 3 for the momentum variance, whereas the
latter only the f 1, 2g anisotropy class. Summarizing, we have demonstrated in a simple
scenario, of an out-of-equilibrium breathing dynamics, the emergence of anisotropy classes
other than f 1g, namely, f 1,29 and f 1, 2, 33, for the many-patrticle position as well as many-
particle momentum operators of a trapped Bose—Einstein condensate at the limit of an
in nite number of particles. When these latter anisotropy classes describe the morphology
of the Bose—Einstein condensate, it implies that the correlations term in (1) governs the
position and momentum variance dynamics at the in nite-particle-number limit.
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3.2. Angular-Momentum Variance in the Ground State of a Three-Dimensional Trapped
Bose—Einstein Condensate

The possibility to learn on the relations governing correlations and variance anisotropy
between the different components of the angular-momentum operator opens up only in
three spatial dimensions. Here, in the context of the present work, the challenge isto nd a
many-particle model where angular-momentum properties can be treated analytically at
the many-body level of theory and in the limit of an in nite number of particles. Such a
model is the three-dimensional anisotropic harmonic-interaction model, and the results
presented below build on and clearly extends the investigation of the two-dimensional
anisotropic harmonic-interaction model reported in [ 21]. The harmonic-interaction model
has been used quite extensively including to model Bose—Einstein condensates p2-36].
Finally, and as a bonus, we mention that the three-dimensional anisotropic harmonic-
interaction model can also be solved analytically at the mean- eld level of theory, which is
useful for the analysis.

In the laboratory frame the three-dimensional anisotropic harmonic-interaction model

192 4 1 242 2,2 2,2 s N _ 2
?ﬂT]?"' 2 WX+ wyyr+ wiz; +1o0d7 j<k(rJ rg<, ie.,

it is obtained from the Hamiltonian (3) when the two-body interaction is W(r rd =
o(r 192, Then, the “relative' Hamiltonian is given explicitly by

reads: H(ry,...,ry) = &,

Hrel(Q1.y-- QN 1) = 4 )
N1 g g2 1q72 qi2 qiz
k=1 k
The many-body ground state of H is readily obtained and given by
Y(Ql!"'IQN)z
Iy 00 ————1082 N
_ &%&%&%pw%zmo 4@W§+2N'0A v T ©)
p p p p p p
, P

— q -
e 2 wg+ 2N 05!51:11 Qﬁ,x+WXQ2N,x e 3 W§+2NI OészllQi,erWyQ%\l,y e 3 WE+2NI 0"315:1l Qﬁ,z+WZQ12\1,z .
As states above, itis also possible to solve analytically the three-dimensional anisotropic
harmonic-interaction model at the mean- eld level of theory by generalizing [ 21,25]. The
nal result for the mean- eld solution of the ground state reads

0qg — 11 I
Py w2+ 2L P s
w2+ 2L y w2+ 2L
yer(r) = > @ A : (7)
p p p
o o lq 2 2 p 2, o
e 10 wg+aL x2e 5 wy+t2ly e 1 wi+aL 22
where L = 1 o(N 1) is the interaction parameter. For refergnce, y gp(r) solves the Gross—

Pitaevskii equation %ﬂerz + 3 w2+ wly?+ w2z2 + L dri9ygp(rdi?(r 192 ygp(r)
= mygp(r), where mis the chemical potential. Note that both many-body and mean- eld
solutions can be written as products of the respective solutions in one dimension along the
X, Yy, and z directions.

Before we arrive at the angular-momentum variances and for our needs, see below,
we make a stopover and compute the position and momentum variances per particle in the
model. At the many-body level we obviously have the result (4), since for the interacting
ground-state the center-of-mass is separable and, hence, the position and momentum
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variances are independent of the two-body interaction. At the mean- eld level we readily
nd from (7) the result

. ~ 1 . ~ 1 . n 1
VarJGp(X) = %2:, Var]Gp(Y) = 4=, VarJGp(Z) = %2:, (8)
2 wg+ 2L 2 W§+2|_ 2 ws+ 2L
q —
P—— 2 p
. wZ+ 2L A wy+ 2L o wZ+ 2L
Varjgp(Px) = Xf Varjep(Py) = — Varjgp(Pz) = Zf

The mean- eld variances (8) depend on the interaction parameter L, unlike the
respective many-body variances (4). It turns out that this property would be instrumental
when analyzing the anisotropy of the angular-momentum variance below. We brie 'y
comment on the anisotropies of the position and momentum variances in the model.
Comparing the mean- eld (8) and many-body (4) variances per particle we nd that the
former belong to the anisotropy class f 1g independently of the interaction parameter L
both for the position and momentum operators. For the mean- eld variance of the ground
state at the in nite-particle-number limit to belong to an anisotropy class other than  f1g,
one would have to go beyond the simple single-well geometry, see the anisotropy of the
position variance in a double-well potential in two spatial dimensions [37].

We can now move to the expressions for the angular-momentum variances at the
limit of an in nite number of particles, by generalizing results obtained in two spatial
dimensions [21] to three spatial dimensions. The calculation at the mean- eld level using ( 7)

readily gives
!
D 5 wg+ 2L
o 1 wi+ 2L w2+ 2L 1 w2+ 2L
Varjep(Lx) = 2 G——p = 4 = )
wZ+ 2L wZ+ 2L wy+ 2L
w2+ 2L
P Ty p Ty w2+ 2L 2
_— 1 Wzt Wi+ 1 2+l
Varjgp(Ly) = ~—+ P o S ©)
4 w2+ 2L wZ+ 2L 4 w3+ 2L
w2+ 2L
P
p q_— 5 w2+ 2L
. 1 W)z( + 2L W)% + 2L 1 W)2,+ 2L
Varige(Lz) = 7 —p f— = P
4 wg+ 2L wi+ 2L 4 Wit 2L
wg+ 2L

wy o2
1 wz

In the absence of interaction these expressions boil down, respectively, to 7 —w—,

Wz

wz )2 W . . o
%LWXWZ—), and %ﬂw the angular-momentum variances of a single particle in a three-
Wx Wy
dimensional anisotropic harmonic potential. We see that for non-interacting particles

and at the mean- eld level the angular-momentum variances per particle depend on the
ratios of frequencies, not on their absolute magnitudes. In the rst case these are the bare
frequencies of the harmonic trap whereas in the second case these are the interaction-
dressed frequencies (7) resulting from the non-linear term.

The computation of the many-body variances is lengthier. It amounts to computing
the angular-momentum variances for nite systems which exhibit an explicit dependence
on the number of bosons N, and then performing the in nite-particle-number limit where
several terms fall. Using [21] the nal expressions for the correlations terms (1) are
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. A 1 m P m °s 2L bos oL I
Var|correlations (Lx) = 2 ¢ mp m 1+ W—)zl 1 1+ W—g 1,

. « 1 pW§+2L pw)2(+2L 2 s oL bs L !
Varjcorrelations (Ly) = 2 p T p T 1+ Wg 1 1+ W—)z( 1, (20)

. - 1 P wZ+ 2L ! m e 2L oo 2L |
Varjcorelations (Lz) = L mq m 1+ W—?( 1 1+ Wiszl 1

Hence, adding (9) and (10) we readily have from (1) the many-body variances per
particle at the in nite-particle-number limit, Var  jug(Lx), Varjwg(Ly), and Varjug (Lz).

We remark that the expectation values per particle of the angular-momentum operator
(Lx, Ly, L), as well as the respective expectation values of the position and momentum
operators, computed at the mean- eld and many-body levels of theory coincide at the limit
of an in nite number of particles and are all equal to zero in the ground state.

We investigate and discuss an example. Let the frequencies of the three-dimensional
anisotropic harmonic trap be wy = 0.7,wy = 5.0, andw; = 10.5. Their ratios from large to
small are: %z = 15, % = 73, and \‘jvv—; = 24. Then, the values of the angular-momentum
variances per particle at zero interaction parameter, L = 0, are given from large to small by
Vaerp(Ly) = VarjMB(ﬂy) = %25 3.267,Vaerp(£z) = VarjMB(I:Z) = fT%O 1.321, and
Varjgp(Lx) = Varjug(Lx) = é—}é 0.144. Indeed, as the ratio of frequencies with respect
to two axes is bigger, the corresponding angular-momentum variance per particle with
respect to the third axis is larger, and vise versa.

