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Preface to "Symmetry and Mesoscopic Physics”

Nature loves to play dice with us, providing this or that riddle along the way of our
understanding of its diversity. It is like the faces of an n-dimensional facially regular polyhedron,
the numerous faces of which from time to time indicate different problems for us. Depending on our
luck, we can get the Ariadne’s thread, which could lead us to the laws of nature based on beauty
and harmony. Since ancient times people have realized that very often harmony is associated with
symmetry. In this issue, we tried to present some of the results of the manifestation of symmetries
and symmetry breaking in finite quantum systems that have peculiarities compared to macroscopic
samples. Some authors find the effects of symmetry and asymptotic symmetry breaking in the
analysis of Bose-Einstein condensate. Other authors have shown how symmetries, due to spin-orbit
interaction in quantum dots and graphene, can explain the effects of electron transport in these
systems. The problem of scaling symmetry, related to fractals, is studied as well, which allows us to
understand the mechanisms of fabrication of complex materials with predefined physical properties

and functionalities.

Rashid G. Nazmitdinov, Vyacheslav Yukalov
Editors
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Abstract: Particle fluctuations in mesoscopic Bose systems of arbitrary spatial dimensionality are
considered. Both ideal Bose gases and interacting Bose systems are studied in the regions above
the Bose—Einstein condensation temperature T, as well as below this temperature. The strength of
particle fluctuations defines whether the system is stable or not. Stability conditions depend on the
spatial dimensionality d and on the confining dimension D of the system. The consideration shows
that mesoscopic systems, experiencing Bose-Einstein condensation, are stable when: (i) ideal Bose
gas is confined in a rectangular box of spatial dimension d > 2 above T, and in a box of 4 > 4 below
T¢; (ii) ideal Bose gas is confined in a power-law trap of a confining dimension D > 2 above T, and of
a confining dimension D > 4 below T¢; (iii) the interacting Bose system is confined in a rectangular
box of dimension d > 2 above T;, while below T, particle interactions stabilize the Bose-condensed
system, making it stable for d = 3; (iv) nonlocal interactions diminish the condensation temperature,
as compared with the fluctuations in a system with contact interactions.

Keywords: Bose systems; asymptotic symmetry breaking; Bose-Einstein condensation; particle
fluctuations; stability of Bose systems

1. Introduction

The theory of Bose systems has recently attracted high attention triggered by experimental studies
of cold trapped atoms (see, e.g., the books and review articles [1-19]). Special attention has been
payed to the study of particle fluctuations, mainly considering three-dimensional macroscopic Bose
systems or harmonically-trapped atoms. The importance of this problem has been emphasized after
the appearance of a number of papers claiming the occurrence of thermodynamically-anomalous
particle fluctuations in the whole region below the condensation temperature T; even for equilibrium
three-dimensional interacting systems (a list of the papers containing such claims has been summarized
in [20]). The origin of the arising fictitious anomalies and the ways of avoiding them have been
discussed in detail in reviews [16-18].

It would not be strange if anomalously strong fluctuations would be found at the point of
a second-order phase transition. This would be natural, since at the point of a phase transition,
the system is unstable and fluctuations in a system can drastically increase. It is exactly the
system instability that drives the phase transition and forces the system to transfer to another state.
However, as soon as the transition to the other state has happened, the real system becomes stable
and has to exhibit thermodynamically normal fluctuations. It is therefore more than strange how
thermodynamically-anomalous fluctuations could arise in realistic three-dimensional interacting
systems.

Moreover, Bose-Einstein condensation is necessarily accompanied by the spontaneous breaking
of global gauge symmetry. From the mathematical point of view, the similar breaking of continuous
symmetry occurs under magnetic phase transitions [21]; hence, anomalous fluctuations of the order
parameter should appear in magnets below T.. However, thermodynamically-anomalous fluctuations

Symmetry 2019, 11, 603; d0i:10.3390/sym11050603 1 www.mdpi.com/journal /symmetry
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imply the system instability [22]. Therefore, if such fluctuations would really arise in the whole range
below T¢, then neither superfluids nor magnets would exist. Fortunately, it has been shown [23,24]
that thermodynamically-anomalous fluctuations in interacting three-dimensional equilibrium systems,
discussed in theoretical papers, are just calculational artifacts caused, briefly speaking, by the use of a
second-order approximation for calculating fourth-order terms.

The aim of the present paper is to extend the investigation of particle fluctuations in Bose systems
in several aspects: First, we consider mesoscopic systems that are finite, although containing many
particles N >> 1. Taking into account a finite number of particles requires modifying the definition of
the Bose function by introducing a finite cutoff responsible for the existence of a minimal wave vector
prescribed by the system geometry. Second, we analyze particle fluctuations above, as well as below T
for the Bose systems of arbitrary dimensionality, which allows us to find the critical spatial dimension
above which the system is stable. Third, we consider two types of Bose systems, confined either in
a rectangular box or in a power-law trap. Fourth, the influence of nonlocal interactions on particle
fluctuations is analyzed, as compared to that of local interactions.

Throughout the paper, the system of units is employed where the Planck and Boltzmann constants
aresettoone, i =1and kg = 1.

2. Particle Fluctuations and Stability

Here and in what follows, we consider mesoscopic systems that are finite, containing a finite
number of particles N, although with this number is rather large, N >> 1.

Observable quantities are given by statistical averages (A) of Hermitian operators A. Fluctuations
of the observable quantities are characterized by the variance:

~

var(A) = (A% — (A)?.

The observable is called extensive when:

(A) « N (N>1), (1)
which is equivalent to the condition:
A
% ~ const (N>1). ()

Fluctuations are termed thermodynamically normal if the inequalities:

VarEA)
[(A)]

are valid for any N, which can also be represented as the condition:

0 <

< oo 3)

var(A) N
. const (N>1). (4)

When these conditions do not hold, the fluctuations are called thermodynamically anomalous.

Sometimes, instead of the terms thermodynamically normal or thermodynamically anomalous, one
says, for short, that fluctuations are just normal or anomalous.

Particle fluctuations, describing the fluctuations of the number of particles, characterized by the
number-of-particles operator N, are quantified by the relative variance:

varll) _ L () - 2 ®)
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where N = (N). The fluctuations are normal when:

0< Varz\(lN ) < ©6)
for any N, or in other words, when:
Var}\(]N) ~ const (N>1). (7)

The strength of particle fluctuations characterizes the system stability, since these fluctuations are
directly connected to the isothermal compressibility:

AN w  ON\ou /gy
by the equality: )
var(N N

with p being the average particle density. The system stability requires that:

0 < x7 < (10)

for any N, which yields Conditions (6) and (7). The above relations give us one of the ways for
calculating the relative variance:

var(N) T (oN
v et (5, o

3. Ideal Gas in a Rectangular Box

Bose systems in a rectangular box are not merely an interesting object allowing for detailed
calculations, but it can also be realized experimentally inside box-shaped traps [25-27].

3.1. Modified Bose Function
The grand Hamiltonian of a gas in a rectangular box of volume V reads as:
2

H= Ayl = [} (= 5 ) v dr, 12)

2m

where the integration is over the given volume V. Assuming periodic continuation of the box, the field
operators can be expanded in plane waves,

1 a
¥(r) =) axge(r) ,  gr(r) = —= 7, (13)
3 v
which gives:
k2
H= ;wkaZak (a)k =5 ) ) (14)
The total number of particles is the sum:

N=No+N;, Ni=) n, (15)

kkg
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where N is the number of condensed particles, while Nj is the number of uncondensed particles, with
the momentum distribution:

Ny = (aiak> = (eﬁ“’k - 1)71 ) (16)

Here, f = 1/T is the inverse temperature. For a large number of particles, the sums over momenta can
be represented as the integrals,

dk
ny — V/l’lk —
; . (2m)d

where d is spatial dimensionality. In the case of isotropic functions under the integrals, it is possible to
pass to spherical coordinates. However, it is necessary to take into account that for a finite system, the
values of the wave vectors start not from zero, but from a finite minimal momentum kg that can be

estimated as:
27 27T

ko= = N

(17)

with the box volume:
v=L%  L=aNV?,

where a4 is the mean interparticle distance. Thus, the integration over the momenta takes the form:

dk 2 * -1
/ (27)d - (4m)/2T(d/2) Jx, kK dk, (18)

where the lower limit is given by the cutoff prescribed by the minimal quantity ko. Then, the number
of uncondensed particles becomes proportional to the modified Bose function:

) n—1
n(z) = L/ i du , (19)

T(n) Ju, e* —z

with z = exp(By) being the fugacity and where the lower limit is given by the cutoff:

k(z) €0
0= ST T T (20)
defined by the minimal energy:
27'[2 —2/d
=— . 21
0= N 1)

Since the minimal energy (21) tends to zero for large N, it is admissible to keep in mind that:
up < 1 (N>1). (22)

In this way, the relative variance (11) can be expressed through the derivative of the modified Bose
function (19). The latter differs from the standard Bose function by the existence of a nonzero lower
integration limit defined by the minimal wave vector.

3.2. Fluctuations above the Condensation Temperature

At temperatures above the condensation point, there are no condensed particles, so that the total

number of particles reads as:

N=gin)  (T2T), @)
T

where:
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is the thermal wavelength. Hence, the relative variance (11) is:

var(N) _z 084/2(2)
N o e (T>T.), (24)

where p = N/V is the particle density.
Estimating the Bose function above T, where z < 1, we find:

- = ; ity 0,z<1 25
SO o [0 Genaey  MSEs @
In particular,
z ~1/2 M(l)/z
8—1/2(2) = — m Iz + E (Z < 1) (26)
and: .
golz)=— 73— (<. (27)

Calculating the derivatives of the modified Bose functions requires being attentive, since some of
the derivatives are different from those for the standard Bose functions. Generally, we have:

dagn(z) 1 ult~!
= — _ . 2
0z z 8 1(2)+ T'(n)(1—z+up) @8
Using the smallness of 1, we can write:
up—1 1 ug
0 ~ n—-1_ 0
1—z4uy 1—Z<MO 1—z> (z<1).
Therefore, for n < 1, we find:
98n(2) up .
o :_(1—2)2F(1+n) n<1,z<1); (29)
while for n > 1, keeping the main terms, we get:
ogn(z 1
ggé ) _ - gn1(z)  (n>1,z<1). (30)

We shall also need the derivatives:

9g1/2(2) 2”(1)/2 _
2 T Jmi—zp @=loz<D
ag1(z) _  up B
PER g d=2,z<1),
dg3/2(z) _ 1

T:Egl/z(z) (d=3,z<1).

For the relative variance, depending on the space dimensionality, we obtain:

var(N) B 2z gp\1/2 B
N  Jr(1-2)20Ar (?> (d=1,T>T),
var(N) z €0 B
N __(1_Z)2PA2T(T) (@=2,T>T),
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var(N) 1

The negative values of the variance for d = 1 and d = 2 show that these low-dimensional systems are
unstable. However, the gas is stable in three dimensions.
As follows from the derivative:

984/2(2)

1
e =2 8(d-2)/2(2) (d>2,z<1), (32)

the system is stable for d > 2. That is, the critical spatial dimension, above which the uncondensed gas
in a rectangular box is stable, is d. = 2, so that the stability condition is:

d>d=2 (T>T). (33)

3.3. Condensation Temperature of a Gas in a Rectangular Box

At the temperature of Bose condensation, the chemical potential becomes zero, y = 0, because of
whuich z = 1. The total number of particles:

1%

N = P 8a2(1)  (T=T) (34)
defines the critical temperature:
2/d
T, = 2% [ P ] . (35)
m [ 8as2(1)

For different dimensionalities, we have:

81/2(1) = \/ZE
gi(l)=—Inuy (d=2),
g3/2(1) =¢(3/2) (d=3).

This gives the critical temperatures for a one-dimensional system:

12 _
T. = € d=1), 36
© Vo ? ( ) (%)
and for a two-dimensional system:
B 27p _
Te= mIn(T,/eg) (@=2). (37)

Iterating the latter equation and taking into account that:

T 2
—~ < exp <7rp) , eo o« N2/ (N>1),
meog

€0
we obtain: 5
p
= — d = 2 .
L mIn(27p/meg) ( ) (38)
For a three-dimensional box, we have the known result:
[ o 13
T = — d == .
A (39)
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The critical temperatures at a large N >> 1 scale as:

1
TC X N (d = ].) ’
1
T, N (d=2),
Te o const (d=3). (40)

For d < 2, the critical temperature diminishes to zero as N increases. It remains finite for d > 2. Recall
that, as is found above, the system is unstable for d < 2. Thus, the Bose gas in a box is stable in the
case where the critical temperature remains finite for large N.

3.4. Fluctuations below Critical Temperature

Below the critical temperature, there appears the Bose-Einstein condensate, so that the
number-of-particle operator becomes the sum of the number of condensed particles Ny and the
number-of-particle operator Ny of uncondensed particles,

N=Ng+Ky (T<T). (41)

When the condensate function 7 is introduced by means of the Bogolubov shift [28-30] of the field
operator:

¥(r) = 7(x) + 1 (r),

then particle fluctuations are defined by the fluctuations of uncondensed particles (see the detailed
explanations in [3,9,16-18]),
var(N) = var(K;) .

The average number of uncondensed particles is:

|4
N; = )T”% ga/2(1) (T<T,). (42)

Therefore, the relative particle variance reads as:

var(N) _ 1 . agd/z(z)
N T T “)
For a mesoscopic system, we have:
lim 9gn(z) _ (1) + ﬂ (44)
21z St T(n)

Notice that the last term here would be absent for a macroscopic system. In particular,

. 081/2(2) ug>'?
lim =-/2~~2 = 1 —_
ZI_I}} oz 871/2( )+ ﬁ
Since: .
g-12(1) = — NG uy 2,
we find:

lim 281/2(2) _ 2 Uz
z—1 0z 3/
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We also need the limits:

lim Lgl(z) = 1 ,
z—1 0z U
and: 5 @ )
. 983/2\2) _ £ 172
llj}} e g1/2(1) + ug 7.

VT

Using g1,2(1) from the previous subsection, we get:

dg3/2(z) 4

~ _ % p
;I—IH 0z NL fo -
Generally, from the expression:
(d—4)/2
. 084/2(z) Uy
llg} 0. 8(-2)/2(1) + T2 (45)

we see that the last term here increases with N by a power-law, when d < 4, while it increases
logarithmically for d = 4,
lim 98:(2) =

z—1 0z

For the relative variance (43), we obtain:

1—11’1110 (d:4)

var(N) 2 T\%? B
N 3ympAr <€0> @=1.
N 1 (T
varz\(l ):p%<£o> d=2),
var(N) 4 T\/? B
N Vmph} (o> =3
Varl\(]N) — p; (;) (d=4). (46)
T

Keeping in mind that ey o« N~2/4, the scaling of these expressions with respect to N is as follows:

var(N) 3 B
N x N (d=1),
var(N)
N < N (d=2),
var(N) « N3 d=3),
var(N) _
o InN (d=4). 47)

This shows that for all dimensions below and including four, particle fluctuations are anomalous,

corresponding to an unstable systems. In that sense, the dimension four is critical, implying that the
stability condition for a condensed gas in a box is:

d>do=4 (T<T.). (48)
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4. Ideal Gas in a Power-Law Trap

Power-law traps are the most often used devices for trapping particles. Here, we study particle
fluctuations and the related stability of mesoscopic clouds in such traps.

4.1. Modified Semiclassical Approximation
The general form of confining potentials, employed in power-law traps, can be represented as:

Ny
LA (49)

da]
U =25 |1,

where:

/Mwy

is the effective trap radius in the « direction. As a whole, a trap can be characterized by the effective
trap frequency wy and effective length Iy connected by the relations:

d 1/d 1 d 1/d 1
wo = w, = —, lO = l = . (50)
(E “) mi3 <H “) /My

In the limit n, — oo, we return to a rectangular box.
When the effective trap frequency is much lower than temperature,

wo
D <1 51
T <1, (51)

it is possible to resort to the semiclassical approximation that, however, needs to be modified for
considering mesoscopic systems [18,31].
In the semiclassical approximation, one defines the density of states:

2m)4/2 _
P) = Gompararey oo~ U

in which:
Ve={r: U(r) <¢}

is the volume available for particle motion.
For trapped particles, an important notion is the confining dimension [18,31]:

D=d+ ) —. (52)

The density of states for the power-law potential (49) reduces to:

eD/2—1
€) = ———=, 53
P = ST D/2) )
where we use the notation:
/2 d w;/Z-&-l/na
7D52D/2 T +1/m)
a=1 o
In the normal state above T¢, the number of particles is given by the formula:
TD/Z

N = P 8pp2(z)  (T2Te). (54)
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We again meet the Bose function that has to be modified according to the definition (19) by using the

integral cutoff:

€
up = ?0 (80 ~ wo) P (55)

with gy being the lowest energy level in the trap, which is of the order of wy.

4.2. Condensation Temperature of a Gas in a Power-Law Trap

At the critical temperature T, we have y = 0 and z = 1. Then, Equation (54) yields:

T. = . 56
L’mz(l) 6)

The modified Bose function, depending on the confining dimension, takes the forms:

5 T\ 1-D/2
8p/2(1) = 2-D)T(D/2) (80) (D<2),

a)=in—  (D=2),
0

wa=i(3)  ©>2).

If D < 2, the spatial dimension can only be d = 1, when:

N

B wp\ D72 -
™ =1y (7) @=1.
Then, the critical temperature is:
Rz D D\ [ wp\""? 3

The confining dimension equals two, D = 2, when d = 1 and n = 2, so that:
T2 = Wo (D=2,d=1,n=2).

This yields the critical temperature:

N(Uo

Te = In(T,/¢p)

(D=2,d=1). (58)

For large N, one has:

T w

— < exp (O N ) ,

€o &
since for a one-dimensional harmonic oscillator, g = wy/2. Because of this, the critical temperature
(58) can be simplified to:

N wo
T. = MmN (59)
For the confining dimension larger than two, the critical temperature is:
2/D
TN
T. = D>2). 60

10
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In the case of harmonic traps, when n, = 2, hence D = 2d and yp = cug, the critical temperature
becomes:

Tcz{gi\;)]l/dwo (ng=2,d>1).

4.3. Scaling with Respect to the Particle Number

As is explained in Section 2, extensive observables are proportional to the number of particles
N, when this number is large. This definition prescribes the scaling of the system characteristics with
respect to N. As a representative of an observable quantity, we may take, e.g., internal energy:

(H) = (H) +pN . (61)
This is an extensive quantity satisfying the condition:

{

e

) ~ const (N>1). (62)

2|

For the considered case of a gas in a power-law trap, we have:

<H> _ Dg1+D/2(Z) T1+D/2 ) (63)

N 2N7p

The function g1 p/»(z) is finite for all D > 0 and all z. Hence, the condition (62) implies:
Nyp =~ const (N> 1);. (64)

To make the consideration slightly less cumbersome, let us set the powers 1, = n for the trapping
potential. Then, the confining dimension is:

2
D:<1+n)d. (65)

vp becomes:
d/2

B 7T wy D/2
T = R 1/n) (%)

which tells us that:
D ocw(?/z (N>1).
Therefore, wy scales as:
1
W % 1775 (N>1). (66)

Using this scaling and the fact that wy ~ ¢¢, we see that the critical temperatures from the previous
subsection behave as:

1
T, N2/D-1 (D < 2),
T, « L (D =2)
7 InN -
T. o const (D >2). (67)

4.4. Fluctuations above the Condensation Temperature

Particle fluctuations above the condensation temperature are described by the formula:

Var(N) _ TD/Z . agD/z(Z)

N Np pys (T>T.), (68)

11
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where z < 1. For the modified Bose function, we have:

Ogm 1 1 . m
gaz(Z) = E 8m—1 (Z) + m (MO 1_ 111_02) (Z < 1) , (69)
with the value:
z i m—1
gm_l(z) = — m |:u0 1 - m u0:| (m < 1 7 z < 1) (70)

for m < 1. Summarizing, we have the derivatives:

agm(z) _ ug'

2~ (-ezprigm S hoEsl
381(2)__ U _
= a-zp  MTleEsU
aigm(z) 1
. —Egm_l(z) (m>1,z<1).

From here, we find the relative variance:

var(N) zTP/2 eo\D/2
= — — D<2,T>T
N (1—2)2Nqpl(1+ D/2) (T) (D<2,T>T),
var(N) zT €0
—_— £ D=2,T>T
N (l—z)zN'm(T) (  T>To),
var(N TD/2
I\(I ) _ Np 8pp-1(z)  (D>2,T>T), (71)

characterizing particle fluctuations above the critical temperature. For D < 2, the variance is negative,
which means instability. The system is stable only for D > 2, giving the stability condition:

d+2n3>2 (T>T,). (72)

4.5. Fluctuations below the Condensation Temperature

Below the condensation temperature, where ¢ = 0 and z = 1, the number of uncondensed

particles reads as:
TD/Z

D
The variance of the total number of particles coincides with that of the uncondensed particles, which

N = gpp(1)  (T<T). (73)

leads to: A b2
var(N) T lim 9gp/2(2)
N N'yD z—1 0z

For the derivative in the right-hand side of the above formula, we have:

(T<T.). (74)

. 08ps2(z) ug*?
lim =52 =82+ 575y @)
Employing the values:
gp/2-1(1) = 2 ug’* (D < 4)
/2= (4—D)[(D/2—1) © ’

12
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g1(1) = —Inuy (D =4),

we get the derivatives:

. 98p/a(2) _ 2 1 D/2-2
Im =, = l@-pir2=1) "T(D/2) | (D<4),
. 982(2) _ _
?g} e = —Inug (D =4),
. 98p/2(2) D
lim SB2E —gpp (D=2 (5-1)  (D>4).
In that way, we come to the relative variances:
z D/2 2-D/2
var(N) T 2 n 1 T (D <4),
N Nyp |(4—D)I'(D/2—-1) T(D/2)] \&o

VaIZ'\(’N) _ 1\7;4 In <T> (D=4),

var(N) TP/? D
N _nypg(z 1) (D >4). (76)

Keeping in mind that ey o« N=2/D results in the scaling:

Varl\(]N) « NP/ (D <y,

var(N)

« InN (D=4),

N
var(N)

o const (D>4). (77)

This tells us that the system is stable only for D > 4. Therefore, the stability condition is:
d
d+Y — >4 (T<T.). (78)

Notice that in the case of the often considered harmonic potential, when n, = 2, we have D = 24
and yp = wg. Then, the stability condition (78) reduces to the condition d > 2. The relative particle
variance reads as:

var(N)  ¢(d-1) (T

- T,

d
N 16 ) (ng=2,d>2).

5. Interacting Bose System above the Condensation Temperature

The grand Hamiltonian for a system of interacting Bose particles is:
V2
— t _ v
H= [ 90 (= 5 ) pio) o +
1
o [ 9 @9 )@ () drd 79)

For generality, we consider a nonlocal isotropic interaction potential ®(r) = ®(r), where r = |r|. The
integration is assumed to be over a rectangular box of volume V confining the system.

13
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In the Hartree-Fock approximation, the Hamiltonian takes the form:

Hyr = EHF+/¢*(r) (— % — >¢(r) dr +
+ [@le=r) [y (9@ +p(¢, )yt ()p(r)] drar’, (80)

where: 1
Enp = — 5 [ @ =) [o(mp(x') + | plr,x') [2] drar
and the notations are used for the single-particle density matrix:

p(r, ') = (9" (t)p(x)) (81)

and the particle density:
p(r) = p(rx) = (¥ (My(x)) - (82)

Employing the expansion of the field operators over plane waves, as in Equation (13), we get the
Hamiltonian:

Hur = Enr + Y wiatay (83)
k

in which: 1 .
Enr = — 5 pPoN — = Y meny Py,
2 2V kp

@y is a Fourier transform of ®(r), and:
@) = / ®(r) dr . (84)
The momentum distribution is given by the expression (16), with the spectrum:
wy = ﬁ+pq>o+12n,,cpk+p—y. (85)
2m VS

The function 1, possesses a maximum at p — 0, because of which it is possible to use the
approximation [32,33]:

Zl’lquker = q)k an (86)
P p
giving:
k2
= — —u. 7
Wp =5 +p(Po + Pk) — 87)

Introducing the effective interaction radius by the relation:

s _ [@(r)rfdr  4Arx

* 4
Tepf = W = 50/0 D(r)r* dr (88)

shows that the long-wave limit of @ is:
o~ (1- 122 o (89)
k= 6 eff )70

Then, the spectrum (87) can be represented as:

k2

~

wy =~

14
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with the effective mass: .
m= ———-——o (91)
1 — pdor? /3
and effective chemical potential:
Heff = 1 — 20D . (92)

In this approximation, the number of particles acquires the same form (23), however with the

notations:
A = T z= exp(/%‘ueff) . (93)

Using again the modified Bose function (19) and following the same analysis as in Section 3, we come
to the conclusion that the system is stable for d > 2, when T > T,. The difference is that now instead
of mass m, there is the effective mass m*, and at the critical temperature, we have:

perf =0, pu=200 (T=T).

Therefore, the critical temperature becomes:

o[ p 2/d
Te = [8d/z(1)] ' &)

As an example, let us consider the realistic three-dimensional case. Using the Robinson
representation (see the details in review [18]), we can find the behavior of the effective chemical
potential at high temperatures:

pogr =Tin(pA})  (T>T) (95)

and at the temperature approaching the critical point from above,

2
Hefy = =T % [1 - (?)M] : (%)
Then, the isothermal compressibility:
k=1 12/;(;%) ©7)
at high temperatures is:
KT ~ plT (T>T.), (98)

while close to the critical point, it is:

0.921 T.\3/2] "
KT = piT |} - (T) ] ; 99)

respectively, particle fluctuations, described by the relative variance:

var(N) 1/2(2)
N pTer == R (100)
at high temperatures behave as:
var(N) ~ 1 (T>T.), (101)
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and close to the critical point, we get:

-1

var(N) N T.\ 32
N ~ 0.921 [1 - <T) . (102)

Outside of the critical temperature itself, particle fluctuations are thermodynamically normal. The
divergence of the compressibility at the critical point signifies a second-order phase transition. At the
point of the phase transition, the system is not stable, and the fluctuations do not need to be finite.

6. Interacting Bose System below the Condensation Temperature

In Section 3, it is proven that the ideal Bose gas, confined in a box, is stable below the condensation
temperature only for d > 4. In the present section, we show that interactions stabilize the system,
making it stable already for d = 3.

6.1. Self-Consistent Approach

For describing a Bose system with the Bose-Einstein condensate, we employ the self-consistent
approach [16-18,24,34,35], providing a gapless spectrum, correct thermodynamics, the validity of all
conservation laws, and good agreement with Monte Carlo simulations and experimental data.

The energy Hamiltonian has the form:

= [§0 (- 3 ) #o drs

+ %/1/3+(r)1/3*(r’)<1>(r—r’)lﬁ(r’)t/}(r) drdr’ . (103)

The genuine Bose-Einstein condensation necessarily requires global gauge symmetry
breaking [6,9,17,18]. Finite systems, strictly speaking, do not exhibit this symmetry breaking.
However, a system with a large number of particles N > 1 enjoys asymptotic symmetry breaking [36]
in the sense that the system properties asymptotically, with respect to N, are close to the system with
broken symmetry. The global gauge symmetry can be broken by the Bogolubov shift [28-30]:

~

¥(r) =n(r) + 91 (r), (104)

in which the condensate function #(r) and the operator of uncondensed particles 11 (r) are mutually
orthogonal,

/ 7" ()¢ (x) dr =0 (105)
and the operator of uncondensed particles satisfies the condition:
($1(r)) =0. (106)
The number of condensed particles is:
No= [ In(r)? dr, (107)

while the number of uncondensed particles is given by the average:

N = (Ry), K= / Wl (x)gu (1) dr. (108)
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The grand Hamiltonian reads as:
H=H-—uNo—mN; — A, (109)

where:

A= [Pyl + 2" @] dr

and po, p1, and A(r) are Lagrange multipliers guaranteeing the validity of the normalizations (107)
and (108), as well as condition (106).
The evolution equation for the condensate function can be written as:

.0 oH
1§17(r,t)— <(517*(r,t)> (110)
and the equation for the operator of uncondensed particles as:
] 0H
| — ) = ——— . 111

Keeping in mind, as usual, the periodic continuation of the box, we expand the field operators
in plane waves, as in (13), and assume the existence of the Fourier representation for the interaction
potential:

o) = / O(r)e ®rdr, D(r) = %Zcpke"k'r . (112)
k

Then, we get the normal density matrix:

1 e
p1(r,x') = (Pf () (r)) = v Y nel =) (113)
k0
and the anomalous matrix:
1 e
a(rr) = (1 () (0) = 5 L o™, (114)
k0
in which:
ne = (afay) , o = (aga_g) . (115)

The condensate function 7(r) = 5 defines the condensate density:

No

— 2
=— = . 11
po=~, =1l (116)
The density of uncondensed particles is:
N 1
pr=r=prn =Y. (117)

The diagonal anomalous matrix gives the anomalous average:
o = oy (r r)—lza (118)
1=alnr) = - k-

The average density of particles is the sum:

<|=z

= po+p1. (119)

©
Il
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Then, we use the Hartree-Fock-Bogolubov approximation and accomplish the Bogolubov
canonical transformation:
_ * 1 % * _t
ar = ugbp + 07 b, by = ugax —vial .,

where u; and v, are chosen so as to diagonalize the Hamiltonian. In that way, we obtain the
diagonalized Hamiltonian:
Hp =Eg+) ebiby, (120)
k

in which:

1 1 1
Eg=— 5 Np®o — po Y (np+0p)®p — e Y (mny + 00 gy + 5 Y (ex —wy)
p kp k

the particle spectrum is:

g = \Jwi — A2, (121)
2

k 1
Wy = — —f—A—f—po(q)k —CDQ) -+ Van(CDkﬂ, —(Dp) ,
p

and where:

2m
Ay = q>+lza<1> A =lmA; = d>+120<1> (122)
k = PPk Vp pPk+p + = gam k = P0Po Vp pPp

For the expressions in (115), we find:

ng = Yk coth (S—k) — % , O = — B coth (S—k> . (123)

The chemical potentials are:
1 1
o = pPo + v Y (ng + 03) Py, p = pdo + 7 Y (g — 03) P - (124)
k k

In the long-wave limit, we can use the expansion:

k2
Oy = Pyt @) (k—0),

where:
0*®,
ap? -

Then, the spectrum (121) becomes of the phonon type:

no—
qu:

g ~ ck (k—0), (125)
with the sound velocity:
c= A (126)
Meff

and with the notation for the effective mass:

(127)

m = .
N1+ 8L, (np —0p) @)
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Actually, Expression (126), which can be written as:
meffcz =A,

is the equation:

mc?