What happens as the interaction sets in? Figure 3a depicts the many-body and mean-
eld angular-momentum variances as a function of the interaction parameter L. We
examine positive values of L which correspond to the attractive sector of the harmonic-
interaction model, see, e.g., 21,25,29]. Let us analyze the observations. With increasing
interaction parameter the density narrows, along the x,y, and z directions. This is clear be-
cause the interaction between particles is attractive, and is manifested by the monotonously
decreasing values of the position variances per particle (8). Furthermore, thg density be-

: . . . 2+ wi+al
comes less anisotropic, because the ratios of the dressed frequencie-22= p— and
w2+ 2L w2+ 2L
qwgi monotonously decrease with increasing L . Consequently, the angular-momentum
wy+ 2L

variances per particle decrease with the interaction parameter as well, see Figure 3a. The
mean- eld angular-momentum variances (9) are monotonously decreasing because of
the just-described decreasing ratios of the dressed frequencies. The many-body angular-
momentum variances are decreasing, at least for the values of interaction parameters
studied here, because the positive-value correlations terms (10) grow slower than the
mean- eld angular-momentum variances decrease with L.

All'in all, the anisotropy of the angular-momentum variance can now be determined.
We nd the anisotropy Varjug(Ly) > Varjug(Lz) > Varjus(Lx) to hold for all interaction
parameters at the many-body level of theory. At the mean- eld level of theory we nd the
same anisotropy, namely, Varjgp(Ly) > Varjgp(Lz) > Varjgp(Lx), to hold for small inter-
action parameters. However, then, at just about L = 5.0 the mean- eld anisotropy changes
to Varjgp(Ly) > Varjgp(Lx) > Varjgp(Lz), and this anisotropy continues for larger inter-
action parameters. Hence, we have found that the anisotropy of the angular-momentum
operator in the ground state of the three-dimensional anisotropic harmonic-interaction
model at the in nite-particle-number limit changes as a function of the interaction param-
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eter from the anisotropy class f1g to f 1, 29, see Figure 3a. In terms of the correlations
term (1), the anisotropy of the variance is governed then by many-body effects.

1.0 1.0
° (@ VA 83; p— ° () V&b 851 —
o Var Ly (GP) e o Var Ly (GP) s
c Var L, B) — - c Var L, B) — —
g e s k)
g 0.75 AR o g 0.75 2B = =
> >
£ £ \
3 3
g g
£ 05F E 05
o o
£ £
3 s R
=) =} =~ -
2 0.25 -\ 2 0.25 ~————= e o ]
Z & z

~—— - - —
0 : ‘ 0
0 5 10 15 20 25 30 0 5 10 15 20 25 30

Interaction parameter

1.0

1.0 \ @
0.75
0.5 \

0.75

0.5 *\
0.25 \

Angular-momentum variance
Angular-momentum variance

30 0 5 10 15 20 25 30

Interaction parameter

10 15 20 25
Interaction parameter

o
ul

Figure 3. Many-particle angular-momentum ( Lx, ﬂy, and Lz;inred, green, and blue) variance per
particle as a function of the interaction parameter L computed at the limit of an in nite number
of particles within many-body (dashed lines) and mean- eld (solid lines) levels of theory for the
ground state of the three-dimensional anisotropic harmonic-interaction model. The frequencies of
the trap are wy = 0.7,wy = 5.0, andw; = 10.5. Results at several translationsrq of the center
of the trap are shown in the panels: (a) rg = (0,0,0; (b) ro = (0.25,0,0; (c) ro = (0,0.25,0;
(d) ro = (0.25,0.25, . Different anisotropy classes of the angular-momentum variance emerge with
the interaction parameter. See the text for more details. The quantities shown are dimensionless.

Still, can the above-found picture of angular-momentum variance anisotropy be made
richer? The answer is positive and requires one to dive deeper into the properties of angular-
momentum variances under translations. To this end, we employ and extend prior work in
two spatial dimensions [ 21]. Suppose now that the harmonic trap is located not in the origin
but translated to a general point rg = ( X, Yo, Zo). The expectation values per particle of the
momentum and angular-momentum operators are still zero, whereas the expectation value
of the position operator is, of course, ro. Whereas the position and momentum variances are
invariant to translations, the angular-momentum variances are not, which open up another
degree of freedom to investigate the anisotropy class of the angular-momentum variances
in three spatial dimensions. Mathematically, the transformation properties of the angular-
momentum operator and its square combine in a non-trivial form those of the position and
momentum operators. Physically, in a similar manner that angular momentum is de ned
with respect to a reference point, and it is different with respect to another reference point,
so does the variance of the angular-momentum operator which changes with respect to
distinct reference points.

Using the transformation properties of the angular-momentum operator (LX, Ey, Lz)
under translations, see Appendix A and [ 21], the nal expressions for the translated
angular-momentum variances per particle read explicitly
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Varjgp(Lz;ro) =

at the mean- eld level of theory. Let us examine expressions (11) and (12) more closely. The
terms added to the translated angular-momentum variances at the many-body level depend
on the corresponding components of the translation vector but not on the interaction
parameter, whereas the added terms at the mean- eld level of theory depend on and
increase with L, see Appendix A for more details. The combined effects can be seen in
Figure 3, compare panels Figure 3b—d with panel Figure 3a.

For the translation by ro = (0.25, 0, , the angular-momentum variances Varjyg (Lx; o)
and Varjgp(Lx; o) are invariant quantities, Varjyug(Ly;ro) and Varjug(Lz;ro) are shifted
by interaction-independent values, and Varjgp(Ly;ro) and Varjgp(Lz;rg) increase by
interaction-dependent values, see (11) and (12), and compare Figure 3a,b. The com-
bined effect is that now both Varjus(Ly;ro) > Varjus(Lz:re) > Varjus(Lx;ro) and
Vaerp(ﬂy;ro) > VaerP(ﬂz;ro) > VaerP(ﬂx;ro) hold for all interaction parameters L
in the range studied. Consequently, the anisotropy class of the angular-momentum vari-
ance per particle for ro = (0.25,0,0 is f 1g only.

Next, for ro = (0,0.25,0, the angular-momentum variances Varjyg(Ly;ro) and
Varjgp(Ly;ro) are invariant quantities, VarJMB(LX ro) and VarJMB(LZ, ro) are shifted by
interaction-independent values, and Varjgp(Lx;ro) and Varjgp(Lz;ro) grow by interaction-
dependent values, contrast Figure 3a,c. The combined effect is, of course, different than
with rg = (0.25, 0, Q, and we discuss its main features, focusing on the regime of interaction
parameters Iarger than about L = 6, for which the two many-body curves Varjyg (Lx;ro)
and VarJMB(LY ro) Cross, see Flgure 3c. The many- body angular-momentum variances
satisfy Varjyg (Lx;ro) > Varjus(Ly;ro) > Varjus(Lz:ro) for all studied interaction param-
eters. So, the effect of this translation is to alter the order of the many-body variances, i.e., to
change the many-body anisotropy. Now, at the mean- eld level, we nd  Varjgp(Lx;ro) >
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Varjgp(Ly;ro) > Varjgp(Lz;ro) uptoabout L = 12 andVarjgp(Lx;ro) > Varjgp(Lz;ro) >
Varjgp(Ly;ro) for the interaction parameters larger than about L = 12. Allin all, for the
translation by ro = (0.25, 0, ) the above-described relations correspond, respectively, to
the anisotropy classesf 1g and f 1, 2g of the angular-momentum variances per particle.