1+ Zp(np — Up)dD;’

1
= poPo+ ;) 0Py,
p

defining the sound velocity c.

(128)

To simplify the consideration, we can resort to the approximation (86), similarly, to which we can

write:

L 0pPrip = i} 0y

p r
This gives:
VZ p—p) Py = (01 —01)®p ,
p

where: 4

— lim®" = — -~ 4 gy .

fim @} 3 o ®(r)r* dr

In view of the notation for the effective interaction radius (88), we get:

1

Then, the effective mass (127) acquires the form:

m
Meff =7 + (07 — p1)<l>0mr£ff/3 '

In the approximations (86) and (129), the chemical potentials (124) become:

po=pPo+ (01 +01)Po, w1 = pPo+ (o1 —01) Do .

Furthermore, we have:

2

k
W=+ A+ (D — @) A= (00 +0)Pr, A= (00+0)Pp.

2m
The spectrum (121) can be written as:

k2 2

2
&7 =
k 2m

The density of uncondensed particles is:

_ ([ &y _ 1] _dk
pl_/[ZSk coth (37) 2} @2n)? -

The anomalous average (118) can be represented in the form:

== ii (;;3 - % [coth (5:) 1] =

>+ (o1 —01) (P — q’o)} Lkm + (P — Po) + (po + 1) (P + Do)

(27)3

(129)

(130)

(131)

(132)

(133)

(134)

(135)

When the first term here diverges, which happens for the local interaction, we can use dimensional

regularization [18].
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6.2. Particle Fluctuations

The number-of-particles variance can be found by involving the formula:

Val}\(]N) =1+ p/[g(r) —1] dr, (136)
in which:
g(r) = glz (B () $ (1) () (1) (137)

is the pair correlation function, with r1p = 11 — rp.

Accomplishing the Bogolubov shift (104), we use the Hartree-Fock-Bogolubov (HFB) decoupling
for the expressions containing the operators ;. Since, mathematically, the HFB approximation is
of second order with respect to the products of the operators 1y, it is necessary to leave in the pair
correlation function only the terms of second order with respect to these operators [3,16-18,23,24]. As
a result, we obtain:

2 .
J1806) =1 e =2 lim (405 (138)

In this way, for the relative variance, we find:

var(N) .
=1+21 . 139
N = 1 2lim (e + ) (139)
For small k, when ¢ tends to zero, we have:
o A A T 1 (A T AR g
k= e 12T " 27, 2 3T Ay 9073 ) 8AZ’
TA Ar g2
Therefore: 1 /T
li =—(= -1
tim O+ =5 (5~ 1)
with:

A= mgffcz = (po —I—O’l)q)() .

Thus, we come to the expression:
var(N) T

= ; 141
N (141)
respectively, the compressibility is:
var(N) 1
= = ) 142
. NpT — pm,ppc? (142)
Taking into account Formula (126) leads to the variance:
var(N) T
= . 143
N (o + 01)Po (%)
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Note that Expression (143) is valid at zero temperature, as well. This is easy to check considering
the quantities (123) at zero temperature,

\/8,2(+A]2(

m=Y 2 -3, a=-z (-0
From here, in the long-wave limit, we have:
nkz%+4e—gk—% (e, =0, T=0)
Hence: 1
lim (g +03) = -5 (T=0)
and: )
var
N - 0 (T=0).

The above result for the relative variance (143) can be generalized for nonuniform systems [37] by
involving the local-density approximation, which yields:

var(N p r)

where:
A(r) = [po(r) + o1 (r)] Do . (145)

Particle fluctuations in a three-dimensional Bose-condensed system of interacting particles are
thermodynamically normal in both cases, when particles are in a box or in a nonuniform external
potential.

7. Conclusions

Particle fluctuations in Bose systems were studied. Investigating the behavior of these fluctuations
is important because they are directly connected with isothermal compressibility and define the system
stability with respect to pressure variations. Thermodynamically-anomalous fluctuations signify
system instability; while thermodynamically-normal fluctuations mean that the equilibrium system is
stable. The obtained results are as follows.

The ideal Bose gas confined in a rectangular box is stable, depending on the temperature, in
spatial dimensions:

d> 2 (T>Te),

d > 4 (T<T,).

The stability of the ideal Bose gas in a power-law trap depends on the confining dimension:

f 2
= e
This gas is stable for the confining dimensions:

D >2 (T>Te),

D > 4 (T<T).

Interactions stabilize Bose-condensed systems, so that an interacting system with Bose-Einstein
condensate becomes stable at d = 3 for either a system in a box or in an external potential.
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Nonlocal interactions with a stronger strength or with a larger interaction radius increase the

effective mass, hence diminishing the condensation temperature.
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Abstract: We analyze, analytically and numerically, the position, momentum, and in particular the
angular-momentum variance of a Bose-Einstein condensate (BEC) trapped in a two-dimensional
anisotropic trap for static and dynamic scenarios. Explicitly, we study the ground state of
the anisotropic harmonic-interaction model in two spatial dimensions analytically and the
out-of-equilibrium dynamics of repulsive bosons in tilted two-dimensional annuli numerically
accurately by using the multiconfigurational time-dependent Hartree for bosons method.
The differences between the variances at the mean-field level, which are attributed to the shape
of the BEC, and the variances at the many-body level, which incorporate depletion, are used to
characterize position, momentum, and angular-momentum correlations in the BEC for finite systems
and at the limit of an infinite number of particles where the bosons are 100% condensed. Finally,
we also explore inter-connections between the variances.

Keywords: Bose-Einstein condensates; density; position variance; momentum variance;
angular-momentum variance; harmonic-interaction model; MCTDHB

PACS: 03.75.Hh; 03.75.Kk; 67.85.Bc; 67.85.De; 03.65.-w

1. Introduction

Bose-Einstein condensates (BECs) made of ultra-cold atoms offer a wide platform to study
many-body physics [1-5]. Here, there is a growing interest in the so-called particle limit [6-16],
in which the interaction parameter (i.e., the product of the interaction strength times the number
of particles) is kept fixed while the number of particles is increased to infinity. At the particle limit,
the energy per particle, density per particle, and reduced density matrices [17] per particle computed
at the many-body level of theory boil down to those obtained in mean-field theory [7-10,14,16], despite
the fact that the respective many-boson wavefunctions are (much) different [13,15]. It turns out that
variances of many-particle operators are a useful tool to characterize correlations (namely, differences
between respective many-body and mean-field quantities) that exist even when the interacting bosons
are 100% condensed [11,12].

The variance of a many-particle operator of a trapped BEC generally depends on the trap shape,
strength and sign of the interaction and, in out-of-equilibrium problems, on time. Consequently,
the difference between variances computed at the many-body and mean-field levels of theory
also depends on these variables and, of course, on the observable under examination. The first
examples [11,12] concentrated on one-dimensional problems and the position and momentum
variances, and investigated conditions and mechanisms for the differences between the respective
many-body and mean-field variances at the particle limit. In two spatial dimensions, further types
of trap topologies come into play, and respective many-body and mean-field variances can exhibit
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additional phenomena, such as opposite anisotropy [18] and distinct (effective) dimensionality [19].
The many-body variance of a trap BEC has been applied to extract excitations [20], analyze the range of
inter-particle interaction [21], examine the effects of asymmetry of a double-well potential [22], and to
assess numerical convergence [23,24].

So far, only the position and momentum variances were studied for BECs in rather general
traps. In [25,26], the angular-momentum variance is studied for BECs in two-dimensional isotropic
traps, and scenarios were the mean-field angular-momentum variance has less [25] or more [26]
symmetry (in terms of its conservation) than the many-body angular-momentum variance are
identified. Going beyond these works, in the present work we study, analytically and numerically,
the angular-momentum variance of a trapped BEC in a two-dimensional anisotropic trap for static
and dynamic scenarios, and analyze the difference between the many-body and mean-field variances
for finite systems and at the limit of an infinite number of particles. Furthermore, we also study the
respective position and momentum variances, and thereby offer a comprehensive characterization
of the BEC in terms of its variances. This would allow us to put forward inter-connections between
the variances.

Let us elaborate on the strategy of exposition chosen in the paper. We first study the ground state of
a many-particle model which is exactly solvable, i.e., integrable, both at the many-body and mean-field
levels of theory. A couple of symmetries are also used in the analysis. These would allow us to obtain
exact and transparent results for any number of particles and particularly to analyze the variances at
the particle limit. The merit of analytical closed-form results and, in the context of interacting bosons,
their explicit evaluation at the limit of an infinite number of particles is obvious. Then, as is the usual
case in many realistic systems, we continue to explore a set-up which is not integrable, and more so,
examine its out-of-equilibrium dynamics which is rather complicated already at the mean-field level of
theory, let alone at the many-body level of theory. The later necessitates the state-of-the art numerical
tools for the accurate integration of the Schrodinger equation and a careful interpolation of properties
to the particle limit. All in all, we show below that the combination of analytics and numerics, i.e.,
of completely opposite methodologies, provides substantial and complementary novel knowledge
on the position, momentum, and angular-momentum variances of anisotropic trapped BECs in two
spatial dimensions.

The structure of the paper is as follows. In Section 2 we study the position, momentum, and
angular-momentum variances of the ground state within an exactly solvable model, the anisotropic
harmonic-interaction model. In Section 3 we study numerically the time-dependent variances of an
out-of-equilibrium BEC sloshing in a tilted annulus. Summary and outlook are given in Section 4.
Finally, Appendix A discusses translations of variances and inter-connections of the latter.

2. The Anisotropic Harmonic-Interaction Model

Solvable models of particles interacting by harmonic forces, or, briefly, the harmonic-interaction
model (and its variants), have drawn including in the BEC literature much attention [27-41]. Here we
consider the anisotropic two-dimensional harmonic-interaction model

N 2 2
. 102 1 ,, 102 1 5,
H(rl,...,rN): E [(—2M+2wxx]>+ (—2ay2+2wyy]
] ]

j=1
N
Ao Y [ =32+ - w0 M
1<j<k

where A is the interaction strength; positive values imply attraction and negative repulsion. Without
loss of generality we take wy, > wy, namely, that the trap is tighter along the y-axis than along the
x-axis (the trap anisotropy satisfies Z}}—Z > 1). Here and hereafter i = m = 1.
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Transforming from Cartesian to Jacobi coordinates,

1 k

o = mi@kﬂ—x]), Qk,y:WZ(]/kJrl_yj)' I1<k<N-1,

]:

Q
1 N
x = = i = = ir 2
QN, \/N]; X] QN,]/ \/N]; y] ( )
the many-body solution for the ground state is given by

¥(Qy...,0n) = (%)% (“3)1 <f721> @y)

(Qx Z szx"!‘va ) _% <Qy ):7171] sz'y"’_w}/Q%\] 1/)

Xe X e
1
wy\ 1 Q Q
= ¥(r, . ey) = (42)" () (n> (Hy)
we % AT A A E Y Xef%yzjl\iﬂ]z*ﬁyzi\]gﬂkyjyk, 3)

where

Qy = \/w}% +2NAy, Qy = ,/a); + 2Ny 4)

are the interaction-dressed frequencies of the relative-motion degrees-of-freedom, and

1
“x:Qx+ﬁx/ ﬁxzﬁ(wx_ﬂx)/
1
ay=Qy+ By, Py =5 (0y—Oy) ()

are parameters arising in the transformation from Jacoby coordinates back to Cartesian coordinates.

Equation (4) prescribes the range of interactions for which the system is trapped, Ay > f%, ie,
from moderate repulsion to any attraction. Clearly, the many-body solution (3) in two spatial
dimensions factorizes to a product of respective one-dimensional many-body solutions.

All properties of the ground state can in principle be obtained from ¥, such as the energy, densities,
and reduced density matrices, see [29]. Here, as mentioned above, we concentrate on variances and
their inter-connections. The many-particle position X = Z]-I\Ll Xj, Y= Z]-I\il y; variance per particle is
given by

1 1 1 1
A% = , A2 = 6
N X 2w, N Y 2w, ©)

Due to the symmetry of center-of-mass separation in the Hamiltonian (1), the many-particle
position variance per particle is independent both of the interaction strength and the number of bosons

in the system. Similarly, the many-particle momentum Py = Z]-Z\il %ai , Z 17 ay variance per
particle is given by
1 2 Wy 1 2 J

N =2 NPT )

27
reflecting the minimal uncertainty product NAZ L Az = %A %Az = 1 of the interacting system in

2
14
the anisotropic harmonic trap.

The many-particle angular-momentum L; = ijil % (x]-aiy]_ — yja%j) variance per particle is,
at least for bosons, a less familiar and more intricate quantity. After some lengthy but otherwise

straightforward algebra it is given by
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1, 1(Qy 0:)? [N-1)2 1 0 1 O
+<Qy_ ) <Qx_1> +L[(wy—ﬂy)—(wx—ﬂx)] [(wy+0y) _(Wx"‘Qx)]
Wy Wy 4N wywy ’

where we have made use of the bosonic permutational symmetry, the structure of ¥,

N N s
tZ‘}’: _% {[( ,Bj) x_‘Bx)] (Zix]y]> +(5y_5x) (Z%x]> <kz:1]/k>}‘1’, (9)
j= = -

and the inverse coordinate transformations

1 N-1 1 N-1
XN = ﬁQN,x + TQN—LJ{: YN = 7QN,y +4/ TQN—Ly,

1 1 N-2

1= ——0QNy— ————Qn1r + | ,
XN-1 \/NQN,x N(N—l)QN 1, N QN 2,x
1 1 N-2
= — — —— 0On_1y + 10
YN-1 \/NQN,y N(N—l)QN 1y N1 N-2y (10)

to evaluate the various integral terms contributing to (8).

The angular-momentum variance per particle of the ground state (3) depends on the dressed
frequencies, () and (), and the number of particles N. Namely, unlike the respective position and
momentum variances it depends explicitly on the interaction strength and the number of particles.
%A%Z is, of course, non-zero only for anisotropic traps [for isotropic traps, from w, = wy we get
)y, = Q) and expression (8) then vanishes]. For non-interacting bosons, Equation (8) boils down to

1A2 _1(wy-w )2_1(%702 , the value f le particle in th t t .
=i iy e value for a single particle in the anisotropic trap jwix? + Jwiy?,

Wthh only depends on the { trap anisotropy. Opposite to the non-vanishing of the angular—momentum
variance, we note that the expectation value of the angular-momentum operator, 5 L(¥|Lz[¥), vanishes
for any amsotropy Wy’ , interaction strength Ay, and number of particles N. This is straightforward to
see since ¥ is even under reflection of all coordinates X — —X and separately of Y — —Y, whereas
Ly is odd under reflection.

The anisotropic harmonic-interaction model (1) can be solved analytically at the mean-field level
of theory as well, like in [29], also see [41]. Starting from the ansatz where each and every boson resides
in one and the same orbital, the mean-field solution is given by

CI)GP(I‘l,. . .,1‘N> =

N N
i AaA\ E [ 4 wE+2A
— ( w%—l—ZA) Wit o aVwRt2AT — 3@ H2A L v

iz

7T 7T

= o°P(Qy,...,Qn)
N
T 24 2A
_ <\/w§+2A> \ Wy t+ 7% [y, Q2 e 3y JwiH2AYY 1Qky (11)

o T T

|z
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where A = (N — 1)Ay is the interaction parameter and A > — “é the condition for a trapped solution.
Like the many-body solution (3), the mean-field solution (11) in two spatial dimensions factorizes to
a product of respective one-dimensional mean-field solutions.

The many-particle position variance computed at the mean-field level is given by

1o 1 1o 1

NTXGP T 2 JuZ+2a N TGP 2, Jwj+20"

and seen to be dressed by the interaction. Similarly, the many-particle momentum variance computed

(12)

at the mean-field level is dressed by the interaction and given by

1o _VORRIA 1, JeitA 13

N~ Px.GP — 2 ¢ N Dby GP T 2
Interestingly, because the mean-field solution (11) is made of Gaussian functions, it satisfies the

2 1A2 — 1A2 2 1
minimal uncertainty product NAX cp NAPX op = AY cp N b,cp— 138 well.

The many-particle angular-momentum variance computed at the mean-field level is given by

2
1A2 1(1/(0]2/'1'2[\—\/&7%4‘2/\)
Y -y NV T

where we have made use of the structure and symmetries of ®C7,

. 1 -
109 =1 (\faj + 28~ Jut2n) Yo, (15)
]:

to arrive at the final expression.

The relation between the mean-field and many-body variances deserves a discussion. Their
difference is used to define position, momentum, and angular-momentum correlations in the system.
For the position and momentum variances, the following ratios hold,

(14)

1 A2 12
NA%cp _ 1 AYGP _ 1

1A2 277 1 N ’

LS SRVAR NAY 142

1 A2 2
M: 1+% m 1_|_% (16)
T A2 2’ 12 2

NAPX W APy Wy

obviously for any number of particles N. These ratios simply imply that, since repulsion (A < 0)
broadens the position density, the many-body position variance is smaller than the corresponding
mean-field one for repulsive interaction, and vise verse for attraction (A > 0). Inversely, since repulsion
narrows the momentum density, the many-body momentum variance is larger than the corresponding
mean-field one for repulsive interaction, and vise versa for attraction. Furthermore, both the position
and momentum variances per particle exhibit the same anisotropies as the respective densities for any

: : 2 1 A2 1 A2 « 1 A2 of

interaction parameter A, namely, if NO% %cp > AY cp then G AL > GAS is satisfied and, analogously,
1 A2 1 1 A2 1 A2 :

if AP Gp A By, GP then NA By NAP is satisfied. We shall return to these relations and the

anisotropy of the variance in the numerical Yexample below.

We now extend the above discussion to the particle limit, in which the energy per particle,
densities per particle, and reduced densities per particle at the mean-field and many-body levels of
theory coincide, see in the context of the harmonic-interaction model [16]. Particularly, the system of

29



Symmetry 2019, 11, 1344

bosons becomes 100% condensed. The results (16) for the position and momentum variances hold at

the particle limit as well, owing to the center-of-mass separability for any number of particles, namely,
; 1 A2 ; 142 i 1 A2 12

limy 00 NAX,GP _ 1 Imy oo NAY,GP _ 1 Limp_e0 NAﬁX,GP . ﬁ[ i 2 ) and 1111.1N~>oo NAPy,GP _

: T p T : T T
limy_seo NA%( \/1+% 7 lHmy_eo NA%/ \/1_;,_271% 7 limy e NA%X limp e NA%Y
ujx u]y

1+ i}—/} For the angular-momentum variance the limit has to be taken explicitly for each of the terms
y

in (8). First are the frequencies (4), for which we have at the limit of an infinite number of bosons when

A is held fixed
; — /2 /02
I\lllm Oy =/ wz +2A, lim O, = wy + 2A. (17)

Then, the angular-momentum variance takes on the appealing form

V@ +2A — /Wi +2A
lim — A2 ( Al wir ) 1+< 1+2A 1><M1+2A—1>] (18)
y Wy

1
-
Noo NCB2 4 w2 4 2A /w2 +2A

Comparing (18) to the mean-field expression (14), it is instrumental to prescribe their ratio at the
limit of an infinite number of particles (where, as mentioned above, the density per particle and other
properties coincide),

Impy_seo NAA 1
Lz cp _ ) (19)

limp-seo A7, 1+<VG+§g1>(vq+i£1)

which is always smaller than 1 for interacting bosons in the anisotropic trap. Furthermore, we see that
for attractive interaction the many-body variance can become much larger than the mean-field quantity
in the anisotropic trap, signifying the growing necessity of the many-body treatment, even when the
system is 100% condensed. This concludes our investigation of a solvable anisotropic many-boson
model in which the variances of the momentum, position, and angular-momentum many-particle
operators can be computed and investigated analytically and their values at the many-body and
mean-field levels of theory compared and contrasted.

3. Bosons in an Annulus Subject to a Tilt

In most scenarios of interest, the position, momentum, and angular-momentum variance cannot be
computed analytically. This in many cases is the situation when symmetries are lifted. Moreover, even
when the variances can be computed for the ground state, like in the previous Section 2, their values
for an out-of-equilibrium scenario are rarely within analytical reach. This would be the situation of the
present investigation.

Bosons in rings, annuli, and shells have attracted considerable attention [42-66]. Here we
consider weakly interacting bosons initially prepared in the ground state of a two-dimensional
annulus. The annulus is then suddenly slightly tilted, leading to an out-of-equilibrium dynamics
in an anisotropic setup. We build on and extend the study of bosons’” dynamics in an annulus
within an isotropic setup [19] (for which, e.g., the angular-momentum variance is 0). We analyze
the BEC dynamics in terms of its time-dependent variances and other quantities of relevance,
see Figures 1-7 below.

We consider the out-of-equilibrium dynamics governed by the time-dependent many-particle
Schrodinger equation in two spatial dimensions, H (ry,...,en)¥ (21, ... N ) = i w
The bosons are initially prepared in the ground state of the annulus, see Figure 1 in [19]. The trap
potential is given by V(r) = 0.05r* + Voe’%, with a barrier of heights Vp = 5 and 10 throughout

(r-r')?

this work. The interaction between the bosons is repulsive and taken to be A\gW (r —r') = Age™ 2,
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where the interaction strengths are Ay = 0.02 and 0.04 throughout this work. The form and extant
of the interaction potential do not have a qualitative influence on the physics to be described below.

At time t = 0 a linear term is added such that V(r) = 0.05r* + Voe_% + 0.01x. The physical meaning
of the added potential is that a constant force pointing to the left is suddenly acting on the interacting
bosons. Geometrically, the annulus can be considered to be slightly tilted to the left. Symmetry-wise,
the isotropy of the potential is lifted and anisotropy sets in. All in all, the interacting bosons are not in
their ground state any more and out-of-equilibrium dynamics emerges.

To compute the time-dependent many-boson wavefunction we use the multiconfigurational
time-dependent Hartree for bosons (MCTDHB) method [67-69]. MCTDHB represents the wavefunction
as a variationally optimal ansatz which is a linear-combination of all time-dependent permanents
generated by distributing the N bosons over M time-adaptive orbitals. The quality of the wavefunction
increases with M and convergence of quantities of interest is attained. The theory, applications,
benchmarks, and extensions of MCTDHB are extensively discussed in the literature, see, e.g.,
Refs. [70-95]. Here we employ the numerical implementation in [96,97] both for preparing the
ground state [98] (using imaginary-time propagation) and real-time dynamics. Finally, we mention
that MCTDHB is the bosonic version of the nearly three-decades-established distinguishable-particle
multiconfigurational time-dependent Hartree method frequently used (alongside its extensions) in
molecular physics [99-105].

From the time-dependent wavefunction Y¥(ry,...,ry;f), here normalized to 1, we
compute properties of interest. = The reduced one-particle density matrix is defined as
p(r,1';t) = N [dry---deny¥* (Y 1o, .., e )Y (012, 1nst) = 1 nj(t)¢; (7;t)pj(r;t), where
{¢j(r;t)} are the natural orbitals and {n;(t)} the natural occupations. ~The number of
particles residing outside the condensed mode ¢(r;t), i.e., the total number of depleted
particles, is given by };.;nj(t) = N —mi(t). Analogously, the reduced two-particle
density matrix is given by p(ry, 1o, 1), 15t) = N(N — 1) [dry---deg¥* (], 15, 13,..., 185 1) X
Wy, xo, 13, NG E) = Ljpkg Pjpkg ()¢} (135 1) (1, ) (r1; 1) Pg(r2; ), from which the variance of
a many-particle operator A = Yj4(r) is computed,

A0 = 3 (¥ 21¥(0) — (¥ ()] A9 (1)?)

2
_ N{ Y ni(t). / g (1) ()¢ (1) — [an(t) | / dxg? (x;£)a () (x; t)]
]

i
X o) | [ deoj (500wt | [ gy i mo) } @0
To compute the various terms for the position, momentum, and angular-momentum variance

numerically we work in coordinate representation and operate on orbitals first with coordinate
derivatives and then with coordinate multiplications. Thus, for the position operator 4(r) = £ and

~ N . . A A A A 2
4%(r) = %2 and likewise for 4(r) = ¥, for the momentum operator 4(r) = %% and 4%(r) = —aa?
and likewise for a(r) = %%, and for the angular-momentum operator 4(r) = } (x% — y%) and
a%(r) = —xzaa—yz2 - yz% + 2yx% % + x% + y%. For the numerical solution we use a grid of 64 points

in a box of size [—8,8) x [—8,8) with periodic boundary conditions. Convergence of the results with
respect to the number of grid points has been checked using a grid of 128 points.

We begin with the dynamics of N = 10 bosons in the annulus. Following the sudden tilt of the
potential, the bosons start to flow to the left. To quantify their sloshing dynamics, Figure 1 shows
the time-dependent center-of-mass, & (‘¥|X[¥)(t), for the two barrier heights, Vy = 5 and Vj = 10,
and the two interaction strengths, Ag = 0.02 and A¢ = 0.04 [we mention that & (¥|Y|¥)(t) = 0 due
to the Y — —Y reflection symmetry]. The dynamics of +; (¥|X|¥)(t) appears to be almost periodic
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and rather simple. We examine the amplitude and frequency of oscillations. It is useful to compare
the amplitude of the center-of-mass motion with the radius of the (un-tilted) annulus. The radius of
the density at its maximal value, R, is determined numerically using a computation with a resolution
of 2562 grid points as R = 1.75(0) for Vj = 5,19 = 0.02, and R = 2.06(2) for Vy = 10, Ao = 0.02 [19].
From Figure 1 we see that the amplitude is about 13-25% of the radius, implying a mild sloshing of the
density along the tilted annulus. The amplitude increases with the radius of the annulus and decreases
with the interaction strength, where the latter implies that it is more difficult to compress the BEC for a
stronger interaction. The decrease of the frequency of oscillations with R (V) and increase with A are
compatible with angular excitations, also see [19]. Last but not least, convergence with M is clearly
seen. In fact, here already M = 1 orbitals accurately describe the center-of-mass dynamics for short
and intermediate times, and M = 3 orbitals for all times.
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Figure 1. Center-of-mass dynamics following a potential quench. The mean-field (M = 1 time-adaptive
orbitals) and many-body (using M = 3, 5, 7, 10, 12, 14, and 15, 16 time-adaptive orbitals)
time-dependent expectation value of the center-of-mass, 4 (¥|X|'¥)(t), of N = 10 bosons in the annuli
with barrier heights and interaction strengths: (a) Vy =5, Ag = 0.02; (b) Vo =5, Ay = 0.04; (c) V = 10,
Ap = 0.02; and (d) Vo = 10, Ag = 0.04 following a sudden potential tilt by 0.01x. The corresponding
depletions are plotted in Figure 2 and the respective position, momentum, and angular-momentum
variances in Figures 3-5. See the text for more details. The quantities shown are dimensionless.

Figure 2 depicts the total number of depleted particles, N — ny(t), out of N = 10 bosons in the
tilted annulus. During the dynamics, the depletion is rather small, ranging from less than 0.012 of
a particle out of N = 10 particles (0.12%) for Vy = 5, A9 = 0.02 to less than 0.065 of a particle out of
N = 10 particles (0.65%) for Vp = 10, Ag = 0.04. Generally, the depletion increases with the annulus
radius and interacting strength, implying angular excitations, see [19]. Finally, convergence with M is
clearly seen. Now, M = 3 orbitals nicely follow and M = 5 orbitals accurately describe the depletion
dynamics, see Figure 2. The small amount of time-dependent depletion is in line with the accurate
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description of the center-of-mass dynamics by M = 1 time adaptive orbitals, see Figure 1. Let us
continue to the variances.
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Figure 2. Depletion dynamics following a potential quench. The time-dependent total number of
depleted particles, N — n1(t), of N = 10 bosons following a sudden potential tilt by 0.01x for annuli
with barrier heights and interaction strengths (a) V) =5, Ay = 0.02; (b) Vp =5, Ag = 0.04; (c) Vp = 10,
Ap = 0.02;and (d) Vy =10, Ag = 0.04. M = 3, 5,7, 10, 12, 14, and 15, 16 time-adaptive orbitals are used.
The respective position, momentum, and angular-momentum variances are plotted in Figures 3-5.
See the text for more details. The quantities shown are dimensionless.

Figure 3 plots the time-dependent many-particle position variance per particle, %Ag((t) and
%A%(t), for the two barrier heights and two interaction strengths. There are several features that
immediately are seen. First, since rotational symmetry is lifted, the dynamics of respective quantities
along the x-axis and y-axis are different [note that at t = 0 the variances %Aé = lA%/ because the
initial condition is the ground state of the un-tilted, isotropic annulus]. The mean-field (M = 1) and
many-body (M > 3) values are clearly separated from each other, and the former lie about 10-25%
above the latter depending on the repulsion strength and barrier height, also see [11,19]. This is despite
the small amount of depletion, see Figure 2. Furthermore, the many-body and mean-field variances
do not cross each other, see Figure 3, indicating that the dynamics is mild and sufficiently close to
the ground state and low-lying manifold of excited states (compare to [18] with interaction-quench
dynamics in a single trap).

The mean-field position variance accounts for the geometry of the annulus and shape of the
density and weakly depends on the interaction strength. The many-body position variance incorporates
the (small amount of) depletion and hence strongly depends on the interaction strength. Both the
mean-field and many-body variances oscillate with a relatively small amplitude, albeit with a different
frequencies’ content, see in this respect [20]. This amplitude slightly decreases with the repulsion
strength, which correlates with the dependence of the center-of-mass dynamics on the interaction
strength, see Figure 1. Moreover, the amplitude of oscillations of the y-axis variances is smaller than
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that of the x-axis variances, since the sloshing dynamics is primarily along the x direction. Last but not
least is the so-called opposite anisotropy of the (position) variance [18]. During the dynamics, there
can occur instances where %Aé > %Ai at the many-body level (M > 3) whereas %Ai < %A% at the
mean-field level (M = 1) [or, in principle, vice versa, i.e., %Aé < %A% at the many-body level whereas
%Aé > %Ai at the mean-field level]. Examples for the former can be readily found for V; = 10,
Ag = 0.02, see Figure 3c,g around t = 70, and for V) = 10, Ag = 0.04, see Figure 3d,h around t = 100,
signifying among others that correlations ‘win” over shape. Finally, we see that already M = 3 orbitals
accurately describe the dynamics of the position variance.

We move to the momentum variance and also make contact with the results of the position
variance. Figure 4 displays the many-particle momentum variance per particle, %A%X (t) and %A%y (t),
for Vo =5, Vj = 10 and Ay = 0.02, Ag = 0.04. Just like the results of the position variance, since
rotational symmetry is lifted the dynamics of respective quantities along the x-axis and y-axis are
different [the initial conditions imply %A%’x = %A%Y att = 0]. The mean-field (M = 1) and many-body
(M > 3) values are, again, separated from each other, but now the former lie below the later, and there is
only about 1-4% of a difference depending on the repulsion strength and barrier height, also see [12,19].
Thus, the momentum variance rather weakly depends on the (small amount of) depletion. This is
because the matrix elements in (20) are typically smaller with the momentum operator than with
the position operator. Yet, despite their small difference, the many-body and mean-field momentum
variances do not cross each other, see Figure 4 (contrast with the interaction-quench dynamics in
a single trap in [18]).

It is instructive to analyze the momentum-variance dynamics at short times. Whereas A%X(t)
primarily increases, A%Y (t) mainly decreases. This matches the geometry of the sloshing dynamics in
the tilted annulus, in which bosons from the ‘north” and ‘south’ poles (on the y-axis) start to move to
the left and accumulate in the ‘west” pole (on the x-axis), and that the cross section of the rim of an
annulus is enlarged when moving away from the center of the annulus. In other words, the dynamics
of the momentum variances at short times when moving to the left reflects the relative localization
of the bosons in the x direction and the effective broadening of the wavepacket along the y direction.
Both the mean-field and many-body variances oscillate with a very small amplitude, note the scale
on the y-axis in Figure 4. The high-frequency oscillations mark high-energy radial excitations across
the (tight) annulus rim [19]. Like for the position variance, the amplitude of oscillations of the y-axis
momentum variances is smaller than that of the x-axis momentum variances. Finally, we see that
already M = 3 orbitals accurately describe the dynamics of the momentum variance; the difference to
the M > 3 results is lower than 1%.

We now move to the angular-momentum variance and an interesting inter-connection with the
momentum variance. Figure 5 presents the many-particle angular-momentum variance per particle,
%A%z (t), for the two barrier heights, Vy = 5 and Vj = 10, and the two interaction strengths, Ay = 0.02
and Ag = 0.04. There are several features seen in the dynamics. Since rotational symmetry is lifted,
%A%Z # 0 expect for the initial conditions at t = 0 (the values of the minima for f > 0, see below,
are close to but not 0). The dynamics of %A%Z (t) appears to be almost periodic and rather regular,
more than that for the respective position and momentum variances, compare to Figures 3 and 4.
On the other end, focusing on the dynamics of the center-of-mass in Figure 1, one can clearly observe
correlation between the two quantities; Whenever +; (¥|X|¥)(t) has a minimum, i.e., the bosons are
maximally localized to the left, %A%Z (t) has a maximum, and whenever + (¥|X[¥)(#) has a maximum
(which value is about 0), i.e., the bosons are momentarily, approximately equally distributed along
the annulus, %A%Z (t) has a minimum (which value, as mentioned above, is close to 0). Furthermore,
the frequencies of the two quantities as well as their relative amplitudes as a function of the barrier
height and interaction strength are alike. These observations call for a dedicated analysis.
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Figure 3. Position variance dynamics following a potential quench. The mean-field (M = 1 time-
adaptive orbitals) and many-body (using M = 3, 5, 7, 10, 12, 14, and 15, 16 time-adaptive orbitals)
time-dependent position variances per particle, lA%Z(i,‘) [left column, panels (a—d)] and %Ai(t) [right

column, panels (e-h)], of N = 10 bosons in the annuli with barrier heights and interaction strengths
(ae) Vp =5, \g = 0.02; (b,f) Vy = 5, \g = 0.04; (¢,g) Vo = 10, g = 0.02; and (d,h) Vy = 10, Ay = 0.04
following a sudden potential tilt by 0.01x. The respective depletions are plotted in Figure 2. See the

text for more details. The quantities shown are dimensionless.

35



Symmetry 2019, 11, 1344

PX momentum variance PX momentum variance PX momentum variance

PX momentum variance

0.455
0.450
0.445
0.440
0.435
0.430
0.425
0.420

0.415

0.455
0.450
0.445
0.440
0.435
0.430
0.425
0.420

0.415

0.605
0.600
0.595
0.590
0.585
0.580
0.575
0.570

0.565

0.605
0.600
0.595
0.590
0.585
0.580
0.575
0.570

0.565

(2)

M=10 —
M=12

M=14 —
M=15 -

0.0

40.0 60.0
Time

80.0 100.0

M=10 —
M=12

M=14 —
M=15 -

0.0

40.0 60.0
Time

80.0 100.0

\ [

M=10 —
M=12

M=14 —
M=16 -

0.0

40.0 60.0
Time

80.0 100.0

M=10 —
M=12

M=14 —
M=16 -

0.0

Figure 4.

40.0 60.0
Time

80.0 100.0

PY momentum variance PY momentum variance PY momentum variance

PY momentum variance

0.455
0.450
0.445
0.440
0.435
0.430
0.425
0.420

0.415

0.455
0.450
0.445
0.440
0.435
0.430
0.425
0.420

0.415

0.605
0.600
0.595
0.590
0.585
0.580
0.575
0.570

0.565

0.605
0.600
0.595
0.590
0.585
0.580
0.575
0.570

0.565

©)]
M=l — M=5 — M=10 — M=14 —
M= — M=7 . M=12 M=15 - .
0.0 20.0 40.0 60.0 80.0 100.0
Time
®
M=l — M=5 — M=10 — M=14 —
M= — M=7 . M=12 M=15 - .
0.0 20.0 40.0 60.0 80.0 100.0
Time
€9)
M=l — M=5 — M=10 — M=14 —
M= — M=7 . M=12 M=16 - .
0.0 20.0 40.0 60.0 80.0 100.0
Time
(h)
M=l — M=5 — M=10 — M=14 —
M= — M=7 . M=12 M=16 - .
0.0 20.0 40.0 60.0 80.0 100.0
Time

Momentum variance dynamics following a potential quench. The mean-field (M = 1

time-adaptive orbitals) and many-body (using M = 3,5, 7, 10, 12, 14, and 15, 16 time-adaptive orbitals)

time-dependent momentum variances per particle, %A%X (t) [left column, panels (a-d)] and %Alzﬁy (t)

[right column, panels (e-h)], of N = 10 bosons in the annuli with barrier heights and interaction
strengths (a,e) Vy =5, Ag = 0.02; (b,f) Vo =5, A9 = 0.04; (¢,g) Vo = 10, A = 0.02; and (d,h) Vp = 10,
Ag = 0.04 following a sudden potential tilt by 0.01x. The respective depletions are plotted in Figure 2.

See the text for more details. The quantities shown are dimensionless.
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Figure 5. Angular-momentum variance dynamics following a potential quench. The mean-field
(M = 1 time-adaptive orbitals) and many-body (using M = 3, 5, 7, 10, 12, 14, and 15, 16 time-adaptive
orbitals) time-dependent angular-momentum variance per particle, %A%Z (t), of N = 10 bosons in
the annuli with barrier heights and interaction strengths (a) Vo = 5, Ag = 0.02; (b) Vp =5, Ag = 0.04;
(¢) Vo = 10, Ap = 0.02; and (d) Vp = 10, Ay = 0.04 following a sudden potential tilt by 0.01x.
The respective depletions are plotted in Figure 2. See the text for more details. The quantities shown
are dimensionless.

To shed light on the above dynamics of the angular-momentum variance, see Figure 5, we analyze
the translational properties of variances in Appendix A. Whereas the position variances and,
trivially, the momentum variances, are translationally invariant, this invariance does not hold for
the angular-momentum variance. If a wavepacket prepared in the origin has angular-momentum
variance %A%z’ then several terms are added when the wavepacket is translated to the point (a,b)
in plane, and angular-momentum variance is thereafter computed, see Equation (A3). Now, if this
wavepacket is rotationally symmetric, i.e., %A%Z = 0, then several of the terms in (A3) vanish due to

spatial symmetry and we are left with the appealing relation, %A%Z

¥ (a,b) - QZ%A%Y k4 * b2%A%x b4
[Equation (A4)], connecting the angular-momentum variance of ¥ (a, b) localized at (a,b) and of ¥ at
the origin. The meaning of this relation is that the momentum variances, %A%X and %Aéy, together
with the spatial translations along the y-axis and x-axis, respectively, determine the angular-momentum
variance of a translated wavepacket (rotationally symmetric at the origin).

Returning to and combining Figure 5 for the angular-momentum variance, Figure 1 for
the center-of-mass dynamics, and Figure 4e-h for %Aéy, we can now discuss and explain their
inter-connection. Explicitly, the center-of-mass dynamics is analogous to translating the wavepacket
along the x-axis (back and forth to the left), hence, according to Equation (A4), %A%y is needed.

This is why the dependencies of the frequency and amplitude of oscillations of %A%Z (t) on the

barrier height and interaction strength nicely follow, respectively, those of + (¥|X|¥)(t), compare
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Figures 1 and 5. What is the role of %A%Y then? The momentum variance helps us understand the
deviations between the many-body and mean-field results in Figure 5. We see that the maxima of
the many-body %A%Z(t) (M > 3) are larger than the maxima of the mean-field %A%Z(t) M =1).
The difference is about 7-25% (compare to the low depletion, Figure 2), depending on Vj and Ao,
and follows the respective trend of the many-body and mean-field results for %Aéy, see Figure 4e-h.
We note that, although the wavepacket describing the bosons dynamics in the tilted annulus is not a
translated, rotationally invariant wavepacket, and the values of deviations (in percents) between the
many-body and mean-field results are actually larger for A%Z (at the maxima) than for A%ﬁy, we find
the above analytically based analysis to well explain the numerical findings and trends. Last but not
least, a close inspection of the many-body and mean-field curves of the angular-momentum variance
in Figure 5 shows that there are instances when they cross each other, i.e., one is smaller or larger
than the other. This is in contrast with the non-crossing of the many-body and mean-field position
and momentum variances, see Figures 3 and 4, respectively. Finally, we find that already M = 3
time-adaptive orbitals accurately describe the dynamics of the angular-momentum variance.

Our investigations are nearing their end, what is left to explore is the behavior of the position,
momentum, and angular-momentum variances at the particle limit. Which of the above-described
detailed findings, plotted in Figures 1-5 for a rather small (N = 10 bosons) yet weakly depleted BEC,
survive this limit? To answer the question, we concentrate on the system with the higher barrier,
W = 10, and stronger interaction (for N = 10 bosons), Ag = 0.04. We hence fix the interaction
parameter A = Ag(N — 1) = 0.36, and compute and compare the dynamics for N = 10, N = 100,
and N = 1000 bosons using M = 3 time-adaptive orbitals. We have seen for N = 10 bosons that M = 3
time-adaptive orbitals accurately describe the variances. This implies that, keeping the interaction
parameter A fixed while increasing the number of particles N, using M = 3 time-adaptive orbitals for
calculating the variances will be (at least) as accurate as for N = 10 particles, see in this respect [24].
Before we proceed, a methodological remark. Examining the convergence of properties with the
number of particles for N = 10, N = 100, and N = 1000 bosons is (still) far away from infinity,
see in this respect [15]. We hence use, interchangeably, the term en route to the particle limit. We shall
see below that, in effect, the particle limit is practically well achieved for the variances already for
N = 1000 bosons.

Figure 6 prints the total number of depleted particles, N — 1 (t), for N = 10, N = 100, and N =
1000 bosons for A = 0.36 and Vjy = 10 using M = 3 time-adaptive orbitals. Convergence of the number
of depleted particles with N is nicely seen. Since N — n1 () converges to a finite (and small) value
with N, the bosons are becoming 100% condensed in the limit of an infinite number of particles, i.e.,
nl—l\(,t) — 1las N — oo, at least up to the maximal time of the computation, ¢ = 100.

Figure 7 exhibits the position variances per particle, %Ai(t) and %A%(t), momentum variances
per particle, %A%X(t) and %Aéy(t), angular-momentum variance per particle, %A%Z(t), and the
expectation value of the center-of-mass, & (¥|X[¥)(t), for N = 10, N = 100, and N = 1000 bosons and
for A = 0.36 and Vj) = 10 using M = 3 time-adaptive orbitals. Once again, convergence of each of the
quantities with N is clearly seen. Yet, whereas the center-of-mass dynamics converges to the mean-field
dynamics when the number of particles is increased, the variances exhibit many-body dynamics which
converges nicely with N, but not to the respective mean-field dynamics. Beyond that, all the above
results, for the frequencies, amplitudes, anisotropies, inter-connections, and particularly the differences
between the many-body and mean-field position, momentum, and angular-momentum variances
persist at the limit of infinite number of particles, despite the bosons becoming 100% condensed.
This brings the present analysis to an end.
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N = 1000 bosons with interaction parameter A = A¢g(N — 1) = 0.36 for an annulus with barrier height

Vo = 10 following a sudden potential tilt by 0.01x. The number of time-adaptive orbitals is M = 3.

The respective position, momentum, and angular-momentum variances along with the expectation

value of the center-of-mass are plotted in Figure 7. See the text for more details. The quantities shown

are dimensionless.
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Figure 7. Position, momentum, and angular-momentum variance dynamics following a potential
quench en route to the particle limit. The mean-field (M = 1 time-adaptive orbitals) and many-body
using M = 3 time-adaptive orbitals) time-dependent position variances per particle, (a) A2 (t) and
Eb) lgAZA(t) momentunﬁ)variances ) ti lp + 2p 1 A2 o ( )—N o

NAS (1), per particle, (c) NAPX (t) and (d) NApy (t), and angular-momentum
variance per particle, (f) %A%Z(t), of N = 10, N = 100, and N = 1000 bosons with interaction
parameter A = Ag(N — 1) = 0.36 for an annulus with barrier height V) = 10 following a sudden
potential tilt by 0.01x. (e) The time-dependent expectation value of the center-of-mass, 4 (¥|X|'¥)(t).
The respective depletions are plotted in Figure 6. See the text for more details. The quantities shown
are dimensionless.

4. Summary and Outlook

In the present work we studied, analytically and numerically, the position, momentum, and
especially the angular-momentum variance of interacting bosons trapped in a two-dimensional
anisotropic trap for static and dynamic scenarios. Explicitly, we investigated the ground state of
the anisotropic harmonic-interaction model in two spatial dimensions analytically and researched
the out-of-equilibrium dynamics of repulsive bosons in tilted two-dimensional annuli numerically
accurately by using the MCTDHB method. The differences between the variances at the mean-field
level, which are attributed to the shape of the density per particle, and the respective variances at
the many-body level, which incorporate a small amount of depletion outside the condensed mode,
were used to characterize sometimes large position, momentum, and angular-momentum correlations
in the BEC for finite systems and at the limit of an infinite number of particles where the bosons
are 100% condensed. Finally, we also explored and utilized inter-connections between the variances,
particularly between the angular-momentum and momentum variances, through the analysis of their
translational properties.

There are many intriguing directions to follow out of which we list three below. First, variances of
BECs in the rotating frame of reference in which high-lying excitations become low-energy excitations
and even the ground state. Second, angular-momentum variance of a BEC flowing past an obstacle in
which the mean angular-momentum variance vanishes. And third, variances in three-dimensional
geometries lacking lower-dimensional analogs, such as a Mobius strip. In all these cases, whether
considering a few interacting bosons or a BEC in the particle limit, interesting and exciting results
are expected.
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Appendix A. Variances and Translations

Consider the many-particle translation operator in two spatial dimensions e~ i(PxatPyb) where
15X‘ = ZZ]\L 1Px,j and Py = Z]N: 1Py,j- Its operation on a multi-particle wavefunction ¥ is given by
eI Pxa YO () yy o xn,yn) = Y(x1 —a,y1 —b,...,xn —a,yy —b) = ¥(a,b). What are the
implications on the variances when computed with respect to the translated wavefunction ¥ (a, b)?

For the position operator X = Z]-Zil £; (and equivalently for Y = ijil 7;) we have
(¥(a,b)|X|¥(a,b)) = (¥|X|¥) + Naand (¥(a,b)|X?|¥(a,b)) = (¥|X2|¥) + 2Na(¥|X|¥) + (Na)?,
implying that

1 1
0%lo = 0% Al
N Xl¥@p N Xly (A1)

Trivially for the momentum operator Py (and equivalently for Py = Z]'Zil py,j) one has

L2 L2

—A% = —A5 A2
N Pxly@p ~ N~ Pxly (A2)

i.e., both the position variance and momentum variance are translationally invariant.
For the angular-momentum opeArator Iy = Zjlil Efjﬁy’j - ﬁjﬁx/]-)A the situatioAn is
more interesting. From (¥(a,b)|Lz[¥(a,b)) = (¥|Lz|¥) + a(¥|Py|¥) — b(¥|Px|¥)

and (¥(a)|L3[¥(a)) = (¥ILZ|Y) +a®(¥|PEIY) + b (¥|PR|Y) +a(¥|Lz Py + PyLz|¥) — b(¥|LzPx +

PxLz[¥) — 2ab(¥|PyPx|¥) we have
8% Ly = ML F iR Ly - R,

(< LzPy+ PyLz[¥) — 2(¥|Lz[¥) (¥|Py[¥))

—b ((¥|LzPx + PxLz[¥) — 2(¥|Lz|¥) (¥ |Px|¥))

—2ab ((¥|PyPx[¥) — (¥|Py[¥)(¥|Px[¥)) - (A3)

Equation (A3) deserves a discussion. In turn, even for the ground state of an interacting
many-boson system in a rotationally symmetric [for which %Ai = 0 holds] but otherwise translated
Zz

trap, the angular-momentum variance

1 1 1

—A? =a* =A% b= A3 A4

N Lzl¥(@ab) aNPY‘Y+ N Pxly (Ad)
differs at the many-body level and mean-field level of theory, i.e., when a,b # 0 and Ay # 0. This is,
as can be seen in (A4), because of the respective many-body and mean-field momentum variances,
%A%X and %A%{ The analytical result (A4) is employed to analyze the numerical findings for the
time-dependent angular-momentum variance in the main text. Generally in the absence of spatial
symmetries, see Equation (A3), more terms contribute to the translated angular-momentum variance.
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Abstract: We consider a two-component linearly coupled system with the intrinsic cubic nonlinearity
and the harmonic-oscillator (HO) confining potential. The system models binary settings in BEC and
optics. In the symmetric system, with the HO trap acting in both components, we consider Josephson
oscillations (JO) initiated by an input in the form of the HO’s ground state (GS) or dipole mode
(DM), placed in one component. With the increase of the strength of the self-focusing nonlinearity,
spontaneous symmetry breaking (S5B) between the components takes place in the dynamical JO
state. Under still stronger nonlinearity, the regular JO initiated by the GS input carries over into a
chaotic dynamical state. For the DM input, the chaotization happens at smaller powers than for the
GS, which is followed by SSB at a slightly stronger nonlinearity. In the system with the defocusing
nonlinearity, SSB does not take place, and dynamical chaos occurs in a small area of the parameter
space. In the asymmetric half-trapped system, with the HO potential applied to a single component,
we first focus on the spectrum of confined binary modes in the linearized system. The spectrum
is found analytically in the limits of weak and strong inter-component coupling, and numerically
in the general case. Under the action of the coupling, the existence region of the confined modes
shrinks for GSs and expands for DMs. In the full nonlinear system, the existence region for confined
modes is identified in the numerical form. They are constructed too by means of the Thomas—Fermi
approximation, in the case of the defocusing nonlinearity. Lastly, particular (non-generic) exact
analytical solutions for confined modes, including vortices, in one- and two-dimensional asymmetric
linearized systems are found. They represent bound states in the continuum.

Keywords: Bose-Einstein condensates; Josephson oscillations; spontaneous symmetry breaking;
Thomas-Fermi approximation; dynamical chaos; ground states; perturbation theory

1. Introduction

The combination of a harmonic-oscillator (HO) trapping potential and cubic non-
linearity is a ubiquitous setting which occurs in diverse microscopic, mesoscopic, and
macroscopic physical settings. A well-known realization is offered by Bose-Einstein con-
densates (BECs) with collisional nonlinearity [1-3], loaded in a magnetic or optical trap—
see, e.g., Refs. [4-14]. A similar combination of the effective confinement, approximated by
the parabolic profile of the local refractive index, and the Kerr term is relevant as a model
of optical waveguides [15-18]. Models of the same type appear in other physical systems
too, such as networks of Josephson oscillators [19].

The character of states created by the interplay of the intrinsic nonlinearity and
externally applied trapping potential strongly depends on the sign of the nonlinearity. In the
case of the self-attraction (or self-phase-modulation, SPM, in terms of optics [20]), localized
modes, similar to solitons, arise spontaneously. On the other hand, self-repulsion tends to
create flattened configurations, which, in turn, may support dark solitons in various static
and dynamical states [6—14]. A specific situation occurs in a system combining repulsion
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and a weak parabolic potential with an additional spatially periodic one (it represents
an optical lattice in BEC [21], or a photonic crystal in optics and plasmonics [22-24]):
the interplay of the periodic potential with the self-repulsion gives rise to bright gap
solitons [21,25], whose effective mass is negative. For this reason, gap solitons are expelled
by the HO potential, but are trapped by the inverted one that would expel modes with
positive masses [26].

Another noteworthy feature of the dynamics of one-dimensional (1D) nonlinear fields
trapped in confining potentials is the degree of its nonintegrability. The generic model
for such settings is provided by the nonlinear Schrodinger equation (NLSE, alias the
Gross—Pitaevskii equation, in terms of BEC [1-3]) with the cubic term, whose integrability
in the 1D space [27] is broken by the presence of the HO potential. Nevertheless, systematic
numerical simulations, performed for the repulsive sign of the cubic nonlinearity, have
demonstrated that the long-time evolution governed by NLSE with the HO potential term
does not lead to establishment of spatiotemporal chaos (“turbulence”), which would be
expected in the case of generic nonintegrability [28,29]. Instead, the setup demonstrates
quasi-periodic evolution, represented by a quasi-discrete power spectrum, in terms of a
multi-mode truncation (Galerkin approximation) [14]. This observation is specific for the
harmonic (quadratic) confining potential, while anharmonic ones quickly lead to the onset
of clearly observed chaos [30,31]. Thermalization of the model with the HO potential was
recently explored, in the framework of a stochastically driven dissipative Gross—Pitaevskii
equation, in Ref. [32].

The interplay of the cubic nonlinearity and trapping potentials also occurs in two-
component systems, which represent, in particular, binary BEC [12,33-35]. Here, we aim to
consider the system with linear coupling between the components. In optics, if two modes
carrying orthogonal polarizations of light propagate in the same waveguide, linear mixing
between them is induced by a twist of the guiding structure, see, e.g., Ref. [36]. In BEC,
different atomic states which correspond to the interacting components can be linearly
coupled by a resonant electromagnetic wave [37-40]. Another realization of linearly mixed
systems is offered by dual-core waveguides, coupled by tunneling of the field across a
barrier separating the cores. The dual-core schemes are equally relevant to optics and
BEC [41]. In particular, experiments with temporal solitons in dual-core optical fibers were
reported in recent work [42].

The coupling between the components enhances the complexity of the system and
makes it possible to find new static and dynamical states in it. In particular, the symmetric
system combining the attractive cubic terms of the SPM type and (optionally) HO potential
acting in each component, with linear coupling between them, gives rise to spontaneous
symmetry breaking (SSB) of two-component states [35,42]. In the case of repulsive SPM
acting in each component and nonlinear repulsion between them (cross-phase modula-
tion, XPM), it was found [33] that the linear mixing shifts the miscibility-immiscibility
transition [43] in the trapped condensate. Furthermore, effects of nonintegrability may
be stronger in the linearly coupled system, because the linear coupling makes the system
of one-dimensional NLSEs nonintegrable, even in the absence of the HO potential [44],
although the integrability is kept by the system with the linear coupling added to the SPM
and XPM terms with equal strengths (the Manakov’s nonlinearity) [45].

The objective of the present work is two-fold. First, in Section 2 we aim to analyze
the onset of chaos, as well as SSB, in the symmetric linearly coupled system, with both
attractive and repulsive signs of the SPM terms, starting from an input in the form of
the ground state (GS), or the first excited state (the dipole mode (DM), represented by a
spatially odd wave function) of the HO, which is initially launched in one core (component),
while the other one is empty. This type of the input is, in particular, experimentally relevant
in optics [42]. As a nonchaotic dynamical regime in this case, one may expect Josephson
oscillations (JO) of the optical field [42,44,46—49], or of the BEC wave function [50-56],
between the cores. As a measure of the transition to dynamical chaos in the system, we
use a relative spread of the power spectrum of oscillations produced by simulations of
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the coupled NLSEs. Naturally, the chaotization sets in above a certain threshold value
of the nonlinearity strength, and the chaos is much weaker in the case of the repulsive
nonlinearity. In the dynamical state initiated by the GS, the SSB takes place prior to the
onset of the dynamical chaos, while the DM input undergoes the chaotization occurs first,
followed by the SSB at a slightly stronger nonlinearity.

The second objective, which is presented below in Section 3, is to construct stationary
GS and DM in the asymmetric (half-trapped) linearly coupled system, with the HO potential
applied to one component only. The latter system can be realized in the experiment,
applying, for instance, the trapping potential only to one core of the double waveguide
for matter waves in BEC (e.g., by focusing laser beams, which induce the trapping, on the
single core). In optics, a similar setup may be built as a coupler with two widely different
cores, narrow and broad ones, with the narrow core emulating the component carrying a
tightly confining potential, cf. Ref. [57]. A remarkable peculiarity of such a system is that
the linear coupling mixes completely different types of the asymptotic behavior at |x| — oo:
the trapped component is always confined, in the form of a Gaussian, by the HO potential,
while the untrapped one is free to escape. In addition, the asymmetry between the coupled
cores makes it necessary to take into regard a difference in the chemical potentials or
propagation constants (in terms of the BEC and optics, respectively) between them, which
is represented by parameter w in Equation (10), see below. Some results for the half-trapped
system are obtained in an analytical form, in the weak- and strong-coupling limits, as well
as by means of the Thomas-Fermi approximation (TFA), and full results are produced
numerically. In addition, particular solutions for localized states of the linear half-trapped
system (including vortex states in its 2D version) are found in an exact form. The exact
solutions belong to the class of bound states in the continuum [58-60], alias embedded [61]
ones, which are spatially confined modes existing, as exceptional states, with the carrier
frequency falling in the continuous spectrum. The paper is concluded by Section 4.

2. The Symmetric System
2.1. The Coupled Equations

As outlined above, we consider systems modeled by a pair of coupled NLSEs for com-
plex amplitudes u(x, z) and v(x, z) of two interacting waves. In the normalized form, the
equations are written in terms of the spatial-domain propagation in an optical waveguide
with propagation distance z and transverse coordinate x:

ou  10%u Q% , 2 2
i +§ﬁ+}\077x u+a<\u| + glv] )u = 0,
1)
v 10% 0? 2
la +282+/\M*7x U+U(|v| +g|”|) = 0.

Here, coefficients o > 0 or o < 0 represents the strength of the focusing or defocusing
SPM in each core, while A and cg represent the linear mixing and XPM interaction, respec-
tively. By means of rescaling, the strength of the HO trapping potential is set tobe (2 =1
(unless it is zero in one core). In other words, x is measured in units of the respective HO
length. This implies that the unit of the transverse coordinate in the optical waveguides
takes typical values in the range of 10-30 um, hence the respective unit of the propagation
distance (the Rayleigh/diffraction distance corresponding to the OH length) is estimated
to be between 1 mm and 1 cm, for the carrier wavelength ~ 1um. In the matter-wave
realization of the system, typical units of x and time (replacing z in Equation (1) are ~10 pm
and 10 ms, respectively.

The system conserves two dynamical invariants., viz., the total norm (or power, in
terms of optics),

P= [l + 0w P)ax @
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and the Hamiltonian (in which Q) = 1 is set),

+eo | 1 (9%u Po T/ 4 4
= [2<ax2 ox2 )‘z(“"“")
—oglul? |U\2+ =X (\u|2+|v| ) Auv* +u v)}dx, 3)

where * stands for the complex conjugate. The remaining scaling invariance of Equation (1)
makes it possible to either set |o| = 1, or keep nonlinearity coefficient ¢ as a free parameter,
but fix P = 1. All simulations performed in this work comply with the conservation of P
and H, up to the accuracy of the numerical codes.

It is relevant to mention that the present two-component system resembles nonlin-
ear models with a double-well potential, in the case when the wave functions in two
wells are linearly coupled by tunneling across the potential barrier, see, e.g., Refs. [62,63].
Nevertheless, the exact form of the system and its solutions are different.

In the limit of a small amplitude A of the input, linearized Equation (1) with ) =1
admit exact solutions for inter-core JO of the ground and dipole states (exact solutions for
higher-order states can be readily found too):

uo (%) = AOGXP(ZX - 212) cos(Az),
4)
490 = imew( -1~ ] ) sin(Az),
(DM) _ la_
1o (x,t) = Apxexp 5% z | cos(Az),
©)
](ODM)(x,t) = iAgx eXp< % 2 - 12) sin(Az).

Expressions given by Equations (4) and (5) at z = 0 are used below as inputs in
simulations of the full nonlinear Equation (1). The simulations presented in this section
were performed in domain |x| < 10. This size, tantamount to 20 HO lengths, is sufficient
to display all details of the solutions. Standard numerical methods were used, viz., the
split-step fast-Fourier-transform scheme for simulations of the evolution governed by
Equations (1) and (10), and the relaxation algorithm for finding solutions to stationary
equations, such as Equations (12) and (13), see below.