Finally, for the translation by ro = (0.25,0.25,9 non of the angular-momentum
variances is invariant, see (11) and (12). The many-body angular-momentum variances
Varjus (Lx:ro), Varjwg (Ly;ro), and Varjus (Lz; ro) are shifted by interaction-independent
values and the mean- eld angular-momentum quantities Varjgp(Lx o), Varjep(Ly; o),
and Vaerp(ﬁz; ro) increase by interaction-dependent values, see Figure 3d. We exam-
ine the overall effect, concentrating on the regime of interaction parameters larger than
about L = 2.5, where the two many-body curves Varjyug(Lx;ro) and Varjyg(Lz;ro) cross,
see Figure 3d. The many-body angular-momentum variances satisfy Varjyg(Ly;ro) >
Varjus (Lx;ro) > Varjus(Lz;ro) for all interaction parameters in the range studied. Once
again, the effect of the translation is to change the order of the many-body variances,
thereby altering the many-body anisotropy, compare panels Figure 3a,c,d. Atthe mean- eld
level one nds VaerP(ﬂy;ro) > Vaerp(Lx;ro) > VaerP(ﬂz;ro) up to about L = 15, then
Varjgp(Ly;ro) > Varjgp(Lz;r0) > Varjgp(Lx;ro) tillabout L = 22.5, andVarjgp(Lz;ro) >
Varjgp(Ly;ro) > Varjgp(Lx;ro) for all the interaction parameters larger than about L =
22.5 studied, see Figure 3d. Therefore, forrg = ( 0.25, 0.25, § the above-discussed ndings
imply that all anisotropy classes can be attained by the angular-momentum variances
per particle in the three-dimensional harmonic-interaction model at the in nite-particle-
number limit. These are, respectively, f 1g, f1,2g, and f 1, 2, 3. In other words, we have
shown that the correlations term (1) can dominate the angular-momentum properties of
a trapped Bose—Einstein condensate at the limit of an in nite number of particles, which
rounds off the present work.

4. Summary

The present work deals with a connection between anisotropy of and correlations in a
three-dimensional trapped Bose—Einstein condensate. The merit of treating the limit of an
in nite number of bosons is appealing, since the system is known to be 100% condensed in
this limit, and some of its properties, notably the density per particle, are identical at the
many-body and mean- eld levels of theory.

We have analyzed the variances per particle of the three Cartesian components of the
position (X Y, Z) momentum (PX PY Pz) and angular-momentum ( Ly, Ly, LZ) operators
at the many-body and mean- eld levels of theory. In general, for small interaction param-
eters the differences between the many-body and mean- eld quantities are quantitative
whereas for larger interaction parameters qualitative differences emerge. We de ne the
anisotropy class of the variance according to the different orderings from large to small, or
permutations, of the three respective many-body and mean- eld quantities. The anisotropy
classf 1g implies the same ordering, the class f 1, 2g implies that two of the components are
permuted, and the anisotropy class f 1, 2, 3y means that the three components are permuted.

Two relatively transparent applications are presented, the rst is the breathing of
an anisotropic three-dimensional trapped Bose—Einstein condensate, and the second is
the ground state of the anisotropic three-dimensional harmonic-interaction model. The
former exhibits different anisotropy classes of the position and momentum variances per
particle, because at the many-body level the variances are constant, while at the mean- eld
level the variance of each component oscillates with a different amplitude and frequency,
and consequently different anisotropy classes occur in time. The latter application shows
different anisotropy classes of the angular-momentum variance per particle, owing to the
intricate transformation properties of the angular-momentum variance when the wave-
packet is translated from the origin. The challenge, which obviously goes beyond the
scope of the present work, would be the experimental observation of such anisotropies and
correlations. To access many-particle variances one would need to measure explicitly the
positions, momenta, or angular-momenta of, in principle, all particles in the Bose—Einstein
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condensate, rather than just the total density from which the expectation values of these
observables can be deduced.

To sum up, the anisotropy or morphology of a three-dimensional trapped Bose—
Einstein condensate can look quite different when examined through the “glasses' of
many-body and mean- eld theories, even for 100% condensed bosons at the limit of an
in nite number of particles. It would be interesting to conduct the investigation presented
here and analyze the results in more complicated numerical many-particle scenarios. Last
but not least, it is possible to envision classifying the morphology of a Bose—Einstein
condensate beyond that emanating from the variances of the position, momentum, and
angular-momentum operators. Furthermore, in four spatial dimensions one could expect
an additional richness of the variance [38].
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Appendix A. Translated Angular-Momentum Variances in Three Spatial Dimensions
at the Limit of an In nite Number of Particles

Consider interacting bosons at the limit of an in nite number of particles trapped in
the ground state of the three-dimensional anisotropic harmonic potential (or any other
potential which is re ection symmetric inthe X, y, and z directions) centered at the origin.
The expectation values per particle of the position, momentum, and angular-momentum
operators vanish. Suppose now that the harmonic trap is translated to the location rg =
(X0, Y0, 20). The translated and untranslated angular-momentum variances at the many-
body and mean- eld levels of theory can, respectively, be related as follows:

Varjwe (Lx;ro) = Varjws(Lx) + y&Varims(Pz) + z&Varjms (Py),
Varjwe (Ly;ro) = Varjus(Ly) + z3Varjug (Px) + x3Varjug(Pz), (Ala)
Varjug (Lz;ro) = Varjug(Lz) + x3Varjus(Py) + y3Varjme (Px)

and

Varjep(Lx;ro) = Varjep(Lx) + y3Varjgp(Pz) + z5Varjgp(Py),
Varjgp(Ly;ro) = Varjgp(Ly) + z§Varjgp(Px) + x§Varjcp(Pz), (Alb)
Varjgp(Lz;ro) = Varjgp(Lz) + x3Varjgp(Py) + y3Varjgp(Px).

The explicit expressions at the many-body and mean- eld levels of theory are given
in the main text, see (11) and (12), respectively. We remind for reference that the position
and momentum variances are invariant to translations. Consequently, by subtracting the
Gross-Piteavskii (Alb) from the many-body (Ala) results, see (1), we readily nd for the
translated correlations terms:

Varjcorrelations ( LX 1T0) = Varjcorrelations LX) + y(z)Varj correlations ( |SZ) + ngarj correlations ( |SY) '
Varj correlations ( I-Y ; r0) = Varj correlations ( LY) + z%Varj correlations ( PX) + ngarj correlations ( PZ) i (A2)
Varj correlations ( I-Z ; rO) = Varj correlations ( I—Z) + x%Varj correlations ( PY) + y%Varj correlations ( PX) i
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the lower slab and the graphene sheet. The Coulomb potential of charges in graphene is
in uenced by the the two slabs. We choose the z axis perpendicular to the graphene sheet,
such that z = 0 xes the position of graphene sheet. It follows that the lower slab is located
atz= dandtheupperslabatz=L d.
Within the Random Phase Approximation (RPA) [ 10], the relative dielectric function
of graphene is given by y
eg(aw)= 1 V(g w)Po(qw), )

where V (g, w) is the Fourier transform of the screened (by the presence of the two slabs)
Coulomb potential between quasiparticles of graphene and P (g, w) is the rst-order
dynamical polarization of Q?n-interacting quasiparticles in graphene. Note that, for a very

small wavenumber, g = ¢+ ¢f and a frequency w, such thatveq ~w  2m’hthe
dynamical polarization reads [11,12]

m o

Po(q,w) = Wm . 3)
The collective mode of plasmons in graphene is then obtained from the resonance

condition [10]
eg(qw) = 0. (4)

3. Perfect Conductors

Let us suppose that the two slabs are perfect conductors. A straightforward application
of the method of image charges [13] gives the screened Coulomb potential between two
particles, with electric charge elocated in the plane z = 0 at distance x2 + y? as

\% X, = 62 3 B fal
(x.y) j=a¥ P (x2+ y2) +( 2jL)2 P (xZ+ y2) + (2d 2jL)2

(5)

where x and y are Cartesian coordinates in the plane of graphene. Performing the Fourier
transform, we obtain

¥ h i

2pe % 26id jLj

V=== 3 e e (6)

q
with q= 2 + q§ The series can be calculated explicity because is the sum of geometric

series. After straightforward calculations, we obtain

!
2p62 e 2qd 2e WLy ¢ 2q(L d)

\7(q): T 1 1 e 2qL . (7)

From Equations (2)—(4) the dispersion relation of plasmons in graphene can be
written as

w? = p—';zqz\ﬂq), (8)

or explicitly s

!
2m& ) . € 2qd g 20l 4 g 20(L d)
A2 1 e 2L

Thus, we have found an analytical formula for the dispersion relation of plasmons in

the graphene sheet.
It is important to observe that, for small ¢, one obtains

1/2

W =

9)

~ _ d 4pe2 2 d d2 2
V() = 4pefd 1 T Td L1 2[+ o O+ .. (10)
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Consequently, taking into account Equations (8) and (10), we nally obtain, for small
g, the linear dispersion relation
W= ¢pq, (12)

where S I
4meld d
Cp= 2 1 T (12)

is the speed of sound of acustic plasmons in graphene sandwiched between two ideal
metal gates. Equation (12) is the main result of this brief paper. The velocity c, can be
controlled by varying the chemical potential mbut also the two distances d and L. In the
limit L! +¥ from Equation (12), one nds

S

4mezd
Cp = = (13)

which is the result of Reference [7], namely, the velocity of acustic plasmons in graphene
coupled to a single ideal metal gate.