2.2. The Transition from Regular to Chaotic Dynamics

Increase of amplitude Ag of the input leads to nonlinear deformation of the oscillations,
and eventually to the onset of dynamical chaos. A typical example of an essentially
nonlinear but still regular JO dynamical regime, produced by numerical simulations of
Equation (1) with ¢ = 0 (no XPM interaction), in interval 0 < z < Z, with the DM input,
taken as per Equation (5) at z = 0, is presented in Figure 1. In particular, the left bottom
panel of the figure displays oscillations of peak intensities of the fields,

{Uax(2), Vax(2) } = max{u(x,2), [o(x,2)1*}, (6)

and, as a characteristic of the dynamics, in the right bottom panel we plot power spectra,
|P(x) |2, |Q(x) |2, produced by the Fourier transform of the peak intensities:

(P06, 000} = [ {Un2), Vaus(2) f exp(—in) 7)
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where « is a real propagation constant. Very slow decay of the peak intensities, observed in
the former panel, is a manifestation of the system’s nonintegrability (in this connection, we
again stress that the total norm is conserved during the simulations).

The regularity of the dynamical regime displayed in Figure 1 is clearly demonstrated
by its spectral structure, which exhibits a single narrow peak at peax ~ 2. The peak’s
width, Ax >~ 0.1, which corresponds to the relative width, Ak /xpeqx = 0.05, is comparable
to the spread of the Fourier transform, corresponding to Z = 100 in Figure 1. It can be
estimated as 0x = 27t/Z = 0.06. Note the overall symmetry between the two components
in Figure 1 (in particular, their spectra are identical in the bottom panel).
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Figure 1. A typical example of a regular Josephson dynamical regime, initiated by the DM (dipole mode) input launched in
the u component (as given by Equation (5) with z = 0 and Ay = 1). The solution is produced by simulations of Equation (1)
with A =0 =Q =1, g = 0. Plots in the top row display the evolution of components u(x,z) and v(x, z). Left bottom: The
evolution of the peak intensities of both components, U2,,, (z) = m;lx{ [u(x,z) |2} and V2., (z) = m;cax{ [|v(x,z) \2} } Right
bottom: The power spectrum of oscillations of the two components, defined as per Equation (7). The spectra are virtually
identical for both components.

The simulations with the same input, but larger values of Ay, give rise to chaotic
(“turbulent”) dynamical states with a broad dynamical spectrum, see a typical example
in Figure 2. Note that both the regular and chaotic dynamical pictures displayed in
Figures 1 and 2 extend over the distance estimated to be ~10 Rayleigh (diffraction) lengths
corresponding to the width of the DM input. This estimate is sufficient to make conclusions
about the character of the dynamics.

Systematic simulations with the GS input, provided by Equation (4) at z = 0, produce
similar results (not shown here in detail). In particular, as well as in the case of the DM
input, amplitudes Ay = 1 and 4 initiate, severally, quasi-regular and chaotic evolution.
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Figure 2. The same as in Figure 1, but for a typical example of a chaotic dynamical regime, initiated by the DM input (5)

with a larger amplitude, Ag = 4. Note different scales on vertical axes in two plots in the left panel.

The results for the transition from regular JO to chaotic dynamics, initiated by the GS
and DM inputs, taken as per Equations (4) and (5) at z = 0, are summarized in charts plotted
in the plane of (A, A3) in Figure 3. They display heatmaps of values of the parameter
which quantifies the sharpness of the central peak in the spectrum of the dynamical state:

— Jrwrm [P () ‘2‘1"

o0 8
fo |P(K)|2dK

Sharpness

where the integration in the numerator is performed over the section of the central spectral
peak selected according to the standard definition of the full width at half-maximum:
| P(kpwrim) \2 = (1/2)(P(k))ax- Values of Sharpness close to 1 imply the domination of
a single sharp peak, such as one in Figure 1, which corresponds to a regular dynamical
regime, while decrease of this parameter indicates a transition to a broad spectrum, which
is a telltale of the onset of chaotic dynamics—see, e.g., Figure 2.

Figure 3 clearly demonstrates decay of the central peak’s sharpness, i.e., transition to
dynamical chaos, with the increase of the input’s intensity, A3, in the case of the attractive
SPM, ¢ = +1. Such a trend is not straightforward in the opposite case of the self-repulsion,
o = —1. In particular, the chaotization is not observed at all in the latter case at small values
of A. This conclusion agrees with findings reported in work [14] for the single-component
NLSE (which corresponds to A = 0), with the HO potential and ¢ = —1. Computations of
the spectrum, reported in that work, demonstrate that no transition to dynamical chaos
takes place at all values of parameters. The fact that an area of weak chaotization is,
nevertheless, observed in the right panels of Figure 3 is explained by the above-mentioned
circumstance, that the addition of the linear coupling to a pair of NLSEs destroys their
integrability (in free space). On the other hand, the increase of the sharpness with the
increase of A, observed at relatively small values of A3 (which is observed in an especially
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salient form in the left bottom panel of Figure 3) also has a simple explanation: the increase
of A makes the linear terms in the system dominating over nonlinear ones, thus tending to
maintain a quasi-linear behavior.
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Figure 3. Heatmaps of values of sharpness (8) of the central spectral peak quantifying proximity of the system’s dynamics
to the regular regime. The maps are plotted in the plane of the linear-coupling strength, A, and intensity of the input,
A%, which is launched in one component. (Top left): The GS input, given by Equation (4) at z = 0, in the case of the
self-attraction (¢ = +1). (Top right): The same, but in the case of self-repulsion (¢ = —1). (Bottom left): The same as in the
top left panel, but produced by the DM input, given by Equation (5) at z = 0. (Bottom right): The same as in the bottom left
panel, but in the case of self-repulsion (¢ = —1). In all cases, g = 0 is set in Equation (1) (no XPM interaction between the
components). Black curves cutting the left panels in their lower areas designate the onset of SSB (spontaneous symmetry
breaking), signalized by appearance of § # 0, see Equation (9).

Lastly, the comparison of the left and right panels in Figure 3 suggests that the
chaotization sets in faster in dynamical regimes initiated by the DM input, in comparison
to their counterparts originating from the GS, for the same values of the input’s intensity,
A3. The difference between the GS and DM dynamical regimes is salient for relatively
small values of A. It may be explained by the fact that attractive SPM naturally tends to
form a stable bright soliton from the GS input, which then maintains regular motion in
the HO potential [64]. On the other hand, spatially odd bright solitons do not exist in free
space, which impedes transformation of the DM input into a regular dynamical state.

As said above, the heatmaps are displayed in Figure 3 for ¢ = 0, i.e., in the absence
of the XPM coupling between the components, which is the case for dual-core couplers.
On the other hand, in the case of the Manakov’s nonlinearity, i.e., § = 1, the above-
mentioned integrability of such a system of NLSEs with the linear coupling [45] (but
without the trapping potential) suggests that the full system will be closer to integrability
and farther from the onset of chaos. Indeed, numerical results collected from simulations
of Equation (1) with ¢ = ¢ = +1 (not shown here in detail) demonstrate a much smaller
chaotic area in the (A, A3) plane. In particular, the GS input generates “turbulent” behavior
only at A3 > 200, being limited to A < 0.15, cf. the top left panel in Figure 3.

2.3. Spontaneous Symmetry Breaking (SSB) between the Coupled Components

A noteworthy feature of the dynamical state presented in Figure 2 is breaking of
the symmetry between fields u and v (while the patterns initiated by the GS and DM
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D o5

inputs keep their parities, i.e., spatial symmetry (evenness) and antisymmetry (oddness),
respectively). This is a manifestation of the general effect, which is well known, in diverse
forms, in linearly coupled dual-core systems with intrinsic attractive SPM [41]. In particular,
SSB of stationary states in systems with the HO trapping potential acting in both cores
was addressed in Refs. [35,56], while Figure 2 demonstrates the symmetry breaking in the
dynamical JO state.

The SSB effect may be quantified, as usual [44], by asymmetry of the dynamical states,

which we define as o 5 o0 2
o I |P(;<)|2d1<—fo ‘Q(")‘zd".
[T 1P (o) Pdx + [371Q(x) [P dx

The SSB occurs as a transition from @ = 0 to ©® # 0 with the increase of A% at some
critical point, which is a generic property of stationary states in dual-core systems with
intrinsic attractive nonlinearity [41,44], while here we consider it in the dynamical setting.
On the other hand, in the case of the repulsive nonlinearity, ¢ = —1 in Equation (1), SSB
of stationary states takes place in this system only at g > 1 [56], while we here focus on
the most relevant case of ¢ = 0. Accordingly, the present system with ¢ = —1 does not
feature SSB.

For o = +1, the SSB boundaries in the parameter planes of the GS and DM solutions
are shown by bold black lines in the top and bottom left panels of Figure 3, respectively.
The SSB bifurcation of the dynamical states under consideration is of the supercritical, alias
forward, type [65], in terms of dependence © (Aj), as shown in Figure 4 for the dynamical
states initiated by the GS and DM inputs. It is observed that, naturally, the critical value of
A3 increases with A, as the symmetry is maintained by the linear coupling, hence stronger
coupling needs stronger nonlinearity to break the symmetry. Note also that the transition
from ® = 0 to ©® = 1 (a strongly asymmetric state) is steeper at larger A.
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Figure 4. Plots of the SSB (spontaneous symmetry breaking) in the dynamical states initiated by the GS (ground state) and

DM (dipole mode) inputs: the asymmetry parameter, defined as per Equation (9), is plotted versus the intensity of the input,

A%, for three different fixed values of the linear-coupling constant, A, as indicated in the figure.

It is worth noting that, as clearly shown by the SSB boundary (the black line) in the
top left panel of Figure 3, the SSB of the GS mode happens prior to the transition to the
dynamical chaos. This conclusion agrees with known results showing that SSB of stationary
modes does not, normally, lead to chaotization of the system’s dynamics [41,44]. On the
other hand, the bottom left panel in Figure 3 demonstrates a different situation for the DM
states, which exhibit the chaotization prior to the SSB, although the separation between
these transitions is small. This conclusion agrees with the fact that, as clearly seen in
Figure 4, the SSB in DM states occurs at values of the input’s amplitude essentially higher
than those which determine the SSB threshold of the GS solutions.
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3. The Half-Trapped System

The asymmetric system of linearly coupled NLSEs, with the HO potential included in
one equation only, is written as

|
I
g
&

) 1 1
fuz + 5 lex + Av — Exzu + U(\u|2 +g|v|2)u

(10)

I
L

. 1
10z + 5 0xx + Au+ (7(|U|2 +g|u|2>v

cf. Equation (1). Here, as said above, () = 1 is set in the first equation, and the propagation-
constant mismatch, w (in terms of BEC, it represents a difference in the chemical potentials
between the two wave functions) is a common feature of asymmetric systems. Stationary
solutions to Equation (10) are looked for as

{u, 0} = {U(x), V(x)} exp(—iuz), (11)

with real propagation constant —pu (in BEC, with z replaced by ¢, u is the chemical potential),
and real functions U(x) and V(x) satisfying equations

142U 1, ) )
(et @)U+ 525 +AV — ox u+a(u +gv)u_o, (12)
1d*v ) )
yV—i—EW—F)\U—i—U(V +gu)v_o. (13)

Most results are produced below disregarding the XPM coupling between the compo-
nents (g = 0). Nevertheless, the XPM terms are included when collecting numerical results
for the threshold of the existence of bound states.

3.1. The Linearized System: Analytical and Numerical Results
3.1.1. Emission of Radiation in the Untrapped Component

In the linear limit, ¢ = 0, two decoupled equations in system (10) with A = 0
produce completely different results: all excitations of component u stay confined in the
HO trap, while the v component with any u > —w freely expands. In particular, in the
limit of A = 0, obvious bound-state GS and DM solutions to the linearized version of
Equations (12) and (13), with zero v component, are

1 x2

ux) = n1/4exp(—2>,Vé%):0, (14)
V2 2

u (x) = erxp<—’;),vlg?\>4:o, (15)

where the pre-exponential constants are determined by the normalization condition,
Ter 2
/ (U2 (x) + V3(x)|dx = 1, (16)
which we adopt in this section. The eigenvalues corresponding to eigenmodes (14) and

(15) are
KL =172 = w; iy =3/2— w. (17)
Proceeding to dynamical states, in the lowest approximation with respect to small A

the evolution of the v field is driven by the respective linearized equation in system (10),

. 1 .
v, + 5Vxx = —/\U(GOS)/DM(x) exp(—zyg)g’DMz). (18)
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Obviously, Equation (18) gives rise to emission of propagating waves (“radiation”),

in the form of v ~ Aexp (z’kx — ii‘g)s)‘.,DMZ>' at resonant wavenumbers k = £ 2Vgs).,DMr

provided that Vg)s) DM 18 positive, i.e.,

. 0
Urad ~ A€Xp <:|:z ZVE;S),DM (x - Vphz) ) , (19)
where the phase velocity is
V= =11 /2,0 (20)
ph 27 72 VGS,DM

(in terms of the spatial-domain propagation in the optical waveguide, it is actually the
beam’s slope). The expansion of the area in the (x, z) plane occupied by the radiation field
is bounded by the group velocity, | Vg:| = [k| = 2Vph.

An illustration of this dynamics is presented in Figure 5. Straight red lines designate
the wave-propagation directions, which exactly agree with the phase velocity predicted by
Equation (20), and the expansion of the area occupied by the radiation complies with the
prediction based on the group velocity.
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Figure 5. Simulations of the evolution of the linearized half-trapped system (10), displayed in the untrapped component by
plotting Re(v(x, z)). (Left): Emission of radiation generated by the GS (ground state) populating the trapped component,
u(x,z) (see Equation (14)), with w = 0.25 in Equation (10). (Right): The same, but for the radiation generated by the DM
(dipole mode) in the trapped component (see Equation (15)), with w = 0. In both cases, the linear-coupling constant is
A = 0.05.

The emission of radiation into the v core gives rise to a gradual decay of the amplitude
in the u core, due to the conservation of the total norm, see Equation (16). An example of
the decay is displayed in Figure 6, for a small initial amplitude of the GS input, Ay = 0.1
(which corresponds to the quasi-linear dynamical regime), and a relatively large coupling
constant, A = 1, which makes the transfer of the norm (power) from u to v faster.

On the other hand, the same input with large Ag makes the u-v coupling a weak effect,
in comparison with the dominant nonlinearity, hence the input mode in the u core seems
quite stable, as shown in Figure 7.

3.1.2. The Shift of the GS and DM Existence Thresholds at Small Values of Coupling Constant A

At Vg)S),DM < 0 the radiation is not generated by Equation (19), hence two-component
bound states may exist in this case. Our next objective is to find, for the coupled system
with A > 0, threshold values (wgs pm )y, of the mismatch parameter w in Equations (12)
and (13), such that the bound states of the GS and DM types exist at

w > (wGS,DM ) thr” (21)

respectively. Obviously, (wgs)y, = 1/2 and (wpm)g, = 3/2 in the limit of A = 0, see
Equation (17).
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First, we aim to find lowest-order corrections to the GS and DM eigenvalues (17) for
small A. Then, a shift of the respective thresholds can be identified by setting ygs pm = 0. In
the limit of A = 0, the GS and DM wave functions are taken as per Equations (14) and (15),
respectively. With small A, the first-order solution for V (x), viz., V(x) = )LVéls),DM(x), must
be found from the inhomogeneous equation, which follows from Equation (13), in which
y = Ois set:

LaRey

0
@VGS,DM = _ZuéS),DM(x)' (22)

Straightforward integration of Equation (22), with expressions (14) and (15) substituted
on the right-hand side, yields

Véls)(x) = —V2nr'/4 [\%erf(\}%) + \/Zexp<—x22)], (23)

Vi (x) = 27r1/4erf<\2>, (24)

where erf(x) is the standard error function, which is an odd function of x.
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Figure 6. (Left): The evolution of fields u and v in the half-trapped system, as produced by simula-
tions of Equation (10) with w = 0 and coupling constant A = 1, initiated by the DM input in the u
core, taken as per Equation (14) with Ag = 0.1. Here and in Figure 7, spurious left-right asymmetry
of the radiation field in the v component is an illusion produced by plotting. (Right): The evolution
of the peak intensities of both components, mfx{ |u(x, t) |2} and mfx{ |o(x, t) |2}
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Figure 7. The same as in Figure 6, but for a large amplitude of the DM input in the u component,
Ap =8.

Next, the small perturbation in Equation (12), represented by term AV, produces
a small shift oy of the eigenvalue, as a feedback from component V. According to the
standard rule of quantum mechanics, which deals with the linear Schrodinger equation [66],
in the first approximation of the perturbation theory, when V(x) is replaced by expression
(23) or (24), the result is

2 [Ty (0) 2
sucsom = A2 [ Vo (U pa (0% = ~Ios o 25)

with coefficients
Igs = —3.414, Ipy = 4, (26)

where the former and latter ones are computed, respectively, in a numerical form and
analytically (note opposite signs of these coefficients). Then, the accordingly shifted threshold
values sought for are

(WG iy = 1/2 — IsA?, (WDM )y = 3/2 — IpmAZ. (27)

The analytical predictions are compared to numerical results, obtained from a solution
of the linearized variant of Equations (12) and (13), in Figure 8. Note that the linear u-v
coupling facilitates the formation of the DM bound state, by lowering (wpwm )y, but impedes
to form the GS, by making the respective threshold, (wppm )y, higher. It is seen that for the
DM the analytical approximation is essentially more accurate than for the GS.
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Figure 8. The analytically predicted and numerically found threshold values of the mismatch parameter, w, above which

the GS and DM solutions (the left and right panels, respectively) are produced, for the half-trapped system, by the linearized

version of Equations (12) and (13), vs. coupling constant A. The analytical results are produced by Equation (27). For the GS,

they are shown (in the inset) only for relatively small values of A, as in this case the analytical approximation is inaccurate at

larger A.

An example of a bound-state solution of linearized Equations (12) and (13) of the
DM type, numerically found at A = 0.225 and w = 1.4, i.e., below the threshold value
(wpM) gy = 1.5, corresponding to the limit of A — 0, is displayed in Figure 9. The existence
of the DM at this point agrees with the right panel of Figure 8.
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Figure 9. A bound state of the DM (dipole mode) type in the half-trapped system, found as a
numerical solution of Equations (12) and (13) with w = 1.4, A = 0.225, and ¢ = 0 (the linearized
version). The eigenvalue corresponding to this solution is y ~ —0.036.

3.1.3. The Analysis for Large Values of A

In the opposite limit of large coupling constant A, an analytical approximation for
the discrete eigenvalues can be developed too. In this case, || may also be large, ~A. In
the zero-order approximation, one may neglect the derivative term in Equation (13), to
obtain V ~ —(A/u)U. Then, substituting this relation back into the originally neglected
derivative term, one obtains a necessary correction to this relation:

A A d*u
Ve ——U+ ——. 28
U * 2u2 dx? (28)
The subsequent substitution of this expression in the linearized Equation (12) leads to
an equation for U which is tantamount to the usual stationary linear Schrodinger equation
with the HO potential:

A2 1 ANd2U 1,
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Then, the standard solution for the quantum-mechanical HO yields an equation which
determines the spectrum of the eigenvalues:

A? 1 | A2
y—y+w—<2+n> 1+P' (30)

where n = 0,1,2,... is the quantum number. Taking into regard that A is now a large
parameter, Equation (30) produces a final result for the spectrum,

w 1 /1
yw—)\—z—f—ﬁ(z—i—n). (31)

The spectrum remains equidistant in the current approximation, while further cor-
rections ~1/A give rise to terms ~(1/2 + n)?, which break this property. As concerns the
existence threshold for the bound states, Equation (31) predicts wy,, =~ —2A. The coefficient
in this relation is not accurate, as the derivation is not valid for small ||, but the implication
is that, for large A, wy,, drops to negative values with a large modulus, ~—A.

The prediction of the GS and DM eigenvalues, given by Equation (31) with n = 0 and
n = 1, respectively, is compared to numerically found counterparts in Figure 10, which
shows proximity between the analytical and numerical results. The plots do not terminate
in the displayed domain, i.e., they do not reach the existence boundary.

=numerical DM = numerical
GS manalytic manalytic

-5 -5
< -10 i-10
-15 -15
10 . 10
/ 10 10
5
w \/ > A w >\
00 00
0 ; 0 i
numerical numerical
—analytic
-5 -5
= - =
S -10
-15 ' -15
10,0 5,5 0,10 10,0 5,5 0,10
w,)\ w;)\

Figure 10. ( The top row): left and right panels display the analytically predicted eigenvalues given by Equation (31)
with n = 0 and n = 1, for the ground state (GS) and dipole mode (DM), respectively, of the half-trapped system, and
their counterparts produced by the numerical solution of linearized coupled Equations (12) and (13), as functions of the
linear-coupling constant, A, and mismatch parameter, w. (The bottom row): cross sections of the respective top panels
along the diagonal connecting points (A, w) = (0.10) and (10, 0). The results shown in these plots are relevant for relatively

large values of A.
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3.1.4. Exact Solutions for One- and Two-Dimensional Bound States in the Continuum (BIC) in
the Linear System

A remarkable property of the coupled half-trapped system, represented by the lin-
earized version of Equations (10), (12) and (13), is that it admits particular spatially confined
solutions in an exact analytical form. These are exceptional solutions, which, for an arbi-
trary value of the linear-coupling constant, A, exist at a single, specially selected, value
of the mismatch parameter, w, and with a single value of the eigenvalue, . First, it is
possible to find an exact mode which is a fundamental one (GS) in the V' component, and a

second-order mode in U:
2
U(x) =Up [(Az - ;) +x2] exp<—xz>,

xZ
V(x) = —2AUy exp(—z),
-1
Ug = n1/2 (/\4 FAA2 4 1/2) )

9 A2 1/, 1
w—42/V—2<)‘+2>1 (32)

with amplitude Uy defined by condition P = 1, see Equation (16). We stress that, as seen in
Equation (32), this exact solution may only have u > 0, i.e., it is BIC (a bound state in the
continuous spectrum [58—60]), alias an embedded mode [61]. It is worthy to note that this BIC
mode and additional ones, presented below, are found in the coupled system, with one
component trapped in the HO potential.

In addition to the above spatially even solution, an odd one of the BIC type is available
too. It is composed of a DM in the V component and a third-order mode in U. In the
normalized form, i.e., with P = 1 (as per Equation (16)), the solution is

U(x) = Upx )\2—§ + x2| ex —x—z
2
V(x) = —2AUpx exp(—z),
-1
g =272 (A4 + 422 +3/2)

11 A? 1/, 3
w—4—2/ﬂ—2()\+2)/ (33)

which also exists at a single value of w, and with a single eigenvalue, u > 0. Note that
both exact solutions, given by Equations (32) and (33), may exists at positive and negative
values of w, as well as at w = 0 (in Equations (32) and (33), w = 0 at A2 = 9/2 and
A? = 11/2, respectively).

These exact solutions for BIC states in the two-component systems are somewhat
similar to those found in Ref. [67], which addressed a system of spin-orbit-coupled linear
Gross-Pitaevskii equations for a binary BEC. In that work, exact solutions were produced
for a specially designed form of the trapping potential.

The exact solutions of the linearized system may be tried as inputs in simulations of
the full nonlinear system based on Equation (10), with w selected as per the solutions. The
simulations, performed with moderate values of the initial amplitude, produce a robust
state with steady internal oscillations, as shown in Figure 11 for the attractive (c = 1)
and repulsive (¢ = —1) SPM nonlinearity. In addition, the simulations demonstrate weak
emission of radiation in the untrapped (v) component. In the case of the self-attraction
(the left panel in Figure 7), the radiation is almost invisible. The self-repulsion in the v
component, naturally, enhances the emission, which becomes visible in the right panel of
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the figure. Still larger amplitudes of the input lead to irregular oscillations and conspicuous
emission of radiation (not shown here in detail).
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Figure 11. The evolution initiated by the exceptional (BIC) exact solution (32) of the system of
linearized Equations (12) and (13), as produced by simulations of the full nonlinear half-trapped
system (10), with the attractive SPM, ¢ = 1 in the top row, and repulsive ¢ = —1 in the bottom one.
Other parameters are g = 0, A = 7/2 and w = 1/2, which are related as per Equation (32).

It may happen that the linearized system of Equations (12) and (13) produces isolated
BIC/embedded modes in a numerical form at other values of parameters. The present
work does not aim to carry our comprehensive search for such solutions. On the other
hand, it is relevant to mention that a straightforward two-dimensional (2D) extension of
the present system readily produces exceptional exact solutions for BIC/embedded modes
of both fundamental (GS, alias zero-vorticity) and vortex types.

The 2D extension of the linearized form of Equation (10) is

. 1 1
iz + 5 (txx + ttyy) + Av — 5 <x2 + y2>u = —wu,
(34)
1
i'UZ + E (’Uxx + Uyy) + Au = O

Although the realization of this model in optics in not straightforward, it may be
implemented for matter waves in a dual-core “pancake-shaped” holder of BEC [35,68]. In
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polar coordinates (r, ), particular exact solutions of linear Equation (34), with all integer
values of the vorticity, S = 0,1,2, ..., are found as

u = Uyr® {()\2 —1- S) +r2} exp(—iyz+i$9 - r;),

2
v = —2AUpr® exp(—iyz + 156 — 2),

_1 2 10

w=5(5+5-22), u=35(A+1+5), (35)

with arbitrary amplitude Uy (the 2D solution of the GS type corresponds to S = 0 in
Equation (35)). As well as in 1D solutions (32) and (33), u takes only positive values in the
2D solution, hence it also represents states of the BIC/embedded type.

3.2. The Nonlinear Half-Trapped System
3.2.1. The Thomas-Fermi Approximation (TFA)

In the presence of the self-defocusing nonlinearity, © = —1 in Equations (12) and (13),
it is relevant to apply TFA to finding the GS of the half-trapped system, omitting the second
derivatives in both equations [2], and keeping condition y < 0, which is necessary for the
existence of a generic (non-BIC) localized state in the V component. Then, Equation (13)
with g = 0 (the XPM coupling is omitted here) is solved as

U= (V/A) (V2 - y), (36)
and Equation (12) amounts to an algebraic equation for the squared amplitude W = —V?2/
u>0,viz.,
3, 2w 2 _ 2
mW(W +1)" + W = ¢ — ¢~, (37)
where
_ 2 __r
m = _ﬁ>0'§:_ﬁ' (38)
2
g2 = —E[Az—y(w—i—y)], (39)

and the applicability condition for TFA is easily shown to be m < 1. The TFA solution
exists under condition §% > 0 (see Equation (39)), i.e., in a finite interval (bandgap) of values
of the propagation constant,

0< —pu< VA2 +w?/d+w/2 = —puyp. (40)

Outside of the bandgap, i.e., at 4 < yg < 0, the TFA solution does not exist. In the
bandgap, Equation (37) produces a usual GS profile, with a single value of W corresponding
to each ¢2 from region ¢ < ¢3 (see Figure 12, which displays a typical example of the
TFA-predicted GS and its comparison with the numerically found counterpart). The
solution vanishes at the border points, & = £, and is equal to zero at &> > (;‘(%, so that the
derivative of the TFA solution, dW/dg, is discontinuous at the border points, which is a
usual peculiarity of the TFA [2,69].
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Figure 12. A typical example of the GS solution predicted by TFA (Thomas-Fermi approximation)
for the half-trapped system, as per Equations (36)—(39), forc = —1,¢ =0, A = 8, u = —4, and
its comparison to the numerically found counterpart. The respective value of parameter m (see
Equation (38)), which should be small for the applicability of TFA, is m = 0.125.

Note that in the limit of large A, the bandgap’s width, as given by Equation (40), is
—to ~ A+ w/2, which is close to the largest value of —u predicted by Equation (31) for
the GS (n = 0) in the linearized half-trapped system. Finally, the TFA solution may be cast
in a simple explicit form close to the edge of the bandgap, i.e., at

0 < ou=pu—pg< —Ho, (41)

2 ~ —(4/],18)\/)\24-(02/4(5]4 (42)

In this case, Equations (37) and (36) simplify to

2 2 2 _ @
U2 ~ { (15/2) (goat (:(;2( )>’§gt,§ <Cor (43)

o (A/2) (8- 22), atd? < G,
. { Oate > (44

Expressions (42)—(44) make it possible to calculate the total power of the GS (see
Equation (2)),
16 W\t
P2 (A +14F) (Az + 4> (—po) ™2 (00)*"2. (45)

Note that relation (45) satisfies the anti-Vakhitov—Kolokolov criterion, dP/d(éu) > 0,
which is a necessary condition for stability of localized states supported by self-repulsive
nonlinearity [70], as is the case in the present setting (the Vakhitov—Kolokolov criterion
proper, dP/d(du) < 0, is a well-known necessary condition for stability of states in models
with self-attraction [71-73]).

3.2.2. Existence Boundaries for Nonlinear States

The shrinkage of the existence region for GS solutions, and its expansion for DM
ones, in the linear version of the coupled half-trapped system, shown in Figure 8, suggests
identifying existence boundaries of the same states in the full nonlinear system. Numerical
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data, necessary for the delineation of the existence region of the GSs and DMs in the
nonlinear system, were collected by solving Equations (12) and (13) for spatially even
and odd modes with the fixed total power, P = 1 (as per Equation (16)), while the linear-
coupling coefficient, A, and the nonlinearity coefficient, o, were varied, the latter one
taking both positive and negative values (for the self-attraction/repulsion). The results are
summarized by the heatmap in Figure 13 (for the GS) and Figure 14 (for the DM), which
show threshold values of the mismatch parameter, defined as per Equation (21).
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Figure 13. The heatmap of threshold values of the mismatch parameter, (wgg )y, in the half-trapped
system, based on Equations (12) and (13). For given values of the nonlinearity and linear-coupling
coefficients, o and A, the stable GS (ground state), subject to the normalization condition P = 1 (see
Equation (16)), exist above the threshold, i.e., at w > (wgg)y,,- Positive and negative values of ¢
correspond to the attractive and repulsive sign of the self-interaction, respectively. The nontrivial
region is one confined by red lines, in which the result is (wgs)g,, < 1/2, i.e., the nonlinearity and
linear coupling help to maintain self-trapped GSs in the parameter area where the decoupled system,
with A = 0, cannot create such states.
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Figure 14. The same as in Figure 13, but for DMs (dipole modes), obtained as numerical solutions to Equations (12) and
(13) with ¢ = 0 and g = 1 (the left and right panels, respectively). In this case, the nontrivial region, located between the red

boundaries, is one with (wpm )y, < 3/2.

Nontrivial parametric areas for the GS and DM solutions are identified as domains
with, respectively, (wgs)y, < 1/2 and (wpm)y, < 3/2. The former one is surrounded
by red lines in Figure 13, and its counterpart for the DMs is located between red lines in
Figure 14. In these areas, the coupled half-trapped system maintains stable localized GSs at
w < 1/2,and DMs at w < 3/2, while in the absence of the coupling they may only exist at
w >1/2and w > 3/2, respectively.

Note that the vertical cross-section of the heatmap in Figure 13, drawn through ¢ = 0
(along which the system remains linear), that starts from A = 0, belongs to the area with
(WGs )y > 1/2, in agreement with the result for the linear system, which shows that the
coupling impedes the existence of the GS, see the left panel of Figure 8 and Equation (27).
Furthermore, Figure 13 demonstrates that the SPM nonlinearity of either sign facilitates the
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creation of GS in parameter regions surrounded by red lines. Naturally, the self-attraction
(o > 0) helps to create such states starting from arbitrarily small values of A, while the
self-repulsion (¢ < 0) can do it in the region separated by a gap from A = 0. Nevertheless,
at A > 0.24 the detrimental effect of the linear coupling cannot be outweighed by the SPM
nonlinearity.

In Figure 14, the vertical cross-section corresponding to the linear system (o = 0)
entirely belongs to the nontrivial area, with (wpm)y,, < 3/2, also in agreement with
Equation (27) and the right panel of Figure 8. Figure 14 demonstrates that the nonlinearity,
generally, impedes the maintenance of the localized DMs. This conclusion is supported,
in particular, by the comparison of panels (a) and (b) in the figure, which shows that
the addition of the attractive XPM nonlinearity with the SPM conspicuously reduces the
remaining nontrivial area.

4. Conclusions

The objective of this work is to analyze new effects in the symmetric and asymmetric
systems of linearly coupled fields, which are subject to the action of the HO (harmonic-
oscillator) trapping potential and cubic self-attraction or repulsion. The system can be
implemented in nonlinear optics and BEC. In the symmetric system, with identical HO
potentials applied to both components, we focus on the consideration of JO (Josephson
oscillations) in the system, by launching, in one component, an input in the form of the GS
(ground state) or DM (dipole mode) of the HO potential. On the basis of systematically
collected numerical data, we have identified two transitions in the system’s dynamics,
which occur with the increase of the input’s power in the case of the self-attraction. The
first is SSB (spontaneous symmetry breaking) between the linearly coupled components in
the dynamical JO state. At a higher power, the nonlinearity causes a transition from regular
JO, initiated by the GS input, to chaotic dynamics. This transition is identified through
consideration of spectral characteristics of the dynamical regime. The input in the form
of the DM undergoes the chaotization at essentially smaller powers than the dynamical
regime initiated by the GS input, which is followed by the SSB at slightly higher powers. In
the case of self-repulsion, SSB does not occur, while the chaotization takes place in a weak
form, in a small part of the parameter space.

In the half-trapped system, with the HO potential acting on a single component, a
nontrivial issue is identification of the system’s linear spectrum, i.e., a parameter region
in which the linearized system maintains trapped binary (two-component) modes. This
problem is solved here analytically in the limit cases of weak and strong linear coupling,
and in the numerical form in the general case. In particular, the linear coupling between
the components leads to the shrinkage of the spectral band in which the GS exists, and
expansion of the existence band for the DM. The existence region for trapped states in the
full nonlinear system is identified numerically, and such states are constructed analytically
by means of the TFA (Thomas—Fermi approximation). In addition, exceptional solutions of
the linearized system of the BIC (bound-state-in-continuum), alias embedded, type were
found in the exact analytical form, in both the 1D and 2D settings, the 2D solution being
found with an arbitrary value of the vorticity.

The work may be extended by considering inputs in the form of higher-order HO
eigenstates. Another relevant direction for the extension of the analysis is a systematic
study of the 2D system.
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Abstract: Quantum droplets are ultradilute liquid states that emerge from the competitive interplay
of two Hamiltonian terms, the mean-field energy and beyond-mean-field correction, in a weakly
interacting binary Bose gas. We relate the formation of droplets in symmetric and asymmetric
two-component one-dimensional boson systems to the modulational instability of a spatially uniform
state driven by the beyond-mean-field term. Asymmetry between the components may be caused
by their unequal populations or unequal intra-component interaction strengths. Stability of both
symmetric and asymmetric droplets is investigated. Robustness of the symmetric solutions against
symmetry-breaking perturbations is confirmed.

Keywords: quantum droplet; binary Bose-Einstein condensate; modulational instability

1. Introduction

The mean-field (MF) theory of weakly interacting dilute atomic gases rules out formation of a
liquid state [1,2]. However, it has been recently shown that a liquid phase arises if one takes into
account beyond-MF effects originating from quantum fluctuations around the MF ground state of
weakly interacting binary (two-component) Bose gases [3]. A fundamental property that allows one
to interpret this phase as a fluid is incompressibility: It maintains a limit density which cannot be
made larger (see details below), hence adding more atoms leads to spatial expansion of the state.
Another fundamental feature of this quantum-fluid phase is that it facilitates self-trapping of quantum
droplets (QDs), which are stabilized by the interplay between the contact MF interaction and the
beyond-MF Lee-Huang—Yang (LHY) correction [4]. Binary Bose—Einstein condensates (BECs) with
competing intra- and inter-component MF interactions of opposite signs offer a remarkable possibility
for the generation of QDs, as proposed by Petrov [3]. This possibility was further elaborated in various
settings, including different effective dimensions [5-20]. In particular, the dynamics of QDs with the
flat-top (FT) or Gaussian shape, which correspond to large or relatively small numbers of particles,
respectively, was addressed in the framework of the one-dimensional (1D) reduction of the model [20].
The theoretical prediction was followed by experimental creation of QDs in mixtures of two different
atomic states of ¥K, with quasi-2D [21,22] and fully 3D [23,24] shapes (see also recent reviews [25,26]).
Very recently, the creation of especially long-lived QDs was reported in a heteronuclear 'K-8Rb
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system [27]. Another theoretically predicted and experimentally realized option for the creation of
QDs makes use of the single-component condensate with dipole-dipole interactions [28-35]. It is
relevant to mention that the formation of multiple droplets was also predicted and experimentally
observed as an MF effect in strongly nonequilibrium (turbulent) states of BECs [36].

Collective modes of QDs are a subject of special interest, as they reveal internal dynamics of the
droplets [20,24,32,37,38]. In particular, the stable existence of the QDs is secured if the particle-emission
threshold lies below all excitation modes, hence a perturbation in the form of such modes will not
cause decay of the droplet.

We aim to address issues that are related to the creation of QDs in the 1D setting and were not
addressed in previous works. First, we consider modulational instability (MI) of spatially uniform
plane-wave (PW) states, in the framework of the coupled system of Gross—Pitaevskii (GP) equations
with the LHY corrections, for the two-component MF wave function of the binary condensate. This is
the system which was originally derived in [5]. Recently, MI has been experimentally demonstrated in
BECs with attractive interactions [39-41]. Other examples of the MI are provided by the binary BEC
with the linear Rabi coupling or the spin-orbit coupling [41,42], and by a system combining the MF
and LHY terms [43]. The linear-stability analysis, followed by direct simulations of the corresponding
GP equations, shows that the lower branch of the PW states exhibits MI, the instability splitting the
PW into a chain of localized droplet-like structures. Secondly, we address properties of the QDs
in the binary condensate in the framework of the two-component GP system, without assuming
effective inter-component symmetry, which reduces the system to a single-component GP equation.
The asymmetry implies different MF self-repulsion coefficients in the two components, and /or unequal
norms in them. Although properties of QDs have been studied by using the two-component GP
system in some papers [6,11,14,15,17,18], the explicit asymmetry of the system parameters has not been
addressed, except for [14] in which the situation for 39K-39K and 22Na-%Rb atomic mixtures have been
considered. We conclude that the population difference between the components does not significantly
affect density profiles of QDs in the system with equal MF self-repulsion strengths in the two
components. On the other hand, we find that profiles of the QD solutions are essentially asymmetric
when the self-repulsion coefficients are different in the components. Generally, the numerical findings
corroborate stability of the known symmetric states against symmetry-breaking perturbations. We also
address the MI of the two-component system, and demonstrate that chains of asymmetric QDs can be
generated by the Ml-induced nonlinear evolution.

The paper is organized as follows. In Section 2 we introduce the model and discuss conditions
necessary for the formation of the droplets. Section 3.1 deals with the single-component version of the
symmetric system. We consider various solutions admitted by it (PW, FT, periodic, etc.), and apply the
linear-stability analysis of the PW solution to assess the MI, in a combination with direct simulations.
In Section 3.2, we address the stability of asymmetric droplets, as well as the formation of droplets in
the two-component asymmetric system via the MI. The paper is concluded by Section 4. Additional
symmetric and asymmetric exact and approximate analytical solutions are presented in Appendices.

2. Model and Methods

We consider the 1D model of the two-component condensate with coefficients of the
intra-component repulsion, g1 > 0 and g» > 0, and inter-component attraction, g1 < 0. In the
weak-interaction limit, the corresponding energy density, which includes the MF terms and LHY
correction, was derived in [5]:

(Vg1 — V&2p2)’ L 8% (3201 + /31p2)° 2y/m (101 + 8202)°?

) 1
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where 1 is the atomic mass (the same for both components), p; = [¥;]? (j = 1,2) is the density of the
j-th component, represented by the MF wave function ¥, and

g§=8182, 0g=8n+g. (2)

The last term in Equation (1) represents the LHY correction. Derivation of Equation (1) assumes that the
binary BEC is close to the point of the MF repulsion-attraction balance, with |6g| < g . In experiments,
0g may be tuned to be both positive and negative [21-23].

Equation (1) is valid in the case of tight confinement applied in the transverse dimensions, which
makes the setting effectively one-dimensional. In the 3D case, the LHY term ~ —p3/2 (for p; = pp = p)
is replaced by one ~ +p°/2. A detailed consideration of the crossover from 3D to 1D [12,44,45] in the
two-component system is a problem which may be a subject of a separate work. Here, it is relevant to
compare the symmetric version of Equation (1) for the energy density with that recently presented
in [12]. It demonstrates that an accurately derived LHY contribution to the energy density of the 1D
system contains, in addition to the p3/2 term which was derived in [5], a term ~ p?, which can be
absorbed into the mean-field energy density, and a higher-order term ~ p3, which was omitted in the
analysis reported in [12]. A conclusion formulated in that work is that the energy density originally
derived in [5] is literally valid if the ratio of the mean-field energy to that of the transverse confinement
takes values < 0.03. For typical experimental parameters, this implies that the difference between
absolute values of scattering lengths of the mean-field intra-component repulsion and inter-component
attraction should be < 1 nm, which may be achieved in the experiment. The 1D QDs originate from
the balance of the second term in Equation (1), corresponding to the weakly repulsive MF interaction,
with 6g > 0, and the LHY term, which introduces effective attraction in the 1D setting, on the contrary
to the repulsion in the 3D setting [5,20].

The energy functional, [ _t:o &1pdZ, gives rise to the system of GP equations, which include the
LHY correction,

oY n* 2y m
i TTl = —ﬂﬁ; +(81+ Gga)[¥1/*¥1 — (1 - G)g[¥a|*¥1 — 7317;{ \/81|‘F1|2 + &2[¥2|*¥7,

oY n* *Y m
Mo 0T | (a4 G P Ya — (1- G)glr ¥ — S o w2+ ol o,

il
where T and Z are the time and coordinate measured in physical units, and parameter

2868
G= 908 _ 4
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measures the deviation from the MF repulsion-attraction balance point, see Equation (2).
The normalization of the components of the wave function is determined by numbers of bosons
in each component:

too
N = [ Pz (5)
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casts Equation (3) in the normalized form,

Further, rescaling
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where parameter
p= /818 ®)
& &
determines the asymmetry of the system, in the case of P # 1. Note that, as concerns stationary
solutions with chemical potentials y; o, sought for as

12 (z,t) = exp(—ip1at)12(2), )

states with mutually proportional components, ¢1(z) = K¢ (z), are only possible in the fully
symmetric case with P = 1, 41 = yp, and K = 1. In previous works [5,20], 1D solutions for QDs were
considered only in the framework of the single GP equation which corresponds to symmetric system
Equation (7) with P = 1 and ¢; = .

3. Modulation Instability Versus QDs

In this section, we address MI of PWs in both symmetric and asymmetric GP systems, and relate
it to formation of the QDs in the binary bosonic gas. To the best of our knowledge, this is the first
work aiming to associate the MI with the formation of the 1D droplets in the system with unequal
components. We first consider MI in the framework of the single-component reduction of the symmetric
version of Equation (7), after briefly reviewing stationary solutions of the GP equation. Next, we extend
the analysis for the two-component GP system, which makes it possible to produce asymmetric QDs,
starting from the MI of asymmetric PW states.

3.1. The Single-Component GP Model

Under the single-component reduction of the binary system, with gy = g0 = gand ¢y = ¢ = ¢,
Equation (1) simplifies to [5]

_ 08 2 2 3
€D = ng351D = gn - 3777 , (10
with the single dimensionless density, n = |¢|*> = (Fzz/ mg) p. Assuming a spatially uniform state,
the equilibrium density and the corresponding chemical potential are given by

_ 8 (8 ,_ 43
”097_[2<5g) s Ho = ﬁ@ (11)

Density ng corresponds to the minimum of the energy per particle, d, [n~te1p(n)] = 0, and py is
negative for §g/g > 0. The corresponding single GP equation is

V2

7T

oY 1%y | b3,
or = Taa T g YT

Plw, (12)
with normalization condition | _+;° |¢(z)|?dz = N, where N = N; = N is the number of atoms in
each component.

Although coefficient g/ g can be scaled out in Equation (12), as done in [20], we keep it here as a
free parameter. This option is convenient for the subsequent consideration of the MI, treating 6g/g and
density n as independent constants, which may be matched to experimentally relevant parameters.

Below, we address two stationary solutions of Equation (12). One is the QD bound state of a
finite size, which was studied in detail in [5] and [20]. The other solution is the PW with uniform
density. Here, we briefly recapitulated basic properties of these solutions for the completeness
of the presentation. In Section 3.1.3 we address the MI of the PWs and associate it with the
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spontaneous generation of chains of localized modes. Additional families of exact analytical solutions
of Equation (12) are given in Appendix A.

3.1.1. The Droplet Solution

As shown in [5,20,46], at 6g/g > 0 Equation (12) gives rise to an exact soliton-like solution
representing a QD, maintained by the balance between the effective cubic self-repulsion and
quadratic attraction:

Pz, 1) = Ac A=ympl, B=J1-L (13)
’ 1+ Bcosh(y/—2uz)’ Oﬂol Mo

This solution exists in a finite range of negative values of the chemical potential yy < u < 0, featuring
the FT shape at 0 < p — pp < |po|, with size L ~ (—2]/10)71/2 In [(1 - y/yo)fl] [5,20]. A typical
density profile of the FT solution is displayed in the inset of Figure 1. At u = y, the size of the droplet
diverges, and the solution carries over into the delocalized PW with uniform density, n = ng. The fact
that the density of the condensate filling the FT state cannot exceed the largest value, ng, implies its
incompressibility. For this reason, the condensate may be considered as a fluid, as mentioned above.

With the increase of i from p towards y = 0, the maximum density of the localized mode,

2 -2
fmax = 1(z = 0) = g (“) (1 T 1- ") ) (14)
Ho

Ho

monotonously decreases from 7 to 0. The QD’s FWHM size, defined by condition # (z = Lrpwpm/2) =
n(z =0) /2, also shrinks at first with increasing y, attaining a minimum value (LrpwrM)min
2.36/+/—Ho at u/pg ~ 0.776. Further increase of y towards u = 0 makes the QD broader, its width

diverging as Lpwpm ~ 1.71//—pu at p — —0.

~
~

0 —

/J/ -1 My 08 0.6 04 02 0

Figure 1. The maximum density #imax = 1(z = 0) in the FT (flat-top) state, as per Equation (14), and the
PW (plane-wave)/density are displayed as functions of y by the red-solid and blue-dashed curves,
respectively, for dg/g = 0.05. In this case, Equation (11) yields ny = 36.025 and 9 = —0.900633.
The PW solution includes upper and lower branches corresponding to n*, as given by Equation (20),
the lower one (marked by circles) being subject to the MI (modulational instability). The spinodal
point is one with coordinates (i, n¢). For other values of 6g/g, the plot can be generated from the
present one by rescaling. The inset shows the density profile of the FT solution for 6g/¢ = 0.05 and
U = po + 0.00001, very close to the delocalization limit (the transition to PW).

75



Symmetry 2020, 12, 174

The norm of the exact QD solutions given by Equation (13) is

2 1+ /u/uo U
N = —— |In| —m—] — /. 15
(k) =no Ho l (\/1 - H/yo) VO} (15)

It satisfies the well-known Vakhitov—Kolokolov (VK) necessary stability criterion [47],

dN(p) ng [ p 1
— = - — <, 16
du gV 21—p/po (16)

0<u/mp <1 (17)

due to pp < 0 and

Full stability of the QD family has been verified by direct simulations of the evolution of perturbed
QDs in the framework of Equation (12).

It is relevant to mention that the exact solution of Equation (13) is valid too at 6g/g < 0, when the
cubic term in Equation (12) is self-attractive, like the quadratic one. In that case, y is positive, as per
Equation (11), while the chemical potential of the self-trapped state remains negative, as the solution
of Equation (13) may exist only at 4 < 0. Then, it follows from Equation (13) that the soliton-like
mode exists for all values of < 0 (unlike the finite interval Equation (17), in which the solution exists
for 6g/g > 0), and it does not feature the FT shape. Rather, with the increase of —, it demonstrates
a crossover between the KdV-soliton shape ~ sech? (v/—1/2z) and the nonlinear-Schrédinger one,
~ sech (/—2puz). For 6g/g < 0, the N(u) dependence for the soliton family carries over into the

following form,
=My 2 {M—P[—arctan (1/—]/[)], (18)
5g<0 Ho Ho Ho

which is an analytical continuation of Equation (15). This dependence also satisfies the VK criterion.

N(u)

3.1.2. The Plane-Wave Solution

The PW solution of Equation (12 )can be presented in a form y(z, t) = /nexp (iKpwz — iut) with
wavenumber Kpy and constant density 7, which determine the corresponding chemical potential:

0g V2

1
prw = E” - 7\/ﬁ+ §K123W~ (19)

The Galilean invariance of Equation (12) implies that any quiescent solution ¢ (z, t) generates a family
of moving ones, with arbitrary velocity c. Therefore, Kpyy may be canceled by means of transformation
e (z,t) = exp (icz — ic®t/2) o (z — ct, t) with c = —Kpw.

For given u, Equation (19) produces two different branches of the density as a function of y (here,

Kpw = 0is set):
1 g 1 8 2 8
:I: — +

For é6g/g = 0.05, these branches are shown in Figure 1. As follows from Equation (20), they exist (for
5g/g > 0) above a minimum value of y: p. = —(27125g/¢) "' = (9/8) o, the respective density being

R I A
ne=n (ptc)—zn2 <5g = 1g"0- (21)

Values u = u. and n = n, correspond to the spinodal point [5], and n™ (19) = 1o (see Equation (13)).
Note that the above-mentioned existence region of the soliton solution in terms of the chemical

76



Symmetry 2020, 12, 174

potential, yp < u < 0, lies completely inside that of the PW state, which is y. < u. Thus, the soliton
always coexists with the PW (this fact is also obvious in Figure 1).

3.1.3. Modulational Instability of the Plane Waves

Here, we aim to analyze the MI of PW solutions in the framework of the single-component GP
Equation (12) and demonstrate how the development of the MI can help to generate QDs. We perform
the analysis for the PWs with zero wavenumber Kpyw = 0, which is sufficient due to the aforementioned
Galilean invariance of the underlying equation.

A small perturbation is added to the stationary PW state as

Pz t) = [Vii+0p(z )] exp (—int). @2

The substitution of this expression in Equation (12) and linearization with respect to perturbation éy
leads to the corresponding Bogoliubov—-de Gennes equation,

102 5g

9 NG
500 = a0+

V2

By looking for perturbation eigenmodes with wavenumber k and frequency (),

n(oy +oyp*) — (oY + oyp*). (23)

2 922

S = fcos(kz — Ot) + iy sin(kz — QOf), (24)

and real infinitesimal amplitudes ¢ and 7, Equation (23) yields a dispersion relation for the

eigenfrequencies:
4
oL (571 - ﬁ) k2. (25)
4 \g Vor

The MI takes place when () acquires an imaginary part. As follows from Equation (25), this occurs

when the density satisfies condition n < [2712(6g/¢)?] ™! = n, see (Equation (21)), which corresponds
to branch n~ of the PW state. The instability region in terms of k is given by
K <4 (ﬁ — 5gn> =K. (26)
V28

The MI gain ¢ = |[ImQ)| is plotted in Figure 2 versus |k| and g/ g, for given density n = 40 in panel (a),
and versus |k| and n, for given dg/g = 0.05 in (b). It is easy to find from Equation (25) that the largest
gain is attained at wavenumber

ko
kmax = ok (27)
with ko defined as per Equation (26). Note that Figure 2a includes the case of the self-attractive cubic
nonlinearity, with dg/g < 0, which naturally displays much stronger MI, as in this case it is driven by
both the quadratic and cubic nonlinear terms. In fact, the extension of the MI chart to g/g < 0 makes
it possible to compare the MI in the present system and its well-known counterpart in the setting with
the fully attractive nonlinearity.

Comparing parameter values at which the QD solutions are predicted to appear, and the MI
condition for the PW with the corresponding density, the MI is expected to provide a mechanism for
the creation of the QDs. This is confirmed by direct simulations of the GP Equation (12), as shown in
Figure 3. The PW with n = 10 is taken as the input, so that it is subject to the MI for 6g/g = 0.05, as seen
in Figure 2b. As shown in Figure 3, small initial perturbations trigger the emergence of multiple-QD
patterns (chains) at t > 100. For these parameters, we get kmax = 0.6508 and ¢ (kmax) = 0.2118,
which determines the wavelength of the fastest growing modulation, A = 27t /kmax = 9.66, and the
growth-time scale, T = 271/0 (kmax) ~ 30. The number of the generated droplets in Figure 3 is
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consistent with estimate L/A ~ 10, where L = 100 is the size of the simulation domain. We have
checked that the number of generated droplets is approximately given by L/A for other values of
parameters as well. This dynamical scenario is similar to those observed in other models in the course
of the formation of soliton chains by MI of PWs [39,40]. The long-time evolution in Figure 3a shows
that the number of the droplets becomes smaller due to merger of colliding droplets into a single one,
which agrees with dynamical properties of 1D QDs reported in [20].
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Figure 2. Color-coded values of the MI gain, o = Im((}), are displayed for fixed n = 40 in (a), and for
fixed 0g/g = 0.05in (b). Note that panel (a) covers both signs of the cubic nonlinearity, g > 0 and
6g < 0. Solid and dashed white curves represent the MI boundary (Equation (26)) and the peak value
of the MI gain (Equation (27)), respectively.

To implement this mechanism of the generation of a chain of solitons in the experiment, i.e., make
the density smaller than the critical value 7., one may either apply interaction quench (by means of
the Feshbach resonance), suddenly decreasing dg/g, as was done in recent experimental works for
different purposes [21-23,48]. Another option, which is specific to the 1D setting, is sudden decrease
of density n by relaxing the transverse trapping.

3.2. The Two-Component Gross—Pitaevskii Model

In this section, we revert to the full two-component GP system Equation (7), aiming to explore
the formation of QD states in it. The two-component setting may include parameter imbalance
between the two components, as indicated theoretically [3] and observed experimentally [21-23,27].
Here, we present the analysis of asymmetric QDs in two cases: (i) the two-component GP system
with different populations, N1 /N, # 1, and equal intra-component coupling strength, g1 = g2 (ie.,
P = 1, see Equation (8)), and (ii) the system with different intra-component coupling strengths,
g1 # g (i-e., P # 1). These options suggest a possibility to check the stability of the solutions of the
symmetric system, reduced to the single-component form, against symmetry-breaking perturbations.
That objective is relevant because, in the real experiment, scattering lengths of the self-interaction in
the two components are never exactly equal [21-24]. We address, first, an asymmetric single-droplet
solution, and, subsequently, MI of the PW states in the two-component system.

Because, as said above, solutions with mutually proportional components (written as ¢ = K¢»)
are possible solely in the strictly symmetric setting, asymmetric QDs cannot be found in an exact
analytical form. As shown in Appendix B (see Equations (A6)-(A12)), asymptotic analytical solutions
can be obtained for strongly asymmetric states, with one equation replaced by its linearized version.
In this section, we chiefly rely on numerical solution of Equation (7).
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Figure 3. A typical example of the MI development, starting from an unstable PW state, with density
n =10 and 6g/g = 0.05, which is subject to the MI, pursuant to Figure 2. In (a), the spatiotemporal
pattern of the evolution of the condensate density is shown. In the right-hand panels, cross sections of
the density profiles are displayed at = 100 (b), t = 120 (c), and ¢ = 140 (d). The simulations were
performed in domain —50 < z < 450 with 2500 grid points and periodic boundary conditions.

3.2.1. Asymmetric QDs with Unequal Populations (N7 # N) for g1 = g (P =1)

In the system with P = 1 (see Equation (8)), we calculated the droplet states as stationary solutions
of Equation (7) by means of the imaginary-time-evolution method with the Neumann’s boundary
conditions, under the constraint that the norm is fixed in the first component, [ _Jr;o dz|y1(z)|> = Ny,
while chemical potential y; is fixed in the other one, allowing its norm Nj to vary.

Figure 4 displays essential features of weakly asymmetric droplets for 6g/g = 0.05 and fixed
N; = 100. The symmetric (completely overlapping) solution with N; = N is found at yy = o =
—0.88878. When pi» deviates from this value, profiles of the two components become slightly different,
as shown in Figure 4a. The profiles of the droplet solution hardly change for different values of y5,
but Figure 4b demonstrates that, at y» — —0, ¢, develops small-amplitude extended tails, which are
absent in ;. Due to the contribution of the tails, the approach of y; < 0 towards zero leads to the
increase of norm N, as seen in Figure 4c. Note that the growth of Ny (p2) at o — —0 is opposite to the
decay of the QD’s norm in the single-component model at y — —0, cf. Equation (15). At pp > 0, the ¢
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component undergoes delocalization, with its tails developing a nonzero background at |z| — oo,
as seen in the density profile displayed in Figure 4b for y, = 0, and norm N;(y7) diverging at ji; — —0
in Figure 4c.
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YA 10k :
H=—0. 10 [
20 E 1E
n
. n 2 100 |
10E 3 201
o . . 001L s
-10 0 10 80 ] 0.04
z 0.001 16 -12 08 04 0
u

Figure 4. (a) Stationary weakly asymmetric (with respect to the two components) solutions of
Equation (7), obtained for y; = —0.4 with fixed N; = 100. Dashed and solid curves display density
profiles of the first (n1) and second (12) components, respectively. (b) The semi-log plot of the density
profiles of ny for yy = —0.4, —0.04, and 0 at z > 0. (c) Dependences of N, (black dots: the left vertical
axis) and asymmetry parameter J»;, defined as per Equation (28) (the red dashed line pertaining to
the right vertical axis), on i, for fixed Ny = 100. The parameters are P =1 (g1 = g») and dg/g = 0.05.
The symmetric point with Ny = N = 100 and é»; = 0 corresponds to y1 = pp = —0.88878.

In Figure 4c, we also plot the parameter of the asymmetry between the two components, defined as

np(z =0) —n1(z =0)
np(z=0)+mn1(z=0)

021 = (28)
It increases almost linearly with py, although its absolute value does not exceed 0.02. Thus, the droplet
tends to keep a nearly symmetric profile, with respect to the two components, in the symmetric
system, even if the population imbalance is admitted. In fact, this circumstance makes the analysis
self-consistent, as the use of the GP system with the LHY correction implies that the MF intra- and
inter-component interactions nearly cancel each other, which is possible only if shapes of the two
components are nearly identical.

3.2.2. Asymmetric QDs in the System with P # 1 (g1 # 2)

Next, we consider the QDs for P # 1, setting P > 1 without loss of generality. Then, the MF
energy is minimized for np > n4; the situation with n; > n, can be considered too, replacing P by pL

Following the procedure similar to that employed in Section 3.2.1, we produce QD solutions
for 6g/g = 0.05, N; = 100, and several different values of P, varying u». In Figure 5a, we plot
density profiles for three different values of P. Naturally, the difference of the two components
increases with the increase of P. In Figure 5b we display N» and parameter dp; (see Equation (28))
of the asymmetric QDs for P = 1.25 and 1.67. All these states have been checked to be stable in
time-dependent simulations.

The density difference at the center of the droplet can be determined by the condition of
the existence of the liquid phase in the free space. This condition is obtained by minimizing the
grand-potential density £&1p — p101 — pop2 [5,14], which leads to the zero-pressure condition,

o0&
p(p1,p2) = —Ep+ ), ( 1D> 0;

i\ 9P

= —&1p + p1p1 + 202 = 0. (29)
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From this, we obtain relation

(VB1P1 — V&2p2)* | 898(V/Rap1 + v/81P2)* /i

3 1+ 00 3 (8101 7+ 8202) (30)
which can be rewritten in the scaled form as
p+Gpt, pl4+GpP, 1 1\ 3/2
> ny + > ns+ (G —1)nny = 3 (Pm + ?) (31)

For given n;, we solved Equation (31) to find the respective value of 1y, which is shown in
Figure 6 for ég/g = 0.05 and several values of P. There are two branches of the solutions,
that enclose the negative-pressure region, in which QDs may exist. The maximum value of 7;
at the tip of the negative-pressure region corresponds to the density in the droplet’s FT segment.
The ascending negative-pressure region for each P nearly follows relation 1y = Pnq, which is derived
by the minimization condition for the dominant first term in Equation (30) It is seen that a larger
difference in the profiles of the two components occurs for larger P, as expected. Also, for given
11, the negative-pressure region becomes wider with respect to n; for larger P (note that the figure
displays a log-log plot).