4. Real Materials

For a generic material, the relative dielectric function ey, depends on frequency w and
wavevector d. We seten, 1(g, w) and ey, 2(g, w) as the relative dielectric functions of lower
and upper materials, respectively. In this case, the derivation of the screened Coulomb
potential is slightly more complicated but still analytically possible [13,14]. We obtain

; _ @ 4 ra(aw) e Drygw) e F 9
V(gw)= £ 1 1 ri(aw) r2(qw) € At (14)
+ 2ri(aw) rp(qw) € 2L
1 ri(qw) rp(qw) € 2t

where ( ) 1 () 1
€m,1(q, W €m,2(qW
LRSS and ro(gw)= —mx 2 —
ema( W)+ 1 AaW) = g lqw)+ 1

Note that for two perfect metal gates, where rqy = r, = 1, Equation (14) exactly
becomes Equation (7).

ri(qw) = (15)

4.1. Materials Sticked to Graphene
Setting L = 2d, inthe limit d! 0 Equation (14) gives

~ _ 2pé
VW= e awa’ 16)
where 1
en(GW) = Z(ema(G W) + ema(qw)) . (17)

Equation (16) is the screened Coulomb potential in a graphene sheet between two
materials stuck onto it.

We adopt Equation (3) again, whichisvalid for q! Oandveg w 2mh[11,12],
and Equation (4). Then, for small gand assuming that ey, is constant, we obtain

S

2emp _
w= , 18
o q (18)

which is the typical dispersion relation of plasmons in graphene exposed to two polar
substrates [8].
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4.2. Single Material Slab
In the absence of the upper slab, i.e., settingr, = 0, from Equation (14), we nd

V(q,w) = zpqu 1 r(qw)e 2d (19)

removing the subindex 1 from ry(g,w). Then, for small g and assuming that r is constant,
we obtain

e 1), dpefrd 8perd’qg+ ... (20)

V(g,w) =

Clearly, only if r = 1 (perfect conductor), the 1/ gterm drops out and one again nds

acoustic plasmons with the speed of sound given by Equation (13). More generally, the
small-q dispersion relation of plasmons reads

s
2me2(1 4elrd
= %2 )q+ = @, (21)
which becomes acoustic-like under the condition
(1
. 22
q 2dr (22)

For a real metal gate, the functional dependence of r(g, w) is crucial. In this case, the
relative dielectric function ey, can be approximated as [15]

2 2
_ are Wp
em(qw)= 1+ —4}& ——F——, 23
m(q ) q2 W2 + iGw ( )
where grg is the Thomas—Fermi wavenumber, wy is the plasma frequency, and Gthe
damping constant. Notice that the relative dielectric constant of a perfect conductor is

en= ¥.

5. Conclusions

We have derived a simple formula for the speed of sound of the acustic modes of
electrons in a graphene sheet. The existence of these hydrodynamic effects is due to the
presence of metallic slabs, which induce a screening the Coulomb potential of electrons
in graphene. Our formula for the graphene sandwiched between two metallic slabs
generalizes the one obtained in Reference [] in the case of graphene coupled to a single
metallic slab. In conclusion, it is important to stress that, very recently, acoustic plasmons
have been observed, with a real-space imaging, in single graphene sheet over a dielectric-
metal slab [14]. This graphene-dielectric-metal con guration is quite different with respect
to the one considered in the present paper. However, for the sake of completeness, in the
last section of our paper, we have also considered the effect of two generic slabs of the
screened Coulomb potential of two electrons in graphene.
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in PNHs can create a revolutionary change in electronic and photonic nontechnology
and nanomedicine.

In this review article, we outline a theory we have developed of the linear and
nonlinear light emissions for PNHs by using the many-body quantum mechanical density
matrix method. A schematic diagram of a nanohybrid containing interacting metallic
nanoparticles (MNPs) and quantum emitters (QEs) is shown in Figure 1. In Section 1,
we surveyed the literature for the Kerr nonlinearity. In Section 2, a theory of the surface
plasmon polaritons due to the photon-plasmon interaction is discussed. In Section 3, the
dipole-dipole interaction in the ensemble of QEs and MNPs is explained. In Section 4, a
theory for the linear and nonlinear optical absorption intensity using the density matrix
method is outlined. In Section 5, we derive the expressions of the spontaneous decay rates
due to the dipole-dipole interaction. In Section 6, we show how we derived the expressions
of dressed states in the strong exciton-DDI coupling limit. In Section 7, we discuss the
simulation we performed on the nonlinear optical absorption intensity. Finally, in the last
Section 8, we have summarized the ndings of the review article.

Figure 1. Schematic diagram of a nanohybrid which consists of a noninteracting metallic nanoparti-
cles (MNPs) and interacting quantum emitters (QESs).

2. Surface Plasmon Polaritons

Let us consider a situation where a probe with a frequency wy and wave wavevector k
is applied to study the PL in the PNH. We know that the surface plasmons are present on
the surface of the MNP. The surface plasmons oscillate with a frequency wp. The probe
photons interact with surface plasmons and this interaction creates new quasi-particles
called surface plasmon polaritons. Let us calculate the surface plasmon polaritons due to
the interaction of photon and surface plasmons interaction as follows.

The Hamiltonian of the surface plasmon and photons, and interactions between them
can be written as

He= & }wic o+ & WpBg Bt @ Gy By o+ BGy @)
k k k
where c; and ¢, are the photon creation and annihilation operators, respectively. Here
B; and By are the surface plasmon creation and annihilation operators, respectively. The
constant Gy is the coupling constant between the photons and plasmons. The rst and

second terms are for noninteracting photon and plasmon Hamilton. The last term is
photon-plasmon interaction Hamiltonian.
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Plasmons and photons operators satisfy the following commutation relation.

Bk, B: = dk’ko

Ck» C; = Ci(,ko (2)

Note that in the interaction, the Hamiltonian has a mixture of photon and plasmon
operators. We aimed to diagonalize the Hamiltonian. The diagonalization of an interacting
Hamiltonian is a standard method in the many-body theory. We de ned new quasi-patrticle
creation and annihilation operators pi’l'( and p, with i = 1,2 We express the plasmon and
photon operators in terms of these quasi-particle operators as

Bk = U11P1k + U12P2k
+ _ + +
By = UpiPy+ UpoPy 3)
C,‘f = U21p1+k+ U22p2+k
G = UpgPyy T UnoPy

New quasi-particle operators piT( and p, with i = 1,2 are called surface plasmon
polariton operators, which have the combined effect of plasmons and photons.

The Hamiltonian in Equation (1) can be written in the simpler form for diagonalization.
It can be expressed as

H= é Hk,
+ +k + + (4)
Hi = }wye o+ wpB, By Gy By ¢+ Byg,

We aimed to write the H\ in terms of SPP operators p& and p, . Replacing the plasmon
and exciton operators in terms of the SPP operators from Equation (3) into Equation (4) and
performing extensive mathematical manipulation, we obtained the following expression as

Hi = }wg pjPix + YW, Py Pk (5)

where w; and w, are the energy of SPPs for the upper and lower branches, respec-
tively. Note that coupling between photons and plasmon splits the SPP spectrum into two
branches. The SPP spectrum is given by

q

w, = = (ck+ wp) (ck  wp)?+ 402 (6)

k

NI =

where we replaced wy = ck Finally, we obtained the expression for the expansion coef -
cients as r

g
Uil = 2
s (wp we )+ g
2
Uoq = (wp W:)
21 (Wp W+)2+gz
r # (7)
_ g
U= —— 35—
r We W)™+ g
_ (wp w)?
Uiz =

2+ o2
Wp W, )%+ g

We then calculated the density of states (DOS) for SPPs. Later in the paper, we discuss
how the DOS was used for the calculation of the SPP decay rates. When summation over
wavevectors was converted into the integration, we needed to use the idea of the DOS

R
é;l( = Dy(#) d#,

®)
Di(#) = 57K g
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where W is the volume of the PNH. Here D, is called the DOS. The expression of the DOS
can be expressed in term of the form factor Z, as

D(#) = Do(#)Zk(#) .
Dol = 3 s ©
Z(#) = (0 &

where Dy is the DOS of photons in free space.
Inserting Equation (6) into Equation (9) and after some mathematical manipulation,
the expression of the form factor Z, could be found as
1
(Wp W, )+ jg?

wp  w, )

Zk(Wk )= (10)

We found that the form factor has a very large value when the surface plasmon
frequency is the resonance with the SPP frequency, which is an interesting nding.