(@) |
ol P=125

n. 40t
J
20

10
160 |-
2 140 |-
120 |
oo L& . 11005
1.6 12 0.8 204 0
‘uz

Figure 5. (a) Stationary solutions of Equation (7), obtained for 6g/g = 0.05 and N; = 100. From the
left panel to the right one, the parameter in Equation (8) is P = 1.25, 1.67, and 2.5, and the chemical
potential for the second component is y, = —0.018, —0.011, and —0.006, respectively, just below the
threshold above which the tails of ¢, extend to infinity. Dashed and solid curves represent the density
of the first (n1) and second (1) components. (b) Dependences of N; (black dots: the left vertical axis)
and asymmetry parameter d,1, defined as per Equation (28) (the red dashed line pertaining to the right
vertical axis), on py for fixed Ny = 100 and P = 1.25or P = 1.67.

As the QDs have a finite norm, it is relevant to characterize the asymmetry in terms of the norm,
rather than density. Here, we aim to find a largest value of the norm difference,

Ayt = (N, — Nj)/Nr, (32)
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where Nr = Nj + Nj is the total norm, which admits the existence of the QDs. For given Nj, we
obtain the upper bound for N, above which the solution becomes delocalized, and calculate the
corresponding critical value of Aj;. The results are shown in Figure 7. For the system with P =1,
the curve demonstrates an empirical dependence Ay & N * with exponent a ~ 0.58. Accordingly,
the asymmetry tends to vanish asymptotically for very “heavy” droplets, at Ny — oo. As the
system becomes slightly asymmetric, with P = 1.25, exponent « is significantly reduced for small Nr,
and converges to a certain finite value at Ny — oo. Thus, it is again confirmed that values P > 1
maintain conspicuous asymmetry between the QD’s components. Finally, strongly asymmetric non-FT
(Gaussian-shaped [20]) solutions can be obtained in an approximate analytical form for any value of P,

as shown in Appendix C.
100 ¢
n
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1

Figure 6. The negative-pressure region in the (111, 1,) plane for g/g = 0.05 and values of asymmetry
parameter in Equation ( 8) P = 1 (the solid curve), 1.25 (dashed), 2.5 (dashed-dotted), and 10 (dotted).
Boundaries are determined by the zero-pressure condition, as given by Equation (31). The negative
pressure, at which localized states may exist, occurs inside the boundaries. Thin lines represent relation
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Figure 7. The inverse of the largest relative norm difference Aj;, up to which the asymmetric droplets
exist (see Equation (32)), shown as a function of the total number, Nr, at different values of asymmetry
parameter of Equation (8). Here we set g/g = 0.05.
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3.2.3. The MI of the Asymmetric PW States

The MI of two-component asymmetric PWs is a relevant subject too. Such solutions are written as
¥i(z,t) = \/n*jef'”ft, (j = 1,2). The substitution of this in Equation (7) yields

1 = (P+GP YHn+ (- 1+Gn2——,/Pn1+
wy = (P1+GP)mp+ (— 1+Gn1——,/Pn1+@ (33)

Accordingly, in the symmetric system with P = 1, densities of the asymmetric PW state are expressed
in terms of the chemical potentials as

nj= 411 nzlcz - % + (=1 (i — VZ)- + Vi +22[725é€[1 * HZ)
We introduce the perturbation around the PW states as _
2, t) = [\/I’T]'-i- ngj(z,t): et (34)
0Y; = {jcos(kz — Q) + iy sin(kz — Ot), (35)

with infinitesimal amplitudes ¢; and 7;, cf. Equation (24). The substitution of this in Equation (7) and
the linearization with respect to {; and 7; yields the dispersion equation for the perturbation:

2 kz 2 k2 2 2
Q Zz[k +2(P1+P2—Q1—Q2)]ij\/(P1—P2—Q1+Q2) +4(R-S5)?, (36)

where

Pr=({P+GP Yn;, P,o= (P14 GP)ny,
P2n1 P_2n2
, Q= .
27t\/Pnq + P~1ny 27t\/Pny + P~lny

V2
R=(-14+G)y/nny;, S= ,
( ) 27t/ Pnq + P~1ny
For P = 1 and n; = ny, these results reproduce Equation (25) for the ()_ branch. A parameter
region in which at least one squared eigenfrequency O} is negative gives rise to the MI of the
two-component state.

Q= (37)

324. TheMIforP =1

In Figure 8, we plot the gain spectrum ¢ = Im(Q) for the asymmetric PWs in the symmetric
system with P = 1 and dg/g = 0.05, in the plane of wavenumber k and density ratio n1p = ny/ns.
For the consistency with the single-component situation displayed in Figure 3, we here fix the total
density as (17 + n3)/2 = 10. For given ny, the MI occurs at |k| < ko, and the gain attains its maximum
atk = kmax = ko/ V2. The largest gain is obtained at equal densities, 11, = 1. Both the k-band of the
instability and magnitude of the gain slowly decrease as the deviation of 71, from unity increases.
This means that the MI occurs in the PW states with a large density difference, thus giving rise to the
formation of solitons with large asymmetry even for equal intra-component MF interaction strengths,
P =1 (see Equation (8)).
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1308

nyp

Figure 8. Color-coded values of the MI gain, ¢ = Im(Q)), for asymmetric PWs, as calculated from
Equation (36) in the plane of wave number |k| and density ratio 1, = n7/ny, are displayed for (a) P = 1
and (b) P = 1.25 with fixed dg/g = 0.05 and (n7 + n)/2 = 10. The solid and dashed white curves
represent the MI boundary k = kg and the peak value of the MI gain at k = kmax = ko/ V2, respectively.
In (c), we plot o (kmax) (circles) and n5** (triangles) versus P.

In Figure 9 we display typical examples of the numerically simulated development of the MI in
the symmetric two-component system with P = 1 and population imbalance. Figure 9a shows the
evolution of central-point values of the density of the first component, n1(z = 0), for different values
of the density ratio, n1, = n1/n,. Time required for the actual onset of the instability increases with
the increase in 17y, as is clearly shown by the density-plot evolution in Figure 9d,e for n1; = 1 and
Figure 91,g for n1p = 9. This observation can be understood in terms of the MI gain ¢, as shown in
Figure 8c, where o at k = kmax becomes smaller with increasing n15.

Spatial profiles at fixed time, which are plotted in Figure 9b,c for these two cases, show
fragmentation of the profiles into sets of localized structures. The decrease in the number of fragments
with the increase of 115 is explained by the decrease of kmay, see Figure 8a. For n1, = 1, the results
are the same as in the single-component case, as coinciding profiles in the two components of the
symmetric system are stable against spontaneous symmetry breaking. On the other hand, when
n12 # 1 an in-phase two-component localized structure appears, keeping the initial density imbalance.
Since one can select an arbitrary ratio of densities of the two components for the initial PW state,
a highly asymmetric structure, like the one displayed in Figure 9c, may emerge even for P =1, as a
result of the MI-induced nonlinear evolution.

3.2.5. The MIfor P # 1

Figure 8b represents the MI gain for P = 1.25 and a fixed total density, (11 + 12)/2 = 10, in the
case of slightly different strengths of the intra-component repulsion. The peak value of the MI gain is
attained at 1o = nj3™ = 0.577, below the equal-densities point 711, = 1. This is consistent with the fact
that, at P > 1, unequal values 11 < ny are suitable to the formation of an asymmetric soliton structure,
as seen in Figure 5a. In Figure 8c, we plot the peak MI gain, 0 (kmax ), along with the respective value
of the density ratio, n{¥™, as a function of P. Value nj5™ monotonously decreases as a function of P,
while the peak gain attains a minimum at P = 1.

In Figure 10, we present the development of the MI in the two-component system for P = 1.25
and a fixed total density, (n; + n3)/2 = 10. Figure 10a displays the evolution of the central-point
density of the first component, n1(z = 0), for different values of the density ratio, ni; = ny/np. It
shows that time required for the development of the MI increases with the increase in the asymmetry
of the density. This is also made evident by the density plots of the temporal evolution of the first
component, shown in Figure 10e—g. This result is consistent with Equation (36), which shows a
decrease of the MI gain with the increase of the asymmetry even for P # 1. Spatial profiles at fixed
time, displayed in Figure 10b—d, show fragmentation of the profiles. Figure 10c clearly indicates that,
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even for nyp = 1, the MI generates asymmetric droplet-like structures similar to Figure 5a, where the
complete overlapping of the two densities does not occur.

50 T

45
40

35
30
25

ny(z=0)

20

R
e
£

emmmmmmm——————

15

10

5F

0 1 1 v 1 l

50

40

30

n;

20 |-

10 fr
0 hA}U L 1

Mg
26
24
22
20
18
16
14
0 100 200 300 400 0 100 200 300 400
t t

Figure 9. Numerically simulated development of the MI of asymmetric PW states in the two-component
system, with P = 1 and dg/g = 0.05 . The initial PW states are taken with fixed total density,
(n1+ny)/2 = 10. (a) The evolution of the central density of the first component, 1 (z = 0), for different
density ratios in the two components, r11, = 11 /n3. (b,c) Snapshots of density profiles for the cases of
(b) n1p = ny/ny = latt =200 and (c) n1p = 9 at t = 400. Panels (d,e) and (f,g) are top views of the
spatiotemporal evolution of the densities, n; (z,t) and ny(z, t), for n1, = 1 and ny = 9, respectively.
Simulations were performed in the domain —50 < z < +50 with 2048 grid points, subject to periodic
boundary conditions. In this figure and in Figure 10, the scaled time unit corresponds to ~ 1 us in
physical units.
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Figure 10. Numerically simulated development of the modulational instability in the two-component
system with 6g/¢ = 0.05 and P = 1.25. The initial PW states are taken with a fixed total density,
(n1+ny)/2 = 10. (a) The evolution of the central density of the first component, 11 (z = 0), for different
density ratios in the two components, 11, = 11 /1. (b—d) Snapshots of density profiles for the cases of
(b)njp = ny/ny ~0.1att =300, (c)njp = latt = 200and (d) n1, = 9att = 600. Panels (e—g) represent
the top view of the spatiotemporal evolution of the densities, 11 (z,t), corresponding to (b-d),
respectively (the evolution of 1, (z, t) shows similar patterns). Simulations were performed in the
domain —50 < z < 450 with 2048 grid points, subject to periodic boundary conditions.

4. Conclusions

The main purpose of this work is to associate the MI (modulation instability) of plane waves
(PWs) to the mechanism of the creation of QDs (quantum droplets) in the system described by
the coupled GP (Gross-Pitaevskii) equations including the LHY (Lee-Huang-Yang) terms in the
1D setting. This system is the model of weakly interacting binary Bose gases with approximately
balanced interactions between the intra-component self-repulsion and the inter-component attraction.
We have investigated, analytically and numerically, the MI of the lower branch of PW states in both
symmetric (effectively single-component) and asymmetric (two-component) GP systems, and ensuing
formation of a chain of droplet-like states. In particular, numerical solution for QDs which are
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asymmetric with respect to the two components are obtained, both in the system with equal repulsion
strengths but unequal populations in the two components, and in the one with different self-repulsion
strengths. The results corroborate that the previously known symmetric states are robust against
symmetry-breaking disturbances.

These predictions can be tested experimentally by preparing uniform binary Bose gases with
equal or different densities of two components, and suddenly reducing the strength of the effective MF
(mean-field) interaction by means of the Feshbach-resonance quench, in order to enhance the relative
strength of the LHY terms. In particular, for typical values of physical parameters, an estimate of the
characteristic time of the modulation instability growth for typical values of the physical parameters is
~1 ps. This time is much smaller than a typical lifetime of the droplet, which is 2100 ps [21-23,27],
thus making the observation of the MI feasible. The present analysis being restricted to the 1D setting,
effects of the tight transverse confinement and crossover to the 3D configuration [12,44,45] deserves
further consideration.
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Appendix A. Other Exact Solutions for the Single-Component GP Equation

Here we briefly list other types of exact solutions of the single-component Equation (12),
in addition to the FT and PW solutions in Equations (13) and (22) which were considered in detail above
(solutions to Equation (12) in the form of dark and anti-dark solitons were reported in [46]).The stability
of a majority of these solutions is not addressed here, as it should be a subject for a separate work.

Appendix A.1. 6g/g >0

In the case of comparable quadratic self-attraction and cubic repulsion in Equation (12) with
6g > 0, exact spatially-periodic solutions with odd parity can be expressed in terms of the Jacobi’s
elliptic sine, whose modulus 4 is an intrinsic parameter of the family:

¥(z,t) = exp (—ipsnt) [A sn(pz,q) + B], (A1)

V2 g 2 98 n2 2 2 08

In the limit of ¢ — 1, Equation (A1) goes over into the kink (the same as found in [46]),

where

¥(z,t) = exp (—ipiinkt) [A tanh(Bz) + B], (A2)

with parameters

V2 g 98 p2 2 _ 08
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Appendix A.2. 6g/g <0

In the case when the inter-species MF attraction is stronger than the intra-species repulsion,
resulting in 6g < 0, spatially-periodic solutions are expressed in terms of even Jacobi’s elliptic functions,
dn(x,q) and en(x, ). First, it is

¥(z,t) = exp (—ipant) [A dn(pz,q) + B], (A3)

with the elliptic modulus taking all values 0 < q < 1, other parameters being

_ V23 _ 2 _ _p2%8 2 _ 2 08m

The second solution is expressed in terms of the elliptic cosine, with g> > 1/2:

¥(2,t) = exp (—ipent) [A en(pz,q) + B], (A4)

p_Y2g

__ 2 _ 598, 2_ 2 08,
*3n(sg<0' A= B>0, jien= gB >0, B= ( B2.

292 -1 22-1) g

In the limit of g — 1, both solutions in Equations (A3) and (A4) carry over into a state of the
“bubble” type [49], which changes the sign at two points (the same solution was reported as an
“W-shaped soliton” in [46]):

¥(z,t) = exp (—ippubblet) [Asech(pz) + B], (A5)
with parameters

V2 1)
B:§%<O, A=—2B >0, Mbubb1e=ﬁ2:—2§g32>0'

Appendix B. Analytical Solutions for Strongly Asymmetric Fundamental and Dipole States

Here we consider analytical solutions of Equation (7) with strong asymmetry, N; < N, which can
be found under small-amplitude conditions, n1(z = 0) < n(z = 0) < ng. Then, cubic terms may be
neglected in Equation (7), and approximation /P[¢;[2 + P~1[g,[2 = P~1/2 |y, | is used to simplify
Equation (7) to the following equations for stationary states in Equation (9):

1d%¢, P

M1 =—575 — P21 (A6)
1d%¢, 1 5,

W92 = =555 ~ e (A7)

Although this case is somewhat formal, in terms of the underlying concept of the quantum droplets,
which is essentially based on the competition of residual MF and LHY terms, it is interesting to consider
it too.

The soliton solution of Equation (A7) is obvious,

377 P3/2

2/ cosh? (v/—42/22)

where the solution in Equation (13) takes essentially the same form in the limit of || < pg. Then,
the substitution of Equation (A8) in Equation (A6) makes it tantamount to the linear Schrédinger

(A8)
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equation with the Poschl-Teller potential [50]. The ground-state (GS) solution of Equation (A6) for ¢4,
. . . (0)
with arbitrary amplitude ¢, ’,

(0)
_ 1
(¢1 (Z))GS - [COSh (\/WZ):I')/’ (A9)
exists with
v=5 (VaaPty1-1), (A10)

and eigenvalue

(m)es = (V2P +1-1)" 12 (A1)

16

In this case, the QD solutions are quasi-Gaussian objects [20]. Note that, in the symmetric system with
P = 1, Equations (A10) and (A11) yield v = 2 and (p1)cg = M2, i-e., the eigenmode and eigenvalue
coincide with their counterparts in the soliton solution in Equation (A8), while they are different in the
asymmetric system, the GS level lying below or above the chemical potential of soliton in Equation (A8)
at g1 > g2 and g1 < g2, respectively.

In Figure A1 we compare a typical asymptotic solution given by Equations (A8) and (A9) with a
numerically obtained GS solution for the same values of the parameters. It is seen that the analytical
and numerical results match well.
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Figure A1. Comparison of the asymptotic analytical solutions, given by Equations (A8) and (A9),
with their numerically obtained counterparts. The density of the first (11) and second (12) components
are displayed in top and bottom panels, respectively. Solid blue lines represent the numerical results,
while dashed red lines represent the analytical solution. Here, parameters are g/g = 0.05, N; =
0.0001067, Np = 0.0148044 and (yi2)gs = p2 = —0.005.

Further, it is also possible to produce the first excited state of Equation (A6) in the form of the
dipole (antisymmetric) mode with an arbitrary amplitude:

o (])go)sinh(,/—yz/lz (A12)
dip [cosh (\/—p2/22)]""

where 7 is the same as in Equation (A10), the respective eigenvalue being

(m)ap = (V24P2 41 3)2 o (A13)

16’

(91(2))

which is obviously higher than its GS counterpart in Equation (A11) (at P = 1, Equation (A13) yields
(u1) dip = H2/4, and (11) gip falls below s for P > V/2). Unlike the GS, the dipole mode exists not
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at all values of P, but only for P > /1/3. Exactly at P = 1/1/3, one has (1) dip = 0 and the dipole
mode in Equation (A12), with v = 1, is a delocalized one, ~ tanh (\/—p/2z).

Linear Schrodinger Equation (A6) with the Poschl-Teller potential may give rise to higher bound
states of integer order v as well, with eigenvalues

(), = (V2aP2 +1 - (1+2v))2& (A14)

16’

where v = 0 and 1 correspond to Equations (A11) and (A13), respectively, the v-th spate existing at
P2 > v (v +1) /6. The number of such solutions is always finite.

Unlike solutions considered in Appendices A and C, the stability of the solutions given by
Equations (A8)-(A14) is obvious.

Appendix C. Other Exact Solutions in the Case of N; < N,

Here we provide periodic solutions to the semi-linear system of Equations (A6) and (A7) in terms
of Jacobi elliptic functions. In the limit of ¢ — 1, they go over into solutions given in the main text,
in the form of Equations (A8), (A9), and (A12).

Appendix C.1. Solution of Equation (A7)

An exact periodic solution of Equation (A7) with the quadratic nonlinearity is
¢2 = Aldn*(Bz,q) +p], (A15)

with

2\/1—q+q2 2/1—q+42 3
In the limit of g — 1, the solution in Equation (A15) goes over into the solution in Equation (A8). Note
that p is vanishing in this limit, according to Equation (A16).

p* =

Appendix C.2. Solutions of Equation (A6)

We now show that, with ¢, given by Equation (A15), linear Equation (A6) ¢ has several particular
solutions depending on the value of P.
Solutions For P2 = 1/3
Appendix C.2.1. Solution I
It is easy to check that
0
¢1 = 1 dn(pz,q) (A17)

is an exact solution to Equation (A6), provided that

I S (A R AL
3 /1*0]+q2

12
Appendix C.2.2. Solution II

¢1 = " en(pz,q) (A18)

is an exact solution to Equation (A6), provided that

pr_ L ylz(&)zq—lﬂvl—ﬁqz
3’ 12 VI—g+ @ ‘
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In the limit of ¢ — 1, solutions I and II go over into the solution Equation (A9) with v = 1 and
p1 = p2/4.

Appendix C.2.3. Solution III

o1 = 1" sn(pz,q) (A19)
is an exact solution to Equation (A6), provided that
p_1 Vl:(@)Zvl—q+%—%1+w'
3 ’ 12 \/1— q + qz

In the limit of g — 1, solution III goes over into the solution Equation (A12) with v = 1 and y; = 0.
Solutions for P2 = 1.

Appendix C.2.4. Solution IV
It is easy to check that
o1 = 91" [dn® (Bz,9) + ) (A20)
is an exact solution to Equation (A6), provided that
P2=1, pi=u.

Appendix C.2.5. Solution V

¢1 = ¢\ en(Bz, g)dn(pz, q) (A21)

is an exact solution to Equation (A6), provided that

P21 y1:<M)q+v1—q+q
V1—q+q?

In the limit ¢ = 1, solutions IV and V go over into solution Equation (A9) with v = 2 and p; = p».

Appendix C.2.6. Solution VI

o1 = ¢\”sn(Bz,q)dn(Bz, q) (A22)

is an exact solution to Equation (A6), provided that

Pzzll}”:(g% 9+V1-g+4

D) i
Appendix C.2.7. Solution VII
¢1 = 1" 'sn(Bz,q)en(pz,q) (A23)

is an exact solution to Equation (A6), provided that

P21, ylz(@)Zvl—q+q—-2 9)
VI-q+q

In the limit of ¢ — 1, solutions VI and VII go over into Equation (A12), with v = 2 and p; = p2/4.
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Abstract: We show that the axial symmetry of the Bychkov—Rashba interaction can be exploited
to produce electron spin-flip in a circular quantum dot, without lifting the time reversal symmetry.
In order to elucidate this effect, we consider ballistic electron transmission through a two-dimensional
circular billiard coupled to two one-dimensional electrodes. Using the tight-binding approximation,
we derive the scattering matrix and the effective Hamiltonian for the considered system. Within this
approach, we found the conditions for the optimal realization of this effect in the transport properties
of the quantum dot. Numerical analysis of the system, extended to the case of two-dimensional
electrodes, confirms our findings. The relatively strong quantization of the quantum dot can make
this effect robust against the temperature effects.

Keywords: quantum dot; Kramers degeneracy; spin-orbit interaction; tight-binding approach

1. Introduction

Spin-polarized transport in semiconductor nanostructures attracts a continuous experimental
and theoretical attention due to great interests for both basic research and device applications (see for
a review [1-3]). Indeed, apart fundamental aspects related to the origin of spin current in nanosystems,
the inversion of spin polarization is necessary, for example, for operation of spin-based logic elements.
The inversion of spin polarization can be achieved in an external AC field with the aid of the electron
spin resonance (see, for example, [4]), or by the lifting the spin degeneracy by means of a magnetic
field that induces the Zeeman splitting (e.g., [5]). The spin currents can be inverted also by mechanical
strain of a silicene [6]. Periodically rippled graphene can as well invert the polarized spin current,
by changing the electron flow direction through the system [7].

One of the main requirements for device operability is the efficient manipulation of spin-polarized
currents in a semiconductor structure. An additional condition for device applications is that
a polarized current should be generated by means of all-electrical methods. In particular, a remarkable
progress has been achieved in all-electrical injection from ferromagnetic contacts [8,9] and
(Ga,Mn)As [10]. Alternatively to the injection, a spin-orbit interaction (SOI) present in semiconductors
provides a natural mechanism to manipulate the spin (e.g., [11-14]). In particular, the electrical field,
caused by the structure inversion asymmetry of the heterostructure, gives rise to the Bychkov-Rashba
term [15,16]. The strength of this interaction can be controlled by means of an applied electric
field [17-19]. It should be mentioned that the Rashba interaction is one of the basic ingredients
in the physics of Majorana fermions [20-22]. This physics is based on two superconducting electrodes
electrically connected to a semiconductor nanowire with strong Rashba coupling, and a uniform
magnetic field. The explosive activity in this direction includes among many proposals as well the use
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of high-temperature cuprate superconductors [23] and exotic pairs of parafermions without magnetic
field [24] to create Majorana zero modes for quantum computing applications (e.g., [25-27]).

Several proposals rely on the SOI as the basic mechanism to achieve a spin filtering effect
in low-dimensional semiconductor structures [28-31]. In fact, it might allow for an all-electrical
spin-polarized current generation. The relatively small energy scale, produced by the SOI, presents,
however, a major obstacle for technological applications. Indeed, the spin splitting induced by the SOI
in typical semiconductor alloys can reach a few meV [17,18]. This scale stipulates certain restrictions
on the choice of nanosystems that would be enabled to overcome the impact of thermal effects.
It is well known that wide gap semiconductors (e.g., GaAs) possess a relatively weak spin-orbit
interaction. In contrast, narrow gap semiconductors own strong spin-orbit couplings as well as
g factors. These two factors guide the choice of most favorable materials, especially, in view of the
Majorana physics. The latter question is, however, beyond the scope of the present paper, and we
leave this problem for future. The main result of the present paper is that the symmetry of a circular
quantum dot can be used to obtain the robust mechanism to inverse z-component of spin-polarized
current for non-magnetic metallic contacts.

2. Symmetry of Rashba SOI

It is well known that the invariance of the SOI with respect to the time-reverse operation leads to
the Kramers degeneracy (e.g., [32]). Therefore, any system, where the SOI is the only spin-dependent
term, will exhibit this two-fold degeneracy. Explicitly, the time reversal symmetry is obtained by
inverting both spin and momentum operators. The resulting states, although degenerated in energy,
are distinguished by an opposite orbital motion and an opposite spin orientation.

To employ this fundamental feature, we consider a two-dimensional (2D) semiconductor quantum
dot (QD) with a circular confinement and the Rashba spin-orbit interaction. In the effective mass
approximation for the conduction band, the Hamiltonian can be written as H = YN | f;, with the
single-particle Hamiltonian taken in the form
pi+ Py

fl:?:zo-i-?:[]{: Gy

+ Vext(”) + ﬁRz (1)

where m* is the electron effective mass and Vex(r) is an external rotationally symmetric potential.
We consider the limit of the weak Coulomb interaction, when the external potential dominates in
electron properties (e.g., [33]). The Bychkov-Rashba interaction has the form: Hg = @ ( pyox — pxoy) /h.
The strength parameter & depends strongly on the material, reaching its maximum value for narrow
gap III-V semiconductor alloys. For instance, typical values of & = 10-40 meV X nm have been
experimentally determined for different InAs-based structures [28,29,34]. An important feature is that
the Bychkov—Rashba interaction preserves the axial symmetry, i.e., [7—2 R, ]Az} =0, where , = L, +8,.
Therefore, the full Hamiltonian obeys the conservation law [FI, fz} =0.

In the dimensionless cylindrical coordinates r = +/x2+y2/d and ¢ = arctan(y/x) the

Hamiltonian (1) takes the form
0 e )a
—e? 0 or

i 0 e ¢ d

h = —A+V(r)+a

1
r
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Here o« = Zm*ﬁcd/hz, A = a = + . ar
a characteristic length in our system. Since the eigenstates of the Hamiltonian (2) are eigenstates of the
J. operator, they can be expressed in the following form

92 .
+ 72 a e is the Laplace operator, and the parameter 4 is

Mn‘(T)ei(j_1/2)¢

J— ]
Pnj = ( 0, ()€l 1/2)0 ) )

wheren =1,2,...and j = 1/2,3/2, ... stand for radial and the angular momentum quantum numbers,
respectively. To simplify the eigenvalue problem, we represent the wavefunction (3) as a formal series
with respect to the strength of the spin-orbit interaction «

CI) Ali—1/2) (]JZ ( m’”()]’)q) > @)

0.(r) is the radial part of the Shrodinger equation solution without

At m = 0 the wavefunction nj

the spin-orbit interaction

AR )+ (Ve (1) + U2

)fn]( ) = En]f,?](r) : (G))

We recall that the energy scale, produced by the effective external potential V,(r), is larger than
that produced by the spin-orbit interaction (cf [35]). Therefore, it is enough to consider the expansion
of the wavefunction (4) up to the first order with the respect to the strength parameter. As a result,
we obtain two differential equations for the coefficients u;'?(r), v;'?(r), atm =1

(Zr( )+ )) (uy;) +r w1, =0, (6)
2O (40L) +2) + £3 (r (2r(h))" +2(0)) = 2j+1) — 4ol ) =0 @)
The trivial solution of Equation (6) is ul 0 = = 0, while we obtain v = r/2 to hold true Equation (7).

Thus, the approximate eigenfunctions of the Hamiltonian (2) to the f1rst order in a can be written in

the form
1/2) 1
n]an() 1= ¢< —[047’/2]814) ) : 8)

Below we will use this function to find the optimal conditions for the electron spin-flip
phenomenon in the QD.

3. Effective Hamiltonian Model

To analyze transport properties of the circular QD we employ the effective Hamiltonian
method [36,37]. According to this method, the scattering system is described by the Hamiltonian that
contains the structure with discrete spectrum (our QD), the continuum with the external scattering
states (external electrodes), and the interaction between continuum states with QD’s eigenstates.
Evidently, once the system is opened, the discrete states of QD’s own the widths, i.e., they transform to
resonance states. The main object in such an investigation is the scattering matrix that describes the
relation between the amplitudes of incoming states from electrodes and the amplitudes of the reflected
states from, or transmitted through the structure into electrodes.

One of the efficient approaches to reach reliable numerical results on ballistic transport through
mesoscopic system is based on the tight-binding model. Following [38] we model the scattering system
as a two-dimensional billiard with two attached 1D electrodes in the tight-binding representation
(see details in Appendix A). In this case, the scattering matrix that describes scattering from a channel
C’ to a channel C takes the form
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Sccr(E) = bcor — 2mipt (E) i (E Z wcFnm (E)Wocr . )

Here, L =/ % — the wave function of a semi-infinite long electrodes (without the SOI) at the

contact point; E is the electron energy in the electrode in the 1D tight-binding model. The matrix F is
-1
defined as F = (E — Heff (E)) , while the effective Hamiltonian has form

H (E) = Sumen — exp(ik) Y WacWiic . (10)
C

Here, the coefficients
Wic =¥, (r =rc) (11)

are the normalized eigenfunctions ¥, (r), corresponding to the eigenvalue ¢, of our structure; rc—the
coordinate of C-th electrode junction (see Figure Al and discussion around it in Appendix A).
Note, that the index C denotes the electrode and as well the spin orientation.

Assuming a weak coupling of our structure with the external electrodes, let us consider a pair of
degenerate levels with energy ¢, = ¢,11 ~ E, i.e,, near the energy E of a scattering electron. We assume
also a strong confinement potential V,y(r), that allows the neglecting of resonance overlapping for
the open system. As discussed above, the pair of corresponding eigenfunctions are time conjugated:
Ypi1 = 7A"I’p, where 7~ = —ioyK is the time-reverse operator. As a result, the following relations
take place

From this property it follows immediately that the effective Hamiltonian (10) is a diagonal matrix
due to the orthogonality condition ) - W W p+ic = 0. Consequently, we obtain for the S-matrix
elements between two electrodes the followmg definitions:

SCTC’T = o — X(E) ( PCT ’T + W;CLWPC%) ’ (13)
Setey = —X(E) ( mea L= Wi Wert ) (14)
Sewer = —X(E) (WaetWyarp = Wy Wyery) (15)
Selery = et — X(E) ( pelWper| + W;;CTWPC’T) , (16)
where 2isink
X(E) = E — ¢, +exp(ik)w? A7)
Here, we introduce the parameter

w) = ; [Wet |* + [Wpey |2 (18)

The resonant condition arises at the electron energy
Eres = €p — w% cosk, (19)

when the factor (17) reaches its maximal value 2/ w% Hereafter, we assume that the ballistic transport
occurs at the resonance energy (19). From Equations (13)—(16) it follows that

‘SCTCJ,|2 = ‘Sc,l,c’r|2 =0, (20)
|ScTc’T|2 = ‘Scic’“z/ (21)
|ScTc’J,|2 = ‘Scic’ﬂz' (22)
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There are a few remarks in order. First, it should be noted that Equations (20)—(22) lead us to the
fact that at the transport through our system from electrode ¢’ to ¢ the spin polarization is

|SCTC/T‘2 + |SCTC/¢‘2 - |SC¢C/T‘2 - |Sc¢c/¢|2 _
|ScTc/T‘2 + |ScTc/¢‘2 + |SCLC’T‘2 + |Sc¢c’¢|2

P.. =

This result is in the agreement with the statement that a nonzero spin polarization in system with
the SOI cannot occur if there is only one open channel in electrodes [39,40].