3. Dipole-Dipole Interactions

When the probe eld falls on the PNH, induced dipoles are created in the QEs and
MNPs. The dipole of one QE interacts with the dipoles of other QEs. This is called
dipole-dipole interaction (DDI). Following reference [ 10], the DDI Hamiltonian can be
written as

N
E 1o
Hoo = 58 Jipipy (11)
iij
where J; is the DDI coupling constant and is found as

1= 5o 12)

2b20 rﬁ?

where p; and p; are the induced dipole moments in the ith-QE and jth-QE, respectively. Here
rij is the distance between theith and the jth QEs. In the mean-field approximation [10,44-49]
the DDI Hamiltonian can be rewritten as

HE5, = a PiESp) (13)
|

where Eggl is called the DDI electric eld and is written as
* +

1o
ESpi = 5%_41 b - (14)
-2l

Here, the DDI eld Eggl is the average dipole electric eld created by all QEs on
the ith-QE and that Epp, has the effect of the long-range DDI (i.e., r 3). The average in
Epp; has been evaluated in references B0-36] by using the method of Lorentz [ 49|, The
expression of the DDI eld is found as and is written as

EQE - | oohpii
DDl — 3 4p202p
_ PQEO i (15)
b = 4pR3g

where qp isthe DDI constantand p; is the average polarization of the ith-QE. Here Poe
is the polarization of the QE and Rge is the radius of the quantum emitter.
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The probe electric eld includes polarizations in the QE and MNP. They are denoted
as Pog and Pynp . Due to these polarizations, the MNP produces the SPP eld Esppand
the QE produces an electric eld denoted as Eqg. Solving Maxwell's equations in the quasi-
static approximation [50,51], one can nd the following expressions for polarizations as

PQE = 4p 202b RFS?EZQE iEP + ESPP

— & &
VQE = eq+ 26y

3 (16)
Pyunp = 4p 202 RMHPZMNPi Ep+ Ege
Vmnp = 7;1“4,;&

Here em, €4, and ey, are the dielectric constant of the MNS, QE and background material,
respectively. The electric elds produced by these polarizations were found as

— _Pune
Espp= 2p202,2, an
Enp = - QE
QE 4p202b|'3

Putting Equation (16) into Equation (17), we obtained

Espp= Pspp(Ep + EQE)

R3 L0z
— MNP Yl £MNP
Pspp= 53—

Eqe = P qe(Ep *+ Egpp)

RS gz
— TQEY“QE
Poe= —0

(18)

The constant g is called the polarization parameter and it hasvalues g, =1andg, = 2
for Pynp Kk rand Pynp ? r. Note that both electric elds depend onr 3. Putting Equation
(18) into Equation (14), we obtained the expression of the DDI as

QE _ ~QE
Edpr = Fopi Ep
FQE — lop9Vune
CDDI 3 (19)
QE _ QE QE
Fooi = Féopr * F Apbp
QE _ ~QE
F Aopi = FcppiPspp

Similarly, following the above method, we could also calculate the dipole-dipole
interaction between MNPs as

EMNP = F MNP EP

DDI DDI
FMNP _ | mnp Ve
CDDI 3 (20)
MNP — £ MNP MNP
Foor = Fcooi * F appi
MNP — MNP
FADDI - FCDDIPQE

Note that the P -term and the F -term depend onr 3. The higher-order termsr © were
neglected because they are weak.

4. Linear and Nonlinear Plasmonics and Density Matrix Method

For this section, we calculated the plasmonic Kerr intensity. We considered that QD
has four energy levels. They are denoted as |1>, |2>, |3> and |4>. The energy difference
between levels |i> and |j> is expressed as "jj. To study the Kerr nonlinearity, we applied
the probe eld between jli and j2i. A schematic diagram of the four-level quantum emitter
is shown in Figure 2.
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Figure 2. A schematic diagram of a four-level quantum dots (QDs) is plotted. Energy levels are
denoted as |1>, |2>, |3>and |4>. The probe eld and SPP eld are applied in the transition jli $j2i.
The DDI-MNP and DDI-QD elds are acting in the transitions ~ j2i $ j3i and j3i $ j4i, respectively.

Following the method of reference [ 52,53], the expression of the polarization was
found as Poe

1 2 3
Poe Wp = Péé Wp + Pé% Wp,Wp + Pé% Wp, Wp, Wp (22)
1 1
Péé Wp =20C$1)I)E Wp Ep Wp

Pg’é Wp, Wp,Wp =29 CS’)E Wp, Wp,Wp Ep Wp Ep wp Ep wp .
Here SI)E gl)i and gl)z are the rst, second the third-order expressions of the sus-
ceptibility. We know that the rst-order susceptibility is responsible for the one-photon
phenomena, whereas second-order susceptibility is responsible for the two-photon phe-
nomena. Finally, the third-order susceptibility is responsible for the Kerr nonlinearity.
Fowling the method of references [52-55], the polarization of the QE can also be
expressed in terms of the quantum density matrix operator () as follows

Poe Wp = 2mpy rp; Wp + h.c. (23)

where ny, is the matrix elements of the dipole moment between transition j1i $ j2i and
I o1 is the nonlinear density matrix operator () between transition j1i $ j2i. Expressing
the nonlinear density matrix as follows

1 2 3
rog = r(21) Wp + rgl) Wp,Wp + rgl) Wp, Wp, Wp . (24)

Putting Equation (24) into Equation (23), we obtained

" 2 3
() (2) Wp,Wp + r(21) Wp, Wp,Wp + h.C. . (25)

Poe Wp = 2mpy Ty Wp + 1y
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We compared Equations (21) and (25) and we found the relation between the suscepti-
bility and the density matrix elements to be as follows

Znylr(zll) (wp)+hc

@ W =
P 20'(513(Wp)
2
_ 2mpyr ;7 (wpwp)+ he
c@ wp,w, = Skt \Tpfp)7 (26)
PP ZoEp((s‘;Vp) Ep(wp)
_ 2mpry) (wpwpwp)+he
c® wy,wp,wp = 21
PR TP 20Ep(wp) Ep(wp) Ep(wp)

The above expression can be expressed in terms of the Rabi frequency as

— 2"‘31’211) (wp)+he

) :
CH Wp 20] W,
&)
(2 - 23,137 (Wp.wp) + he 27
c'? wp,wp 2028 , (27)
&)
3 — 2ntyr 57 (Wp.wWpWp)+ he
¢t wp, wp, wp RS

Following the method reference [ 52, the intensity of the uorescence (light emission
intensity) from the QE could be calculated in terms of the susceptibility as follows

lioh = 5B ¢ wp Ep w ;
1ph = 2¢2,72, “pp ¥p =p Yp
_ wh (1) 2
loph = m’éfb Cpp Wp,Wp Ep Wp Ep Wp (28)

_ow 2
lkerr = 533,P5= Cpp WpsWp,Wp Ep Wp Ep wp Ep wp

The expression of the intensity of the uorescence is given in Equation (28) can be ex-
pressed in terms of the density matrix elements by putting Equation (26) into Equation (28)

as follows

2
_ Awpwpng, (1)
l1ph = 32,22° 7; 21 We

— Awpwpng,  (2) 2
|2ph— mpﬁ er Wp,Wp (29)

2
lkerr = ;C\;v%g% r(z? Wp, Wp, Wp

Note that the susceptibility (Equation (27)) and the uorescence (Equation (29)) depend
on the density matrix elements. Next using the quantum density matrix method, we
evaluated the density matrix elements r(zll), rgzl), and rg‘? for the rst, second, and third-
order in the probe eld, respectively.

We know that the probe electric eld can be denoted in terms of the Rabi frequency
Wp = mp1Ep/ h acting between transition j1i $ j2i. We consider that the SPP eld repre-
sented in term of the SPP coupling constant P sppis acting between transition j1i $ j2i.
Similarly, the DDI-MNP eld F MNP is acting between transition j2i $ j3i and the DDI-QD
eld Fgg, is acting between transition j3i $ j4i. To make the calculation simple, we

considered Fpp; = Fggl = FMNP. The physics of the problem do not change due to

this approximation.
Three electric elds are falling onthe QE: Er = Ep+ ENNP + Eggl . These ledinteract
with the exciton of the QE. Using the dipole and rotating wave approximation [52-55] the

interaction Hamiltonian between QE was found as

Hin = }Wpsp1 + } WgppsSo1 + } WY sp3 + }\/\/85543"‘ h.c. (30)
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where .
Wp = ﬂF,WSPFF WpP spp, 1)
NP — MNP E _ QE
ngm = WeF pp ’ng = WpF pp,
Here h.c. stands for the Hermitian conjugate. Here s;; = | i><j| is the exciton creation

operators for jii $ jji. Parameter W, is called the Rabi frequency. The rsttermin Hiy
is the exciton-probe eld interaction. The second term is exciton-SPP eld interaction.
The third term is exciton-DDI-MNP interaction. The last term is exciton-DDI-QE eld
interaction.

With the help of Equation (30) and following the method of references [ 53-55] equa-
tions of motion for density matrix elements were found as follows

drqp — .
ot = 2923722 iWp(riz  rai)

dr . .
2= 29010+ iWp(rip o) + iPgpp(raa  r23)

dl’33 —_ . .
g = 2031122+ iPgpp(raz ra2) +iFpp (ras  raa)

e = Oarix iPgpprazti(raz ri)Wp

diar1z  iroP spp™t ir 23WP ir4F DD (32)

dl'23 _ - . .
o= Oaarpz+i(raz r2o)Pgppt irisWp  irasF pp,

d|'14 _ . .
g+ = Ouarag  iragFpp) +iraaWp

dr24 _ . . .
gt - d24r24 + ir4P spp ir o3F DDI + |r13WP
dr _ . .
= Oaaraat irpaP gppt+ iFpp (fas  r33)

where the parameters appearing in Equation (32) were found as

do1 = Ghy + Q921,023 = Cha+ i023,d34 = Cea+ Qa3
dgg = dag+ 1941, 0ap = dyp+ ig4p,d31 = G371+ ig31
thy1 = Wp1  Wp,0sa = W3g Wg,th3= Wp3 Ws

i = Gha+ Ggg,Cha = b1 Chz ks, i3 = b1 (b3

Here dj is called the eld detuning. Physical quantity  j is the exciton decay rates.

We solved Equation (32) in a steady state. We know that density matrix elements
satisfy the condition rq1+ ros+ raz+ rgs = 0. We tried to nd the analytical expression of
the density matrix elements in the steady-state. We considered that initially the ground
state is lled and all excited states are empty: r(l(i) = land rg%) + rg%) + rfgz =

In the rst order in the probe eld, Wp, we solved Equation (32) using the above initial
condition. After some mathematical manipulations, we obtained the following analytical

expression of one-photon density matrix element r (112) as

(33)

'O = iWp disdis  Fp,
1

. (34)
dpp digdis F3p, + diP3pp

The second-order two-photon density matrix element r(lzz) was calculated in the sec-

ond order in the probe eld, \/\/,2D by solving Equation (32). After some mathematical

manipulations, we obtained the following analytical expression of the element r (122)
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(D (1)
(@ r%)PSPPWde rgl)PSPPWpFDDI | 155 111 Wp digths  doaFfp
12 =

dp1 diadia  diF 3y, + P3op0ha dp1 Ohadia dxiF3p, + ngpdl4(35)

(L
(1) _ Irg3)FDDId34

r
24 daad3st P Zpp
@
(1) _ 'r§3)FDDI da4

r
24 d24d34+ P épp
(1) = _ 2P gpplmay,
22 = 25+ 4P ;o Jmay, (36)
; 2 1 (@
(1) _ +iPgpp(doadsat PEpp) (rg r33)

r
z d23(d2adsat P Epp) + F i das

: 2
a3 = +iP gpp(d24d3at P §pp)
p3(dpadaat P2pp) + F 25, Oaa

The third order Kerr density matrix element r(l‘? was calculated in the third order in the
probe eld E:’F', and E%PP by solving Equation (32). After some mathematical manipulations,
we obtained the following analytical expression of the element r ) as

12
(2 (2 L (2) ) 2
(@ - 23 WP gppdia + 1155 WoF DDILSPP+ i(ry;  ri7)Wp digdis  do1PSpp (37)
12
Op1 digths  GoiF3p, + P3ppdia Oy digdis  GoiF3p, + P3pptia
r(l) — d14F pp) Wp )
13 d21(d1zdis P Epp) + ciaF B
- (2
I‘(z) - Ir(23)PSPPd34
24 dogtaat F 2,
. . . (38)
2 _ 'rézs)FDDl Ir(222)FDDI+”(113)WP (doadaa+ FBp,)

r =
z (dzadsat Fdp, )+ P &pptas

(1)
2 _ Wplm ris

M22 921

Note that the r(llz), r(lzz) and r(l‘? depend on the SPP and DDI couplings.
We then calculated the linear uorescence intensity due to the emission of one photon.
Inserting Equation (34) into Equation (29) we obtained linear uorescence intensity as
. 2
4Wprr;r§l IWp d13d14 FZDD|
2c2022" 25 dpy digths F3p + diaP3pp

l1ph = (39)

Similarly, we calculated the nonlinear uorescence intensity due to the emission of

two photons. Inserting Equation (35) into Equation (29) we obtained the two-photon
uorescence intensity as

_ Awpwpnd,  (2) 2

(2)
|2ph_ 202025 7; rA Wp, Wp + rB Wp, Wp

( (1)
2 rs2 P W, d rs P W, F
l’fq) Wp,Wp =+ 2 see 14 24 7 spp"pT D01 (40)
Op1(di3tia d1F 3 )+ PEppdia

1)

@ L@
@ wowe = irs) ) Wo(disdis daF3p)
B R do1(disths dorF3p )+ PEpptia
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Finally, we evaluated the nonlinear uorescence intensity due to the emission of three
photons. Inserting Equation (37) into Equation (29), we obtained three-photon uorescence
intensity (i.e., Kerr intensity) as

(@4 2
| = |
kerr 0 dpy(digia dpil 3, )+ LEpp01a
3 _ (2 (2
Fa = T3 WP gpptia+ iry, WoF pp) Pspp (41)
_ Awyw mgl
lo = 2c2025éfb

rg) = |(rgzz) I’gi))Wp d13d14 d21P%PP .

We found that the one-photon, two-photon, and three-photon uorescence intensity
depends on the SPP coupling and DDI couplings.

5. Exciton Decay Rates Due to Dipole-Dipole Interaction

The radiative decay rates j; appear in Equations (27)—(35). The radiative decay rate

-1 IS due to the spontaneous emission of exciton transition from j2i to j1i. The decay rate

»3is due to the exciton decay from j2i to j3i because of the exciton-DDI-MNP interaction.

Similarly, the decay rate 3, is also due to the exciton decay from j3i to j4i because of the
exciton-DDI-QD interaction.

The SPP dispersion relationw, was evaluated in Equation (6) for the upper (+) and
lower () SPP spectrum. The lower mode of the SPP is responsible for the enhancement of
the SPP eld. Hence, we consider the lower branch for the decay calculation. The spectrum
of the lower branch was denoted as wy = w, . Henceforth, we take out superscript () for
all terms.