Second, from Equation (20) it follows that the reflection coefficient with the spin-flip is always
zero. The reflection coefficient without the spin-flip can be rewritten as

Seoce = 1—X(E) (|Wpc¢7|2+ ‘Wpc0|2) , o=11. (23)

Finally, without loss of generality, we assume the equal coupling of the QD’s states to both
electrodes (1 and 2). As a result, taking into account the definition (18), we have

(IWps 2+ Wy, 12) = (1Wyat 2+ [ Wiy 2) = w} /2. 4)

Evidently, at the resonance energy (19) the reflection (23) becomes zero, and, consequently,
we obtain for the S-matrix

o Tt
S(Eres) = ( T 0 > ’ (25)
with 2 X 2 matrix
S S
T= ( ot Sim > : (26)
211 2241t

From the unitarity of S matrix S'S = 1 it follows that T'T = 1. The spin-orbit interaction
converts a two-component spinor into another two-component spinor. In particular, it could change
the incoming spin up electron state | 1) to the outgoing spin down electron state | |) and vice versa.
Consequently, to reach the ideal electron spin-flip phenomenon we require that the direct scattering
matrix elements (non-spin-flip components) should be equal zero: T1; = Ty = 0 = Syp10 = 0.
From Equations (13) and (16) it follows that this requirement holds if the following relation takes place
for the eigenstates of our QD:

To see the consequences of this relation for our system, we apply this condition to the eigenstates
of the QD of the radius R: Wy = uy;(rc) exp(i(j — 1/2)¢c), Wi, = Opj(re) exp(i(j + 1/2)¢c)
[see Equation (3)]. In the tight-binding approximation the point r, is located just before the quantum
point contact (QPC) between the QD and the electrode (see Figure A1). At the QPC r = R, and the

radial wave function () [v(r) or u(r)] takes the form at r = r.:

plro) ~ p(R) - gy 1 )

Here a small quantity 4y is the distance between lattice sites. Taking into account that (R) = 0 at
the Dirichlet boundary condition (a closed QD), we obtain:

Wier = —aoti(R) expli(j — 1/2)¢c],
Wiy = —a00,,;(R) expli(j +1/2)¢c] (29)

(prime denotes derivative over R). As a result, the condition (27) takes the form

(13, (R)]> exp[—i(j — 1/2)(¢2 — ¢1)] = —[v},;(R)? expli(j +1/2)(¢2 — ¢1))], (30)

99



Symmetry 2020, 12, 2043

that leads us to the following equations:

[, (R)]* = [0},;(R)?, (31)
exp[2ij(¢a — ¢1)] = —1. (32)

For the approximate eigenfunction (8) we obtain the condition Ra ~ 2, resolving Equation (31).
Among solutions of Equation (32) there is one ¢, — ¢1 = 7t which is common for all possible states
with the quantum number j. In other words, an electron with the spin up (down), injected from one
electrode to the QD, exits from the opposite electrode with the spin down (up). Thus, by altering either
the spin-orbit strength « or the QD’s radius R within the condition Ra ~ 2, we obtain the spin-flip
transmission through our structure.

To illuminate this analytical solution, we consider the simplest quantum well potential of the
form Vxt(r < R) =0, Vext(R) = oo. The solution of the eigenvalue problem for this potential provides
the radial wavefunctions [v(r) and u(r)] in terms of the Bessel functions (e.g., [41]). In this case,
the Dirichlet boundary condition for the wavefunction (3) yields the equation

Jic2(m)jv12(0=) = Ti—12(p=)iv1/2(p4 ), (33)

that defines the energy spectrum ¢,,;. Here, J;11,2(r) is the Bessel functions, and the parameter .4 has

the following structure
e = (zx/2:|: enj+ (vc/2)2) R. (34)

The application of Equation (31) leads to the transcendental equation
Ji—172(p+) £Jj1/2(p+) = 0. (35)

Plus or minus sign here are opposite to signs of u'v'-derivatives. In the case of the ideal spin-flip
process the numerical solution of the transcendental Equation (35) for several lowest eigenvalues with
quantum numbers j and n gives Ra = 1.5...2.5 (see Table 1). Please note that the transport properties
could be affected at the interface between the 1D lead and the 2D QD. However, the use of the QPC
restricts the number of open channels between the electrode and the QD [42]. Consequently, we belief
that our results will be valid for a realistic situation as well. To confirm our findings, we consider a 2D
case below.

Table 1. Value of Ra for quantum numbers 7 and j.

n i Rea
0 1/2 1.68
0 3/2 185
1 1/2 157
0 5/2 198
1 3/2 161
2 1/2 159
0 7/2 21

4. The 2D Model

The results, obtained with the aid of the one-dimension electrodes, serve to illustrate the basic
principles of the spin-flip at the transmission through the QD. To elucidate these principles we have
considered the particular situation, when direct transmission matrix elements were equal zero. In this
section, to demonstrated the vitality and the validity of our findings we consider the 2D structure
depicted in Figure 1. The QD is modelled by a constant potential (gray) with the SOI included.
The ballistic electrons, propagating from one electrode to another, tunnel to the QD through the
thin potential shell (dark gray). On the thin lines the Dirichlet boundary conditions are imposed.
All electrodes have equal width d, while the circular QD has the radius R = 2d.
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r@t

—{SOL}=

Figure 1. Sketch of the 2D device that consists of a circular lateral QD. The effective QD’s confinement
includes a constant potential with the Rashba interaction (gray region). Additional thin (0.1d) constant
potential shell (dark gray region) controls the coupling between the QD and two electrodes.

We perform numerical calculations in the framework of the tight-binding approach on the square
lattice n = nyxX® + n,Y (£ and 3 are 2D vectors of elementary translations with length ap in x and y
direction, ap—Ilattice constant, n, and n,—integers). In the tight-binding approximation the system
Hamiltonian (1) has the following form

H = 7:lo+7:l1z
Ho = Zenac;r,acna_ Y. tc;rwcma
n,o (nm),o
Ar = —o ;{i(ciﬁnwﬁchcrzw) - (36

(CZTCHN — CLCH,?T) } +H.c..

Here, we use the following notations: €, = 4t — V (nyag, nyap), t = n?/ Zm*a%; the indices (nm)
stand for nearest neighbor sites n and m. We solve the Schrodinger equation in a discretized space,
according to the method developed by Ando [43]. Examples of numerical treatment of quantum
billiards within this approach can be found, for example, in Refs. [44,45]. In our calculations the
electrode width d = 40ap; while dimensionless units are defined as E = Ep/Ey = Ep2m*d?/i?,
a=a/ (dEO) = &2m*d/ hz, where the characteristic length of the device d was chosen as the unit
length. In these units the energy range 2(d/ag)?(1 — cos(mag/d)) < E < 2(d/ag)?(1 — cos(2mag/d))
corresponds to one transverse mode in all contacts.

Figure 2 displays the numerical results for the direct process |Syt1¢ |? as a function of the electron
energy and the strength of the Rashba interaction. The results are in a good agreement with those that
have been obtained from the condition (35) (see Table 1).

14 &
n=1j=1/2
— X \
- \\ 0.8
n=0j=32
0.6
K12
0.4
11|n=0j=1/2 X
! 02
10
0 1 2 3 4

Ra

Figure 2. The probability for the direct transmission |S4q4 |? as function of the electron energy and
the parameter Ra. Red crosses indicate (E, Ra) that correspond to [Syy11|2=0 for: n = 0,j = 1/2,
n=0,j=3/2,n=1j=1/2.
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It is noteworthy that the approximate condition Ra = 2 is unique in that there is no dependence
neither on the electron energy, nor on the spin of the electron state. In other words, it can be
fulfilled for a set of QD’s electron states even at large opening of the QD. To model this case
(a resonance overlapping regime), we remove the potential barrier between the QD and the electrodes.
Indeed, the direct spin transmission |Sy111|? is suppressed strongly near Ra ~ 1.6 (see Figure 3a).
In this case, the spin-flip process, averaged over energy (available at the one channel transport),
becomes a dominant phenomenon, reaching about ~97% of the efficiency (see Figure 3b). In other
words, the thermal effects affect only slightly the spin-flip process even in the regime of the large
opening of the QD.

1
== (b)

£0.8
Y

+
~ 0.6
204l
-

=02
o)

0 n
0 1 2 3 4

Ro

Figure 3. Quantum dot with radius R = 24 without any additional potential. The probability
for the direct transmission [Sy11|? as function of the electron energy and the parameter Ra (a).
Average effectivity of spin invertor [dE|Sy 14?2/ [dE(|S214]* + [Sa11]?) over energy range
2(d/ag)*(1 — cos(mtag/d)) < E < 2(d/ag)*(1 — cos(2mag/d)) (b).

Larger the dot radius lesser the spin-orbit strength is required to hold the condition Ra ~ 2.
However, with the increase of the dot radius the spacing between levels becomes smaller. Note, that in
principle, QD levels will be affected by the coupling as well. In fact, they will be shifted with
respect to those of the closed QD, especially, in the case of a strong electron-electron interaction [46].
Therefore, the discussed effect is most probable in a narrow gap semiconductor QD with a strong
confinement potential and at the weak coupling regime. In this case, the resonance states will be well
separated from each to other.

However, as discussed above, the overlapping of resonances and the thermal smearing decrease
the efficiency of the spin-flip phenomenon as well. To evaluate the energy scaling we transform
the equation aR = 2 in dimensional units: R& = #*/m* ~ 0.076/(m* /m,) nm? eV. In the case of
InAs & = 40 meV nm with m* = 0.023 m, the desired QD radius should be R ~ 80 nm. For the QD’
radius R =100 nm the spacing between lowest levels is of the order AE ~ 5i%/2m*R? ~ 0.8 meV.
The temperature smearing will be significant if kT > AE. In other words, our device could operate with
100% efficiency at T < 9K, which is far from the typical temperature values ~100 mK for single-electron
tunneling spectroscopy experiments (see, for example, the textbook [42]).

5. Summary

We suggest the mechanism of the z-component spin inversion with the aid of the circular lateral
QD that symmetrically coupled to two electrodes. The effective confinement potential of the QD
consists of the circular potential well. From our analysis of the ballistic electron transport through
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the QD with the Rashba SO], it follows the Kramers degeneracy of the QD levels could lead to the
destructive interference of the direct (¢ — ¢) spin scattering process, while producing the spin-flip
phenomenon. We found that the optimal conditions for the realization of the perfect spin-flip processes
is subject to the condition &R = h?/m*. In fact, this condition depends quite weakly on the particular
choice of the quantum level. We found that this effect is robust for the QD’s states at the temperature
less than 9 K.
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Appendix A. Derivation of Effective Hamiltonian on 2D Square Lattice
The Hamiltonian of our scattering system can be presented as follows:

H=Hy+V, (A)
where the Hamiltonian Hj consists of three terms: two electrodes (C =L,Ror 1,2) with continuous
spectra and a closed substructure with a discrete spectrum:

Hy = H L+ H B+ A R

Hg = ) Euln)(n], (A2)
n

Ae = /dEE|E, C)(E, C|.

The corresponding eigenstates are normalized:
(nm) = S, (A3)
(E,C|E',C) = o(E-E"). (A4)

The V operator connects the closed substructure (H ) with electrodes (H L,r)- The stationary
Shrodinger equation for the Hamiltonian Hy reads as

(E— Ho)lg) =0, (A5)
while we are interested in the solution for the total Hamiltonian (A1)
(E = Ho)ly) = V). (A6)

For the energy E different from the eigenvalue of the closed substructure E,, we can define the
operator (E + ie — H)~!. Consequently, if the outgoing wave boundary condition is adopted, we can
transform Equation (A6) to the Lippmann-Schwinger equation

1 N
= 7/\‘/ . A7
) =19+ =y VI9) (47)
The formal solution of this equation reads as
A 1 N
F(E =(1- ——==V = . A8
©19) = (1= =757 ) 0 = 19) (A8)
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Following Refs. [36,37], with the aid of the basis states (A3) we construct projector operators for
each term in the Hamiltonian (A2):

b = Z|n)<n|, (A9)

n
Pe = [dEIECHEC, (A10)

with the properties

BP, = 6,40, (A11)
PHP, = 6,4H;, (A12)
b = 1 (A13)

s=L,B,R

By means of the projection operators the Lippmann-Schwinger Equation (A8) transforms to the
following form

s=L,B,R s'=L,B,R s=L,B,R

Il

w
"
L
:CUM
=

o
N——

s

P EP, P EPy PLFPg |l/JL p1)
PytPy PpkPp PplPy [¥5) = (%)) (A14)
PRFP;, PrFPg PrFPg [¥R) |Pr)

Here, each block of the matrix representation of the operator F(E) (A14) has the following structure

PN N 1 ~\ A A 1 N AR
P,FP. = P (1-— —V |Pys =P [1— = P, VP Al5
o ’ ( E—Hj > S ( E — Hp (s//_gB,R SN) > ) (A1

1 s
(555/ “ITE PSVPS/>.

Our closed substructure is subjected to the Dirichlet boundary conditions on junction with
electrodes, i.e., the following condition D, VP, = 0 takes place. In other words, the operator V does not
affect the structure of the isolated subsystem. As a result, we have

PsFPs = 1. (A16)
Another reasonable assumption is the absence of the direct connection between electrodes:
PeEPp = bccr. (A17)

Taking into account the above arguments, we transform the Lippmann-Schwinger Equation (A14)

to the form
1 pyp
1 1A 5P i 1 OA o $) L)
—m, 8V 1 5, LBV Pr lps) | = lo5) |- (A18)
0 — HKPRV B 1 [¥r) #r)

Considering the initial state |¢) in the form

|P1) ar|E, L)
o) | = 0 , (A19)
|Pr) aR|E, R)
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we present the scattering state |¢) as

[¥L) (apr +agt’)|E, L)
lyp) | = K% , (A20)
[YR) (apt+agr’)|E,R)

defining the scattering matrix elements

r t
S— ( L ) (A21)

To get to the heart of the problem, let us consider, for example, the second equation from (A18),
and corresponding wavefunctions |1y ), |r) from Equation (A20):

1 A AL A 1 A AL A 1 A A A
1-— ~ PgVPc ~—PcVPg | [¢p) = ~ PgVPc|¢c) (A22)

Multiplying the both sides of Equation (A22) by E — Hp, we obtain

(E— A7) lys) = 3 PeVPelpc) (A23)
C=L,R

with the following definition of the effective Hamiltonian

A =Ag+ Y PpVPe— D VPy=Hp+ Y XC. (A24)
C=L,R E— HC C=L,R

The eigenstates of Hp form the natural basis for the effective Hamiltonian. Taking into account
this fact, we obtain by means of Equation (A23) the following system

¥ (E— (A% m)) (mlgs) = - (n|V [ 4EIE,C)(E,Clgc). (A25)

m C=L,R

Here, the matrix elements (n|Hff|m) have the following structure

1

(n|AEF\m) = 8umEn + ) (n|VPc —PcV|m) = 6ymEn + ) XC,, (A26)
C=LR E—Hc C=L,R
where the matrix elements of X© operator are
5 A 1 A
(n|XC|m) = (n|V (/ dE’|E’,C>(E’,C|> — (/ dE"|E", C><E”,C|> V{m). (A27)
Using the definition of Hc (A2), we can write
%C - /dE’<n|V|E’,C>E ——{E,C|7|m) (A28)

To obtain the matrix elements (n|V|E,C) = (E,C|V|n)* we make the transformation to the
tight-binding representation by inserting the resolution of identity 1 = }; |j) (j| into the definition:

(n|VIE,C) = (n] <Z |i><j|) 14 (Z |J”><J“|> E,C) =) (nl)(IVI]"){(j'IE,C). (A29)
j 14

i
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To visualize the idea of the tight-binding approach, Figure A1 displays the example of the 2D
cavity connected to 1D electrodes. We can see that the matrix elements (j|V|j’) = (j’|V|j)* are nonzero
only forj = (N,1),j/ = (N +1,1) at the connection to the right continuum and for j = (0,1),j' = (1,1)
at the connection to the left continuum. We introduce the coefficients

Wic = jg%eC(”U) GV, (A30)
Wyr = (n|(N,1)){((N,)|V|(N +1,1)), (A31)
Wit = (n(1,1)){(1,1)|V](0,1)), (A32)

that are independent on energy. As a result, the matrix elements (A29) can be written in the form

<7’l|‘7|E, C> - nC<]zn|E C> (A33)
(n|VIE,L) =W, ((0,1)|E,L), (A34)
(n|V|E,R) = W,r((N+1,1)|E,R), (A35)

where j¢ denotes the beginning of the semi-infinite electrode C. Taking into account the definition
Equation (A33), the expression (A28) can be written in the form

El

Jin
1 0'1 2 N ' N+1 Jx

Figure A1. Connection between bounded system B and electrode C. The coupling operator (j|V|j') =
GV = ((]x,]y)|\7|(];,]3’/)> is nonzero only for jx = 0, j; = 1 and j, = j;, = 1 at the connection to
the left electrode and for j, = N, ]; =N+1landjy, = ]Iy = 1 at the connection to the right electrode.

In the tight-binding representation the electron wave function (j¢ |E/,C) in the electrode C is
(see Equation (A50))
sin(k) _ (1 (E/2))'*
dsn®] VA
where for the 1D tight-binding model the dispersion E = —2cos(k) is used. The integration in
Equation (A36) over zone from E = —2 to E = 2 yields [see Equation (A52)] the expression for matrix
elements of the operator X

(iGlE.C) = (A37)

_ / .
(n|XC|\m) = / dE’ 1E EE,/Z) = —W,c W e, (A38)

The scattering matrix elements Scc/(E), describing the transition from a continuum C’ to
a continuum C at the incident energy E, are [37]

PN N -1 .
Scer(E) = dcer — 2mi(E, C| PV Py (E — et (E)) PsVBLIE,C'). (A39)
Inserting the resolution of identites 1 = Y,[j)(j, 1 = X,[n)(n[, by means of

Equations (A19), (A23), (A30) and (A33), we obtain
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Sccr(E) = bcer — 27 (E) i (E Z ncFnm(E)Wicr. (A40)

Here, the function l[JC = {
electrodes at the QPC.

jS|E,C) (see Figure Al) are the wave functions of the semi-infinite

Appendix A.1. Normalization Constant of the Electrode Eigenfunctions

We consider the electron eigenstate in the electrode as
(JIE, C) = a(k) sin(kj) (A41)

with the normalization constant a(k) and —7t < k < 7. These functions must satisfy the equation

3. 1E.C) (E' Clj) = 5(F ~ E) (a®)
=
First, let us rewrite §(E — E’) using dispersion relation E = —2cos(k) at —m < k < 71
S(E—E') = 6&(—2(cos(k) —cos(k')) =6 <4sin <k—;k1> sin <k_2kl>>
) 5 (k’zk') 5 (%) A%

ATy [sin()] * 41y/Tsin(o)]/[sin(K)

On the other hand, we have

ilmE C)(E',Clj) = a(k)a* (K) ilsmkf) sin(Kj) (Add)
j= =
= W}i (cos((k —k")j) — cos((k+K')f)) .

The Lagrange’s trigonometric identity

N sin (2N +1)¢
Y cos(nb) = —% + ( —7s 2> (A45)
n=1 2sin (i)
helps us to write down
sin (2N +1)¢ sin ((2N +1)¢
14— Y cos(nf) = lim ( 2) __972 lim ( 2) =T (9) . (A46)
n=1 N=eo  2gin (%) 2sin (g) N—eo 0/2 2 \2

Taking into account the above results, we have for Equation (A44)
© * (1) o /
2]|EC WE', Clj) = (k)”4(k)” (5(k 2")—5("2")). (A47)

Finally, combining Equations (A43) and (A47), we have for Equation (A42)

v O (7)1 (1)) = (0(F7) —o (1)) - w

Comparing the left and the right sides of this equation, we obtain

107



Symmetry 2020, 12, 2043

i|E,C) = ) (A50)
VIEC) = o]
Appendix A.2. Integral Over Zone
We recall that E = Re(E) + ie and
[ f) [ X)L ef(x)
: X Xr{x €
lim [ dx ~— = lim [ dx = lim [ dx i
e—0t ) T x+ie €0+ x2+ 2f( %) e—0+ (x2+e2 x2+e2)
—a —a —a
a
X
- P/dx% —inf(0), (A51)
—a
As a result, we have
2 1—(E"/2)2 (E/ 2
/ gp YI=(E/27 P/ gp Y1 (B /2)7 / / dE'S(E — E')\/1— (E'/2)2
_2 E—FE
E .
= 7 571 1—(1—3/2)2 (A52)
= —ne*.
Here we use the dispersion relation E = —2 cos(k).
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Abstract: The properties of the ballistic electron transport through a corrugated graphene system are
analysed from the symmetry point of view. The corrugated system is modelled by a curved surface
(an arc of a circle) connected from both sides to flat sheets. The spin—orbit couplings, induced by the
curvature, give rise to equivalence between the transmission (reflection) probabilities of the transmitted
(reflected) electrons with the opposite spin polarisation, incoming from opposite system sides. We find
two integrals of motion that explain the chiral electron transport in the considered system.

Keywords: graphene; ripple; transport; symmetry

1. Introduction

It appears that graphene possesses a remarkable stretchability. For example, the DFT and
molecular dynamics simulations predict that it can be stretched up to about 20-30%, without being
damaged [1]. The experimental measurements demonstrate a good agreement with the theoretical
estimations, while the robust engineering results indicate on sample-wide elastic strain ~6% [2].
Evidently, transforming the flat surface to the curved one, one creates the strain that affects the
graphene properties. This fact suggests that, by altering the stretchability, one might tune electronic
and transport properties of the graphene sheet.

Recent experimental techniques enable demonstrating evidently a spatial variation of graphene
and its direct consequences. For example, ripples can be formed by means of the electrostatic
manipulation without any change of doping [3]. Periodically rippled graphene can be fabricated
by the epitaxial technique (e.g., [4]). In this case, in contrast to free-standing graphene, a strong
modification of the electronic structure of graphene is observed, which gives rise to localised phonon [5]
and plasmon [6] modes. Periodic nanoripples can be created as well by means of the chemical vapour
deposition [7]. It is found that ripples, acting as potential barriers, yield the localisation of charged
carriers [8]. The potential surface variations could reach the figure of 20-30 meV. Similar independent
prediction has been done in the study of Klein collimation by the rippled graphene superlattice [9].
In this model, the hybridisation between the 77- and o-orbitals creates the potential barrier between
the flat and curved graphene pieces. The barrier value could reach Ae ~ 24 meV at the ripple radius
R = 12A. This fact provides the confidence in the vitality and the validity of our model (outlined in
Section 2) and following analyses its symmetry properties, presented in our paper.

Indeed, the lattice deformation changes the distance between ions, p, orbital orientation, and is
leading to shift of the on-site energies of p, orbitals. This affects the effective Dirac equation that
could simulate the low energy electron states as a result of a deformation-induced gauge field [10].
The surface curvature modulates also the hopping parameter in the tight-binding approach [10,11].
Moreover, it enhances as well the effect of the spin—orbit coupling [12], usually neglected in flat
carbon-based systems.
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Recently, it is predicted that rippled graphene could lead to the spin selectivity effect for the ballistic
electrons [13,14] in virtue of the curvature-induced spin—orbit couplings (see details in [12,13,15-17]). As a
result, it is shown that at the particular energy values the ballistic electrons with the one spin polarisation
can travel through periodically repeated ripples without any reflection. At the same time, electrons with the
opposite spin polarisation are fully reflected. Once we change the flow direction through the considered
system, the situation becomes inverse. It is noteworthy that different experiments of a spin selective electron
transmission through biomolecules has been discussed recently in Ref. [18]. In this review, the authors
claimed that this phenomenon implies that chirality and spin may play an important role in biology.

In mesoscopic systems, symmetries are key points that allow to illuminate essential features of
finite quantum systems (e.g., [19,20]). The basic goal of this paper is to elucidate the above discussed
phenomenon from point of view of the symmetry properties of the considered system.

2. Basic Physics of The Corrugated Graphene

In our consideration, the corrugated graphene structure consists of a rippled graphene connected
to two flat graphene sheets (see Figure 1).

Z
T
| I I1
&
i ¢ e \
y RR ~ : i s _Il
X

Figure 1. The corrugated graphene system. There are two flat surfaces: Region I, defined in the
intervals —co < x < —Rcos 6; and Region III, defined in the intervals Rcosfy < x < co. A ripple is
modelled by an arc of a circle (Region II) of radius R, defined as —Rcosfy < x < Rcosfy. Aty =0,
the ripple is a half of the nanotube, while at 6y = 77/2 the ripple does not exist. The angle ¢ = 7= — 26;.
Here, we have —co < iy < oco. We keep the translational invariance along the y-axis, which is chosen as
the symmetry and the quantisation axis.

For analysis of the curved graphene surface, we recapitulate the major results [17] obtained for
armchair CNTs. In this case, only the interaction between nearest neighbour atoms is considered.
The analysis is done in an effective mass approximation for the point K, in the vicinity of the Fermi
level E = 0. A similar approach can be applied for K’ point.

The Hamiltonian of the nanotube has the following form in the effective mass approximation [12]

Hy = y(Teftx + 1y7ty) @ I — AyTy @ 02(7) — G2 e @ 0. 1)

Here, the operators 7ty = —i%, ty = —i%, 0x(¥) = 0yxcos® — oy sinf, and &y = 26yp/R,
Ay = 69'/4R. The Pauli matrices 0y, act in the spin space. The matrices T, act on the sublattice
degree of freedom. The Pauli matrix 7; is called the “pseudospin”, to distinguish it from the real
electron spin.

The following notations are used: v = —\/§V’§}a/2 =370a/2,9 = \@(Vgp — V’fp)a/Z = 114,
p =1-37"/8v; where VJ, and V], are the transfer integrals for o- and 7r-orbitals, respectively, in a
flat graphene. The distance d between atoms in the unit cell determines the length of the primitive
translation vector a = v/3d ~ 2.46 A. For numerical illustration, we assume that Yo = —Vﬁ ~3eV
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and 1 = 8 eV (see, e.g., [12]). The intrinsic source of the spin—orbit coupling 6 = A/3€,, is defined

by means of the quantity
oV oV

A= i% <x|axpy - aypx|y> / (2)
where V is the atomic potential and €, = egp — egp. Here, the energies egp and egp denote the energies
of - and o-orbitals orbitals, respectively. We recall that o-orbitals are localised between carbon atoms,
while 7r-orbitals are directed perpendicular to the nanotube surface.

With the aid of the method discussed in [13,17], one obtains the eigenvalues of the Hamiltonian
in Equation (1)
E=«xEy, k=41, 3)

where k = +1(—1) is associated with the conductance (valence) band, and the energies E- are defined as

Ei:\/t%l+t§+/\§+/\,%12\/)\§ (B+23) +823. 4)

Here, t,, = my/R, t, = vky, Ax = ¥(1/2+26p)/R, and m is a magnetic quantum number
(see details in [13,17]). Due to the curvature-induced spin-orbit coupling spin is no anymore a good
quantum number. The eigenstates of Equation (1) are characterised by a quantum number s = +1,
and have the following form

x(cosf/2A4 —sin®/2By)
x(sin@/2A4 + cos0/2By)

q)s::tl 0 _ ,imo ikny
mky (0,y) =™ * cos0/2C+ —sinf/2D+ ! ®)
sinf/2C4+ 4+ cos6/2D+
where
o AyAy + \/A,%(t%n +A2) + 222 .
T Ty —— / (©)
1 . .
Ay = B (tm — ity +i(Ay + Ax)D=), (7)
1 . .
Be=gr [(tm —ity)D+ +i (Ay — Ax)], (®)
CL =1, )

and N4 is a normalisation constant

£2A2 + 1272
N: = sy . (10)

2
2 [()ty)\x £\ (B 3) +533) + 53+ %Agl

Generally, the relations |A+| = |D+| and |B+| = |C4| are fulfilled.
The solution for a flat graphene is well known (e.g., [21,22]). Near the center of each valley
(the point K or K’) electron dispersion is determined by the Dirac-type Hamiltonian

Hf = y(teks + tyky) @ 1, (11)

where again the Pauli matrices Ty, act on the sublattice degrees of freedom, [ is 2 x 2 unity matrix
acting in the spin space, with k = —i(d/9y,9/ dy). The eigenvalues and eigenstates of the flat graphene

Hamiltonian are
E=xy\/k+kj,x=*1, (12)
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N

—ig )
Ti(x,w:l("el >®<j> o=+, (13)

where e = (ky —iky)/ /K3 + Kk}, k = (kx,ky), r = (x,y), and k = ,/k% + k2. The spin degeneracy
is taken into account. In our consideration, the states with the spin up and down are the eigenstates of
the operator 0. The above describe solutions are used to calculate the electron transmission through
the corrugated graphene. We recall that, in rippled graphene, the symmetries related to the spin
degree of freedom and to the angular momentum are not conserved [13,17].

3. Symmetries

To illuminate specific symmetries of our system, we have to identify the corresponding operators
that act within one valley only. Evidently, these operators should act on the A an B sublattices of the
honeycomb lattice.