The exciton interaction Hamiltonian with the probe, SPP, and DDI elds can be written
in the dipole and rotating wave approximation as

Hint = Ho+ Hex pp+ Hex sppt Hex'bor + He poy (42)
where the rst term is the Hamiltonian for the noninteracting excitons and SPPs. The
second term is due to the spontaneous emission coupling term due to the exciton-probe
eld interaction. The third term is due to the exciton-SPP eld interaction. Finally, the
fourth and fth terms are due to the exciton-DDI eld interaction. Their expressions were
found as
Ho = i_él 3} Wi1Si1 + c’?l( }wEplpy

o

Hex pp= & Vpp PSS+ BiSy

=~

g T4 of
Hex spp= al'(VSPP PcS21t PyS21 (43)
MNP  — s \/MNP t T
Hex ppi = ?(VDDI PeS23+ PSaz s
QE = g yQE o ot 4 ot
Hex poi = ?‘(VDDI PkS3at PySzs

where s = | i><j| is the exciton creation operator for transition jii $ jji where i and
stand for 1, 2, 3, and 4. Meanwhile, the operators pgm k, Pnmk, are the photon creation and
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annihilation operators, respectively. The coupling constant appearing in Equation (43) was

found as
1/2

o mwp
Vep = | 2202 5VoE
172
Vepp= i M p
SPP 2202 5VoE SPP
Y (44)
VMNP — Mo} W EMNP
DDI 2202 VoD DDI
1/2h i
vQE — i _MJwg p QE
DDI 2202 Voe DDI

where Vg is the volume of the QE.
The Golden rule method of the quantum mechanical perturbation theory was used to
calculate the decay rates. It is written as
4
Gj= 20} &  dWRDK(WD)[Vin (W)j%d Wi #; (45)
K

where Vi, is the interaction term given in Equation (44) and Dy is the DOS which has been
calculated in Equation (8).
Putting Equations (44) and (8) into Equation (45) and doing extensive mathematical
manipulations, we obtained the decay rates for exciton as
| |
(Wp W)+ jgi® . _Pingwd (46)
(Wp  Wag)? b0 P 202p }4c3

G = goZk(W21) = do

2
Gspp= 9o P spp “Zk(W21)

b = 9o Lgpi Zi(wzs) (47)

2
D D
GSp1 = 9o L 3D Zi(Waq)
Here g is the radiative decay rate when QD is in the vacuum. Please note the
following relationship 921 = Gy + Gpp 923 = QUNP and ga4 = GIF,. Note that the

radiative and nonradiative decay rates can have large values when exciton energies #, 3
and #4 are close to#,. This is an interesting nding of the paper.

6. Dressed States: Exciton-DDI Coupling

We show in the next section that in the strong coupling between the exciton and DDI
polaritons, the single peak in the Kerr absorption splits into two peaks. This phenomenon
can be easily explained by the physics of the dressed state. We calculated the energies and
eigenfunctions for exciton-DDI polariton Hamiltonian in the strong coupling. Note that
the DDI eld is acting between states |2> and |3>. For simplicity we denoted |3> and |2>
as |a> and |b>, respectively. Here |[a> and |b> are the ground state and the excited state
of the exciton.

The polariton energy of the kth mode was denoted as #, = #4 and it was considered
that the energy of the DDI polariton is very close to exciton energy i.e., #  #,, This
means that only one mode of the polariton was acting with an exciton and we denoted
#. = #pp). The interaction Hamiltonian between exciton and the DDI polaritons was
written as in the dipole and rotating wave approximation can be written as

Ht = #aSaat #Spp+ #iPg P« }WoDI SpaPk + SpaPk - (48)

Here p; and py are the DDI polariton creation and annihilation operators, respectively.
Here ja>< g and jb>< bj are called the number operators for states |a> and | b>, respec-
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tively. The rst two terms are the noninteracting Hamilton for the exciton and  kth mode
DDI polariton. The last term is the exciton-polariton interaction Hamiltonian. The constant
Wpp, is called the Rabi frequency for the DDI eld.

We then calculated the eigenvalues and eigenfunctions of the total Hamiltonian as

Hrjj ki = #rjj i (49)

where are #; and jj (i are the eigenvalue and eigenket of the total Hamiltonian Hj,;. We
considered two states which have the same number of particles, i.e., ny. Therefore, we
chooseja, nyi and jb, ng 1i states. The rst has ny polaritons and zero excitons and the
second has one exciton and(n, 1) polaritons. Note that both states form ja, nyi and
jb, ng  1i form an orthonormal set and they satisfy the orthonormal conditions as follows

ha,ngjang = 1, lb,ng  1jb,ng 1i = 1, ha,nijb,ne  1i = 0. (50)
The eigenket jj i can be expressed as a linear combination of the orthonormal set
ja ngi andjb, ng 1 as
ji ki = agjang + apjb,ne  1i (51)
where ay and a, are expansion constants. Inserting Equation (51) into Equation (49)

and using Equation (50), we obtained the following equations after some mathematical
manipulations as

B (Hat ) PP A aa

IWaP P aa (ot D) Ay O (52)

The determinant of the above equation gives the eigenvalues of energy # as

}Wa™ N aa #o (Bt o 1)
The above expression reduces to the following equation as
q
thyt thy, 1t #HT 1 o
= « 5 : 5 (4 #)” + Anic} 3 Wogij®. (54)

The#} and #; are eigenvalues for eigenkets | ’{ and j ¢ andthey are called dressed
states. Putting, #,, = n#y and #,,= #, # into the above expression, we obtained

q
#ha , 1 1
2

N - #H > (1 #ha)”+ 40 2 Wyqij2. (55)

H =

We then calculated the eigenkets j ; and j  from Equation (48) for eigenvalues
#‘} and #;. The expansion coef cients a, and a, are provided in Equations (56) and (57).
Using orthonormalization properties given in Equation (50) and after some mathematical
manipulation, we obtained

2
+
#o (Fat #h) "+ IWag Nk
|
p_ T
a, 2= }Waai© Nk _ (57)

L (Hat thy) 4 }deiperZ
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In most of the experiments, only one polariton was required to excite transition from
ground state | ai to the excited state | bi. Therefore, we added n, = 1 in the above equations.
For this case, we obtained the following expression for the eigenvalues

q
o= Bty 2 (4 2V’ (58)

Here dy, = #,5 #yis called the detuning parameter in quantum optics. When the DDI
polariton energy is in resonance with the exciton transition energy (i.e., tha= #,2 #3= 0),
the above expression reduces to a simple form

#e = thy 2 Waai® (59)

We found that when the polariton energy is in resonance with the exciton energy, the
excited state splits into two dressed states | ; and j ; . The energy difference between
the two dressed state was proportional to the DDI coupling Wygi = WpF ggi-

7. Results and Discussion

In this section, we discuss the numerical simulations performed on the SPP dispersion
relation, DOS of SPPs, and Kerr absorption intensity. The effect of the SPP and DDI cou-
plings on the Kerr absorption intensity are also investigated. In our numerical simulations,
we measured all physical qualities related to energy (frequency) are measured with respect
to the decay rate ,. Some of the examples for the energy (frequency) physical quantities
are Rabi frequency (Wp), exciton frequencies, probe detuning, and decay rates. In our
numerical simulations, we used 3/ 21= 34 21=1andWp/ »1=1. The probe detuning
(dp) and DDI detuning ( 4) were measured with respect to the decay rate ;.

We rst calculated the dispersion relation for the SPPs and the density of states
for the SPPs. Here the dispersion relation means the relation between the energy and
wavevector of polaritons. The dispersion relation is calculated in Equation (6) and the DOS
is calculated in Equation (9). The results are presented in Figure 3a,b. The normalized SPP
energy (w, / wp) is plotted in Figure 3a as a function of a normalized wave vector (k/ kp).
One can see that the SPP dispersion relation has a bandgap. The upper band does not
participate in the enhancements of the Kerr intensity because its properties are similar to
photons. On the other hand, the lower band plays an important role in plasmonics. The
behavior of this band is a mixture of plasmons and photons (i.e., SPPs). These materials
can be called the polaritonic bandgap materials, since they have a polaritonic bandgap in
their band structure. They are similar to photonic bandgap materials that have a bandgap
in their photonic dispersion relations.

The results for DOS are plotted in Figure 3b as a function of the normalized energy
(w, / wp). We found that the DOS has large values near the band edges. This means that
a large number of SPPs are located near the band edges. When a QE lies near the MNP,
excitons of the QE interact with the SPPs of MNPs. However, if the energy of the excitons
lies near the band edges, there will be huge exciton-SPP coupling since there are the huge
number of polaritons are located near the band edges.

Next, we studied the effect of the SPP eld on the Kerr absorption intensity ( lxer/ lo).
The results are plotted in Figure 4a as a function of normalized detuning ( dp/ 21 = b1/ 27)
for different values of the SPP coupling ( P spp). For Figure 4a, we have considered that DDI
coupling is absent. The solid, dash, and dash-dotted lines were plotted for the detuning
parameter Pgpp = 0.1, Pgpp = 0.7, and P gpp = 1.5, respectively. Note that the SPP
coupling is unitless. Other parameters are taken as F pp; = 0.0. Her the DDI coupling is
also unitless. Note that at zero detuning (i.e., dy/ ,; = 0), the Kerr intensity has a peak.
The zero detuning means that the probe eld frequency is in resonance with the exciton
frequency wy; (i.e.,Wp = Way).
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(@ (b)

Figure 3. (a) (left): The band structure of the SPPs is plotted as a function of the normalized energy and wavevectors.
(b) (right): The DOS of the SPPs is plotted as a function of the normalized energy.

(@ (b)

Figure 4. (a) (left): The Kerr absorption intensity ( lyer/ lo) is plotted as a function of the normalized probe detuning
dp = G1. The solid, dash, and dash-dotted lines are plotted for P gpp = 0.1,P gpp = 0.7, and P gpp = 0.7, respectively.
(b) (right): The Kerr absorption intensity ( e/ lo) is plotted as a function of the SPP coupling P spp(normalized unit) and
the probe detuning (normalized unit).

We found in Figure 4a that as the SPP coupling increases, the Kerr intensity also
increases. See the dotted and dash-dotted lines in the gure. This means that there is a large
enhancement in the Kerr intensity due to the presence of SPPs. The enhancement occurred
because the SPP coupling appears in the numerator of the Kerr intensity expression. See
Equation (41). Further, we predicted that the enhancement has smaller values when the
probe eld is not in resonance with the exciton energy.

We also plotted a three-dimensional gure for the Kerr intensity ( lyer/ lp) as a function
of the SPP coupling (P spp) and the probe detuning dy/ ,; . The results are shown in
Figure 4b. Note that as the SPP coupling increases, the Kerr effect also increases. There is a
huge enhancement in the Kerr intensity due to the nonreality of the system.

The enhancement in both Figure 4a,b in the Kerr absorption intensity can be explained
as follows. When the SPP eld (i.e., MNS) is absent (i.e., P spp = 0), the Kerr intensity is
due to the contribution from three probe photons. However, the Kerr intensity has an extra
contribution due to the SSP coupling. The extra contribution to the Kerr intensity is due to
the three polaritons produced by the SPP eld. The SPP contributions to the Kerr intensity
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are many times larger than the probe photons. In summary, we can say that the present
nding can be used to fabricate nanosensor devices for nanotechnology and nanomedical
applications by measuring the enhancement of the Kerr intensity.

Next, we investigated the effect of the DDI coupling ( Fpp;) on the Kerr intensity
(Ikerr/ 10). The results are plotted in Figure 5a as a function of the probe detuning dp/ 55 .
The solid, dash, and dash-dotted lines were plotted for the detuning parameter Fpp, = 0.1,
Fppl = 0.5 andFpp, = 2.0 respectively. The SPP coupling parameter was taken as
P spp= 0.1. The SPP and DDI coupling parameters were unitless. One can see from the
gure that for the DDI coupling Fpp; = 0.5, the Kerr intensity was enhanced. When the
DDI coupling was further increased to F pp; = 2.0, the Kerr intensity decreased, and one
peak split into two peaks.

(@) (b)

Figure 5. (a) (left): The Kerr intensity ( lger/ lo) plotted as a function of the probe detuning  dy = dpy . The solid, dash and
dash-dotted lines are plotted for the detuning parameter F 5, = 0.1,F 55, = 0.5, andF 5, = 2.0, respectively. () (right):
The Kerr intensity ( lyer/ lo) plotted as a function of the probe detuning d, = dy and the DDI coupling F .

To make the effect of the DDI coupling on the Kerr intensity clearer, we plotted a
three-dimensional gure of the Ker nonlinearity in Figure 5b. Note that when the DDI
coupling is in the weak coupling limit, the Kerr intensity increases with the DDI coupling.

It reaches a maximum value at a certain value of the DDI (i.e., F pp; = 0.4). When the DDI
coupling increases further, the peak of the Kerr intensity splits into two-peaks. In summary,
we can say that when F pp; < 1.

The Kerr intensity has one peak. On the other hand, when Fpp, > 1, the Kerr
intensity splits from one peak to two peaks. The condition Fpp; < 1lis called the weak
coupling limit, whereas the condition Fpp, > 1is called the strong coupling limit. This is
an interesting nding of the paper.

We then de ned the weak and strong DDI coupling limits. In the literature, the
weak coupling limit is de ned when the Rabi frequency of the DDI electric eld (  Wpp;)
is smaller than the decay rate (i.e., Wpp; < ¢»1). Here the DDI Rabi frequency is de ned
asWpp| = Fpp| Wp. In this case, the DDI coupling F pp, is in the weak coupling limit.
On the other hand, the strong coupling limits are de ned when the DDI Rabi frequency
is larger than the decay rate (Wpp, < g»1). In this case, the DDI coupling is in the strong
coupling limit. The above de nitions are the approximate de nition and are not applied in
all problems. Note that in Figure 5b, the DDI coupling approximately satis es the weak
and strong coupling limit criteria for the enhancement and the splitting of the peak.

The splitting from one peak to two peaks due to the strong DDI coupling limit is
explained by using the physics of dressed states, as discussed in Section 5. In the absence
of the DDI coupling, the Kerr intensity is due to the three photons emission from the
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transition j2i $ jli. On the other hand, in the strong DDI coupling limit the excited state
j2i $ j3i splits into two dressed states j2 i $ j3i and j2+i $ j3i. Therefore, the Kerr
intensity emissions have two peaks due to transitions j2 i $ jli and j2+i $ j1li. We have
also found that the distance between the peaks increases as the DDI coupling increases.
This is because the energy splitting is directly related to the DDI coupling. See Equation
(59) for further details. In summary, we can say that the splitting of one peak (ON) into
two peaks (OFF) can be used to fabricate nanoswitching devices for nanotechnology and
nanomedical applications.

Finally, we provide comments on the giant nonlinearity found due to the Kerr effect
in the present work. We have shown that there is a huge (giant) enhancement in Kerr
nonlinearity due to the presence of SPPs. We have also found the due to the weak DDI
coupling, there is also an enhancement in the Kerr nonlinearity. The giant Kerr nonlinearity
found in plasmonic nanohybrids is of great importance in the context of quantum informa-
tion theory and its applications. In particular, the photon/phonon blockade can appear in
systems involving high Kerr-type nonlinearities [ 56,57]. Moreover, such systems can be
applied in the maximally entangled state's generation [ 58] and as the source of quantum
steering [59]. Quite recently, the model involving Kerr nonlinearities was considered in the
context of the PT-symmetry breaking [ 60]. The present study can also be used for optical
pumping [61] and photon transparency [62].

8. Conclusions

A theory of the Kerr nonlinear tensity was developed by using the many-body quan-
tum mechanical density matrix method for plasmonic nanohybrids. We showed that the
Kerr intensity enhances in the weak dipole-dipole coupling limits. On the other hand,
in the strong dipole-dipole coupling limit, the single peak in the Kerr intensity splits
into two peaks. Further, we found that the Kerr nonlinearity is also enhanced due to
the SPP coupling. Next, we determined the spontaneous decay rates are enhanced due
to the dipole-dipole coupling. The enhancement of the Kerr intensity due to the sur-
face plasmon polaritons can be used to fabricate nanosensors. The splitting of one peak
(ON) two peaks (OFF) can be used to fabricate the nanoswitches for nanotechnology and
nanomedical applications.
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