3.1. The Operator $§; = Ty ® i0yC

The spin-orbit coupling implies that one of the symmetries should be related to the time-reverse
symmetry operator 7 = io,, C with C the operator of complex conjugation (see, e.g., [23,24]). However,
the operator 7 does not commute neither with the Hamiltonian of the flat graphene in Equation (11)
or with the Hamiltonian of the ripple in Equation (1). Taking into account the “pseudospin” degree of
freedom, we observe consequently that the operator 5; = Ty ® T commutes with the both Hamiltonians

A

S, Hf] =0, [$,H/]=0. (14)

Let us investigate the properties of this operator with respect to the eigenfunctions of the
Hamiltonian H( Hy) described in Section 2. For the sake of convenience, we introduce the following
equivalent definitions: ¥ (x,y) = (r|lo, k), 0 = (+/—) & o = (1 / |). As a result, for the wave
function, associated with the flat graphene sheet, we have
|t £k) = e | Fk) >

: =5 =1, (15)
| 4k) = Fei*| 1 k) f
i.e., the operator $; has two eigenvalues +1 and —1. Since the phase ¢/? does not affect our results,

hereafter, we omit it in our calculations.
Any ket |ip) can be expressed as

9y =5 [(A+8) 19)+ (1 =80 19)] = g} +1v-), (16)

where A
145 1
9y = ), Ipo) =

- S
51w, a7

with the property S;|¢+) = 4|9+ ). In our particular case, we can form four types of the wave functions:

9o = T2 1 k) = (1 HR) ] L)), 18)
92) = T2 L k) = (1L +R [ 1K), (19)

Thus, for the plane graphene sheet the full set of the operator S; consists of the wave functions
in Equations (18) and (19). These wave functions contain the equal mixture of the spin up and down
states, associated with electrons that move in opposite directions of our structure.
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Since for the curved graphene we use the eigenstates of the CNT, a complete set of quantum
numbers consists of the magnetic quantum number m and the wave number ky. In this case,
we introduce the equivalent notations @7 , (6) = (0[s,m,ky). The action of the operator St on
the wave function in Equation (5), associated with the nanotube, yields
$t|s =+, +m, k) = z:Bi|s =+, Fm, Fky) } 2o, (20)
St|ls = —,&m, £ky) = iB*|s = —, Fm, Fky)

since |B|? = 1 [see Equation (8)]. Applying the same arguments [see Equations (16) and (17)], we obtain

1+£8 1 .

) = — s = +,m,ky) = 5 (s =+ mky) £iB|s = +,—m, —ky)), (1)
1+8 1 .

lps) = 5 t|s:—,m,ky>:E(\s:—,m,ky>:|:zB,\s:—,—m,—ky>). (22)

Having the symmetry properties of the wave functions of the different elements of our structure,
we are ready to elucidate the symmetry properties of the transmission and reflection probabilities.
Equating the wave functions ¥, ® at points x = —R cos 0 (the boundary between Regions I and II),
and x = Rcos f (the boundary between Regions II and III), we define the unknown reflection and
transmission amplitudes rf , tf (a0, B =71, }). In these amplitudes, the upper (bottom) index denotes
the spin polarisation of the incoming (outgoing) (reflected and transmitted) electron. For the sake
of discussion, in our model, electrons move from the left to the right direction. As a result, at the
boundary between Regions I and II for the electron, which moves from the left side with the spin up

polarisation, we have:
i 0 RO ) 0 .

ar®r  (0)+ 0@, | (6)+a @, | (6)+b @7, | (6); x=—Rcosby,d=—¢/2.

—nm ky y _

The unknown coefficients a, ,_), b, characterise transport properties of the electron transfer
across the rippled region. The wave numbers m and m_ are determined by the equation

R
mi:,y\/Ez—tﬁ—)\ﬁ—i-)@(ZFZ\//\%(EZ—tﬁ)—i—)\ﬁtﬁ, (24)

where E = vk (E > 0) is the electron energy. At the boundary between Regions II and III, we have the
following conditions

a @, (0)+b @ L (0)+a D, () +b-@T, , (0)= (25)

7m+,ky
tL((p)?I’k*(x) + tL(fp)I‘I’;(x); x = Rcosby, 0 =¢/2.

The system of Equations (23) and (25) determine the coefficients |, (<p)§ and g (4))5 . Acting by the
operator $; on these equations, we obtain:

¢ at the boundary between Region I and II

¥y, () L@ (0 +rL(@)[ Y (1) =
ia* B (my, k,)®F ﬁky(G)—}—ibiBi(—mﬁky)CDJr k,,(9>+ (26)

my my,—
+ia* B* (m—, k,)®~ _ky(G) +ib* B* (—m_,k,)® _ky(G),' x =Rcosby, 6 = —¢/2;

m-,
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¢ at the boundary between Region II and III

i}, By (m, ky)®*, K, (6 )+ibiBi(—m+,ky)CI>;+,_ky(9)+
+ia* BY (m—, ky)®_, y( )+ ibiBi(—m_,ky)q—n*ky(e) = (27)

EL(@) ¥ () — t(9)] "W (x); x = —Rcosby, 0= ¢/2.

Next, we consider the equations that determine the coefficients g (4))5 and tg (4))5 for the electron
that moves from the right to the left side with the down spin polarisation. Namely, we have:

¢ at the boundary between Regions II and III

¥y, () RO ¥y, () + TROITEE, L, (3) = o)
a+<1>;+,,ky(6) +biot, @)+, (6) +b_d”, ,(0); x=Rcosby,0=¢/2
* at the boundary between Regions I and II
~ + B _ - _ B
B @,y (0 )+ by®t oy (9)+a @, ky(9)+b,c1>7m*ky(9) — 09)

<¢)1‘P:k e >+tR(¢) Nk, ()5 x=—Rcosfy, 0=—¢/2.

From the comparison of Equations (26) and (27) with Equations (28) and (29), it follows that the
coefficients rR(gb)g and tR(cp)f of Equations (28) and (29) can be expressed in the following form

(@) = —r(—e)] rr(@)f =rL(—9)]"; (30)
and
tR(P)] = —tu(—¢)1" 5 tr(9)f = —tL(—9)]" (31)
As a result, we obtain for the reflection probabilities

rR(9)117 = (=)L ()i = re(—9)] [, (32)

while for the transmission probabilities we have

tr(@)[ = [t (=) 1% |tr(@)1* = |t(—9)] > (33)

We have similar probabilities for the electron motion with the spin up polarisation from the right
to the left side

rR@)IP = [re(=@) [ Irr(@)] P = [re(=¢)31%, (34)

and, consequently, for the transmission probabilities
(@)L = [tL(=@) %5 |tr(@)] 2 = lt(—9)1[*. (35)

From these results, it follows that the operator S does not involve the other valley, i.e., QED.
However, it interchanges the sign of the vector k and the electron spin polarisation in the flat part
of the considered graphene structure. In the rippled graphene region, it changes m4+ — —m+ and
the sign of the ky component: ky — —ky. We conclude that the operator S; acts like a time-reversal
operator in the single valley.

3.2. The Operator Sy, = Tx ® 0y,

We recall that it was found in Refs. [13,14] that the electron scattering in the superlattice,
created by periodically repeated elements, has a curious behaviour. Note that in this way we mimic
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periodically rippled graphene as a set curvatures between flat graphene areas (e.g., see Figure 1 and
the corresponding discussion in Ref. [14]). One element of the superlattice gives rise to the dominance
of the electron transmission with a certain spin polarisation. While this effect is small for a few ripples,
it defines the perfect transmission for electrons with the one spin polarisation and the perfect reflection
for electrons with the opposite spin polarisation in the case of hundreds of ripples. As a result, we find
the optimal angle values for the ripple that ensures the perfect transmission at relatively large number
of elements N >> 1 in the superlattice. Note that the transmission depends on the ripple radius and
the spin—orbit coupling strengths (see details in [14]). It is noteworthy that transmitted electrons with
different spin orientation choose different channels characterised by the quantum number s = £1 [13].
This fact implies the existence of the additional symmetry that is fundamental for this feature.

To give an insight into this symmetry, we consider the case k, = 0, when the spectrum in
Equation (4) and the eigenspinors are particular simple. In this case, Equations (3) and (4) are reduced
to the form

E=+(D+Ay), (36)

where D =, /)\5 + 12, and t,, = %m. For the rippled (arc) piece (see Figure 1), there are four eigenenergies

51:)Lx+'D
E=A—D

E= 7
832—/\x+D (3)
E4= Ay—D

The connection between the energy and the quantum number m can be formulated in the form
m:>m—:t5 (SE—Ay)2—A2, s=+=+1 (38)
s — ’)’ X Y - ’

that determines four possible values of the quantum number m. Here, we introduce the additional quantum
number s that characterises our eigenstates. Note that in Equation (38) the sign of the quantum number s
depends on the sign of the energy E. In particular, the following relations take place

s=41, & >0
E>0:<= < s=+1, if&E >0 (39)
s=-1, if& >0

On the other hand, at E < 0, the branches &3 and &4 have the quantum number s = +1, while the
branch &; is characterised by the quantum number s = —1.

At a fixed electron energy E(E > 0), Equations (37), (38), and (39), establish the connection
between the energies £;(j = 1,2,3) and the magnetic quantum number m with the quantum number s

&1,6 — £ty = s=+1, (40)
& =ty | = s=—1. (41)

We recall that the angular momentum is not conserved. As a result, the eigenfunction is the
mixture of the eigenfunctions in Equation (5) at a given energy (see Figure 2). The energy branches
in Equation (37) with the same quantum number s repel each other, while there is a crossing of the
branches with the different s (see Figures 2 and 3). The anticrossings yield the energy gaps = 24,
indicated by the arrows (see the insets in Figures 2 and 3). As a result, the energy gaps give rise to
evanescent modes at energies Ay — A, < |E[ < Ay + Ay in our system.

117



Symmetry 2020, 12, 533

Energy (eV)

m

Figure 2. The spectrum in Equation (4) (k;, = 0) versus the magnetic quantum number m.
The non-quantised values +m;_; at the energy E = 0.2 eV (thin horizontal line that mimics the Fermi
energy) are indicated at the crossing of the energy branches with different s. Symbols E1, Ey, E3, E4 are
used to guide the eyes on the formal solutions (straight lines) defined by Equation (36), irrespective of
the sign of the quantum number s. In contrast, there is anticrossing of the energy branches with the same
quantum number s = +1 for the pair (&1, &) at E > 0. Similar anticrossing occurs at E < 0, when the
pair (&3, £4) has the same quantum number s = +1. These anticrossings are caused by the term A, in the
Hamiltonian in Equation (1), which creates the energy gaps 24, near the energy E = &Ay (see [13,17]).
The following parameters are used: R = 10 A, 6 =001, p=01v = (45-142)eV- Ay = %’y.
These parameters define the values of the spin-orbit coupling strengths: A, = 69/4R = 0.0043 eV,
Ay =v(1/2+426p)/R = 0.32 eV (see Section 2).

0.8

Energy eV)
=}

Figure 3. The same as in Figure 2. Solid lines are associated with the positive energy states (E > 0),
while the negative energies are denoted by dashed lines (see text). Once the energy changes the
sign, it affects the sign of the corresponding quantum number s. There are anticrossing of the energy
branches with the same quantum number s = +1 for the pair (£1,&;) at E > 0 and for the pair (€3, &)
at E <0.
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At ky = 0, the eigenvectors in Equation (5) of the Hamiltonian in Equation (1) transform to the
following form (see details in [13,17]):

i (60) = (12e7730) gi(m) e j=1,.4. (42)
Here
ity ity ity ity
" :ii: V= iii Vs = —?L = ;14: / #3)
—tm —tm tm tm
where

Ap = Ay +/t + A7, (44)

The choice of the components of the wave function in Equation (42) depends on the energy interval
in Equation (37), available for electrons. For example (see Figure 2), for E > Ay = E =& V
E = &, the base eigenfunctions are: ~ exp(£im_10)vi (£t ); ~ exp(Fim_10)v3(£ty_, ), respectively.
As discussed above, the quantum number s, characterising the components of the wave function in
Equation (42), is associated with the specific energy (see Equations (40) and (41)). The wave function in
Equation (13) of the flat graphene at k;, = 0 is convenient to present in the form:

k
Yg(x):;<7rl>®<;i>eikx, o=+, (45)

As above, we use the following definitions: ¥{(x) = (x|o,k), 0 = (+/—) € 0= (1 / ).
The symbol T = —(+) is ascribed to the valence (conduction) band. We study the case E > 0;
the opposite case can be analysed with the same method. As above, the positive value of the wave
number k = k, corresponds to the direction of the electron motion from the left to the right side of the
considered system.

In the case k, = 0, there is one more operator Seh=Tx® 0y that commutes with both Hamiltonians
in Equations (1) and (11), describing the flat and the rippled pieces of our system, respectively:

[SAch/ Hf] =0, [SAchr H,] =0. (46)
For the wave function, associated with the flat graphene sheet, we have

Sl 1 £K) = £ 1K) _

Sl LK) = F| L £k };‘“‘ﬂ‘ @)
Thus, the operator S, has the eigenvalue « = +1(—1), acting on the wave function of the electron,

traveling from the left side of our structure with spin up (down) polarisation. The eigenvalues are equal

in value but opposite in sign if the operator S, acts on the wave function of the electron, traveling from

the right side of our structure with spin up (down) polarisation. On the other hand, the action of the

operator S, on the electron wave functions, associated with the rippled piece of our system, is as follows:

Scn®1,m(0) = —P1,m(0), (48)
Sen®am(6) = —Pou(6), (49)
Scn®3m(0) = +P3.(6), (50)
ScnPam(0) = +Paym(6) . (51)
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In this case,
between the

the operator S, has the eigenvalue a = +1(—1) as well, providing us the connection
eigenstates of the flat and rippled pieces of the considered system.

Now, we are ready to discuss the list of eigenfunctions, responsible for the transport properties in
different energy range.

e L>A,.

1. Quantum numbers: &« = +1,s = —1. These quantum numbers determine the available set of
the wave functions: ¥} (x), ¥~ (x),®3,(0). If the corresponding symmetries are responsible
for the transport properties, there are only the following options.

(a)

(b)

The electron is moving from the left side of our structure (flat graphene sheet) with the
spin up polarisation [¥; (x) = | T +k)]. In this case, in the rippled graphene region
(see Figure 2), there is one open channel, defined by the wave function ®;3 ,,. The wave
function ¥~ (x) = | | —k) describes the reflection with the electron spin—flip.

The electron is moving from the right side (flat graphene sheet) with the spin down
polarisation [Y~, (x) = | | —k)]. In this case, in the rippled graphene region, there is
only the transmission channel, defined by the wave function ®3 ,,. The wave function
Y[ (x) = | 1 +k) describes the reflection with the electron spin—flip.

As a result, we expect the equivalence between the left/right transmission probabilities with

the

opposite spin polarisations. Indeed, this expectation is consistent with Equation (33),

obtained from the different arguments at k,, =

2. Quantum numbers: « = —1, s = +1. The available set of the wave functions: ¥, (x), ¥, (x),
P ,,,(0). In this case, the symmetries dictate the following options.

(@)

(b)

The electron is moving from the left side (flat graphene sheet) with the spin
down polarisation [¥, (x) = | | +k)]. In this case, in the rippled graphene
region (see Figure 2), there is one open channel, defined by the wave function &1 ,,(9).
The wave function ¥, (x) = | 1 —k) describes the reflections with the electron spin—flip.

The electron is moving from the right side (flat graphene sheet) with the spin up
polarisation [¥*, (x) = | T —k)]. In this case, in the rippled graphene region for this
electron there is only the transmission channel, defined by the wave function @ ,,(6).
The wave function ¥, (x) = | | +k) describes the reflections with the electron spin—flip.

Again, we expect the equivalence between the left/right transmission probabilities with

the opposite spin polarisations. Indeed, this expectation is consistent with Equation (35),
obtained from different arguments at k, = 0.
¢ E <A,
1. Quantum numbers: « = —1, s = +1. In this case, the available set includes the following wave

functions: ¥, (x), ¥ (x), @2, (6). The symmetries dictate the following options.

(a)

(b)

The electron is moving from the left side (flat graphene sheet) with the spin down
polarisation [¥, (x) = | | +k)]. In the rippled graphene region, there is only the
transmission channel, defined by the wave function ®;,(0). The wave function
¥+, (x) = |t —k) describes the reflections with the electron spin—flip.

The electron is moving from the right side (flat graphene sheet) with the spin up
polarisation [¥',(x) = | t —k)]. In the rippled graphene region, there is only
the transmission channel, defined by the wave function ®, ,,(6). The wave function
¥, (x) = | | +k) describes the reflections with the electron spin—flip.
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Again, the expected equivalence between the left/right transmission probabilities with the
opposite spin polarisations is consistent with Equation (35), obtained from different arguments
atk, = 0.

y

2. Quantum numbers: « = +1, s = —1. In this case, the available set includes the following
wave functions: ¥;"(x), ¥, (x), ©3,,(0). This situation is completely equivalent to the case
discussed at E > Ay, Point 1.

Thus, at ky, = 0, the symmetry, associated with the operator S.1, determines the following transport
properties through the rippled graphene piece: (i) at the transmission, it preserves the electron spin
polarisation, while forbids the spin—flip; and (ii) the reflection occurs only with the spin—flip.

For k, # 0, the operator Sen does not commute with the Hamiltonians. In this case, the discussed
symmetry is broken. It results in constraint release on the reflections and transmissions mechanisms in
our system (i.e., [25]).

3.3. The Relation Between the Operators Syand Sy,

Note that these two symmetry operator commute if k, = 0. Evidently, they have the common
basis, while having different eigenvalues. Let us analyse this situation in details. One can readily see
that the eigenfunctions in Equations (18) and (19), associated with the flat graphene piece, are common
eigenstates for the both operators:

Stlps) = £[9s), Stlps) = £|¢ps), (52)

Senlpr) = +lgp+),  Senlgs) = —p). (53)

For the rippled graphene piece, we have to consider only the case k, = 0. In this case, it is
convenient to construct the common basis from the set in Equation (42). Taking into account the
properties in Equations (48)—-(51), we introduce the following superpositions

1 .
B = S [D)u(0) + D) w(0)], j=1,..4. (54)
As a result, we obtain
S5i01p =P1p, SiP34=—DP34, (55)
Sen®ip = —P1a, SP34=Ds4. (56)

Thus, the eigenfuctions in Equation (54) form the complete set for the both symmetry operators in
the case of the rippled graphene piece.

4. Summary

Evidently, symmetries play an essential role in our understanding different phenomena in
mesoscopic physics. In graphene physics, they become especially apparent in the transport properties
of the corrugated systems. We find two symmetry operators that explain the chiral behaviour of the
ballistic electron transport through the rippled graphene. This unusual behaviour has emerged due to
the curvature-induced spin—orbit coupling. In particular, the symmetry operator $; (see Section 3.1)
elucidates the equivalence between the transport characteristics of the ballistic electrons travelling
from opposite sides of our system that have different type of polarisations. This operator acts as
a time-reversal operator in the single valley system, considered in our paper. The other symmetry
operator S (see Section 3.2) enables us to explain the selection of open energy channels for the ballistic
electrons travelling through the rippled graphene subsystem at the direct incident of the electron flow
(ky = 0). This symmetry explains the dominance of different electron spin polarisations that depend on
the direction of the electron flow. This selection becomes increasingly important at multiple periodic
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repetition of the corrugated graphene structure, considered in our paper (see also [14]). From our
preliminary analysis, it follows that similar symmetry preserves if we consider the down side of the
CNT. This problem is, however, beyond the scope of the present studies and will be discussed in detail
in forthcoming paper.
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Abstract: Deterministic nano-fractal structures have recently emerged, displaying huge potential
for the fabrication of complex materials with predefined physical properties and functionalities.
Exploiting the structural properties of fractals, such as symmetry and self-similarity, could greatly
extend the applicability of such materials. Analyses of small-angle scattering (SAS) curves from
deterministic fractal models with a single scaling factor have allowed the obtaining of valuable
fractal properties but they are insufficient to describe non-uniform structures with rich scaling
properties such as fractals with multiple scaling factors. To extract additional information about
this class of fractal structures we performed an analysis of multifractal spectra and SAS intensity of
a representative fractal model with two scaling factors—termed Vicsek-like fractal. We observed that
the box-counting fractal dimension in multifractal spectra coincide with the scattering exponent of
SAS curves in mass-fractal regions. Our analyses further revealed transitions from heterogeneous
to homogeneous structures accompanied by changes from short to long-range mass-fractal regions.
These transitions are explained in terms of the relative values of the scaling factors.

Keywords: fractals; small-angle scattering; form factor; structural properties; dimension spectra;
pair distance distribution function

1. Introduction

Recent progress in materials science and nanotechnology has opened new possibilities in the
production of new types of nano- and micro-structured materials with improved functions and
properties [1-7], thus providing links to both deterministic classical mechanics and chaotic quantum
mechanics [8,9]. Since the physical characteristics greatly depend on their structure, one of the
main challenges in the field of materials science is to understand the correlation between them on
a broad spectrum of length scales, starting from atomic level. In particular, for many nanoscale
structures, quantum-like properties are frequently observable, thus displaying many interesting
nano-effects [10-12]. However, for some materials, such as electrospun nanofibers, it has been shown
that these effects depend strongly upon their fractal structure [9].

Therefore, ongoing research is carried out to obtain structures with exact self-similar (ESS)
properties [13-19], where an intrinsic pattern repeats itself exactly under scaling. This procedure
usually leads to highly symmetric fractal structures, such as Cantor dust, Sierpinski carpet or Menger
sponge [20]. In the field of chaotic deterministic systems they are known as strange attractors, since they
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Symmetry 2019, 11, 806

may represent a set of infinite unconnected points (Cantor dust), a pathological curve (Weierstrass
function) which is continuous everywhere but differentiable nowhere, or generally any geometric
shape that cannot be easily described with a simple set operations of basic geometric objects.

ESS nano- and micro-materials attract a lot of attention due to their improved physical
characteristics as compared with classical ones, and which arise mainly due to their symmetry and
self-similar properties [21]. For example, the mechanical performance of 3D printed biomimetic Koch
fractals interlocking can be effectively increased via fractal design [22], while the radiative heat flux can
be kept at a short range (as compared to non-fractal structures) in ESS-based materials [23]. However,
one of the main challenges in building such fractal materials is finding the suitable mixing composition
between the embedding matrix and the fractal’s material. To date, only a few materials have been
successfully used to create such ESS structures, including dicarbonitrile [24] and bys-terpyridine
molecules [13], single/poly crystalline silicone [14,15] or alkyletene dimers [25].

The structural properties of this new generation of nano- and micro-scale materials can
effectively be determined using the small-angle scattering (SAS) of X-rays (SAXS) or neutrons
(SANS) [26,27]. This widely used material-morphology investigation method has the advantage
of sampling a statistically significant macroscopic volume. For ESS structures, the main advantage
of SAS relies on its ability to distinguish between mass and surface fractals through the value of the
scattering exponent T in the fractal region [28-31]. More recently, it has been shown that SAS can also
differentiate between ESS and statistically self-similar (SSS) structures [32] as well as between regular
and fat fractals, that is, those with positive Lebesgue measure [33].

However, the behavior of the SAS intensity curves obtained from multifractals, that is, structures
obtained by intermixing fractals with several scaling factors, are not yet completely understood. This is
mainly due to the fact that the vast majority of physical materials are heterogeneous at nano- and
micro-scales, thus requiring models with at least two scaling factors. Although a first step in this direction
was done by obtaining the SAS spectrum from a multifractal structure generated using the chaos game
algorithm [34], an expression for the scattering intensity was derived only recently [32]. Moreover,
in Reference [34] it has been shown that, for the investigated structure, the oscillations in the fractal region
are not very pronounced leading to difficulties in recovering the scaling factors from experimental data.
This is an intrinsic consequence of the model’s construction procedure, which involves a random variable
in generating the positions of the fractal scattering units, as well as the presence of multiple scaling factors.

The purpose of this work is to provide a description of how to extract the scaling factor(s) from
SAS data and how to relate them to the degree of fractal’s heterogeneity. To this aim, in Section 2.1 we
briefly describe the multifractals together with the moment method used to calculate the dimension
spectra. Section 2.2 presents the main concepts of SAS with a focus on the form factor, pair distance
distribution function (pddf) and their properties. In Section 3.1 we describe the construction process
of the Vicsek-like multifractal model with two variable scaling factors [35,36] and show how one can
obtain analytically the box-counting fractal dimension. In Section 3.2 we calculate numerically the
corresponding dimension spectra and compare them with the theoretical results. In Section 3.3 we
obtain the coefficients of the pddf. Finally, Section 3.4 presents an analytical expression of the form
factor together with the influence of the polydispersity. Here, we also relate the behavior of the form
factor with information from dimension spectra from Section 3.2.

2. Theoretical Background

2.1. Multifractals

Multifractals are non-uniform structures with rich scaling and self-similar properties that
can change at every point [37,38]. A common procedure used to investigate their properties is
to calculate their dimension spectrum. For this purpose several methods can be used, such as
moment method [39], multifractal detrended fluctuation analysis [40] or wavelet transform modulus
maxima [41]. Here, we make use of the moment method due to its simplicity of implementation in
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a computer code as well as for its general applicability. An advantage of this method is that it is
particularly well suited for analysis of images acquired by various methods including atomic force
microscopy, scanning electron microscopy, computed tomography etc.

For this purpose, let us consider first an object S covered by a grid of boxes B;(I) of size | and
a measure (B) determined by the probability of hitting the object in the box B;. The corresponding
partition function Zs is defined by [41]:

N
zww:;ﬁm, (1)

where N o« 1/1? is the number of boxes, i indexes each individual box, and p; = u(B) represent
probabilities with ; fragmentation ratios, such that Y | p; = 1.
In terms of the partition function, the generalized dimension spectrum Ds can be written as [41]:

1 . InZg(D)
D= 15—l

()

where we take into account that Z; has a power-law behavior in the limit [ — 0 and N — oo, so that
Zs o [Ps5=1) Therefore:
1 Iy, pi(l
Ds = lim nzz_l pl( ),
1-01—-s —Inl

®)

with p; = N;(I)/N being the relative weight of the i-th box. In practice, dimension spectra can
be obtained from images acquired using various techniques, such as atomic force microscopy,
scanning electron microscopy, computed tomography and so on. Thus the quantity N; in defining the
probabilities p;, is given by the number of non-white pixels in the i-th box, while N is the total number
of pixels in the image.

The function Ds is a monotonically decreasing one, with the horizontal asymptotes ay,x =
lims_, oo Ds and &y, = lims_se0 Ds. The quantities a0x and «,,;;, describe the scaling properties of the
most rarefied, and respectively of the most dense regions in the fractal. Thus, the object is homogeneous
if dpax = &pin, sO that it becomes a single scale fractal, and the corresponding D; spectrum is a line.
In particular, at s = 0 one recover the well-known box-counting dimension, since it gives:

Dy = lim M, 4)
-0 —logl
with s = Dy and I = 4. Here, N(I) is the number of boxes in the minimal cover. Ats = 1, D; gives
a description of how the morphology increases as | — 0, and thus is called the information dimension.
After applying L'Hopital’s rule, D; can be written as:

D — lim L1 Pilog pi
TN — log!

, (5)

which is related to Shannon’s entropy and measures how the information scales with 1/1. The higher the
values of fractal dimension D;, the more uniform the density. At s = 2, Equation (3) gives D, which is
called the two-point correlation dimension and is a measure of the correlation between pairs of points in each
box. It describes how the data are scattered, with higher values of D, corresponding to higher compactness.

2.2. Small-Angle Scattering

SAS technique is based on the interaction of an incident beam with the electrons in the
sample (for SAXS), respectively with the atomic nuclei (for SANS). Since neutrons interact with
the magnetic moments, they also provide important information about the sample material’s magnetic
properties. Therefore, SAS describes spatial density-density correlations in materials through a Fourier
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transform, leading to the determination of the differential elastic cross section do/d(). When this
quantity is normalized with regard to the irradiated volume V', it gives the scattering intensity [26]
I(g) = (1/V')do/dQ as a function of the momentum transfer § = 471A~1 sin §, where A is the incident
beam’s wavelength and 26 the scattering angle. Although in this low-resolution technique the phase
information is lost, a more detailed structural description can be obtained when it is complemented
by data obtained from other methods, such as protein crystallography [42], nuclear magnetic
resonance [43], or when numerical procedures are used to recover the phase, as in coherent SAXS [44].
Let us consider a volume V' irradiated by a beam of light, X-ray, or neutrons, which contains the
matrix, with a scattering length density (SLD) p,,, together with a large number of randomly oriented,
non-interacting multifractals, with uncorrelated positions. Denoting by pm the SLD of the fractals,
after subtracting the matrix density, we can consider a system of scattering units “frozen” in vacuum.
It has a scattering density of Ap = pm — pp, called the scattering contrast. Thus, denoting by 1 the
concentration of the fractals, the scattering intensity is given by [26]:

1(q) = n|8p2V2 (|F(9)1?), ®)

where V is each fractal’s volume, F(q) is the form factor:

F(q) = % /V e T gy, @)

obeying the boundary condition F(0) = 1. The symbol (- - - ) stands for ensemble averaging over all
orientations of the fractal, which, for an arbitrary two-dimensional function f, is defined as:

1 27
faxay)) =52 | fa.$)dg. (8)

For a mass fractal with fractal dimension Dy, total length L, composed of p basic units, each of
size I, separated by the distance d, so that I < d < L, the normalized form factor in Equation (7) can be
written as:

1, g<2n/L,
- (gL/27) " Pm,  2m/L < g <2m/h,
(IF™) (q)]?) ~ ©)
1/p, 2n/h SqgS2m/l,

(1/p) (gL/27)~*, 2m/1 < g,

where p is of the order of (L/ h)Dm. The four intervals in the definition of this piecewise function
delimit the main structural regions on a double logarithmic scale: the plateau at low g is the Guinier
region, the simple power-law decay is the fractal region, a second plateau, and finally the Porod region
represented by a power-law decay with scattering exponent -4, or respectively -3 for 2D structures.
Because we are dealing with a model for which the distances between the objects is of the same order
of magnitude as their size, so that d// ~ 1, the second plateau from Equation (9) will not be observed.
This shall be of no concern to us, since we are extracting structural information from the fractal region.

In calculating the SAS curves one makes use of the following properties of the form factor defined
in Equation (7):

e F(gq) — F(Bq) if the particle’s length is scaled as L — BL,

* F(q) — F(q)e ™% if the particle is translated by the vector r — r + a,

e F(q) = [ViFi(q) + ViiFi1(q)] / (Vi + Vi), if the particle can be decomposed as a union of two
non-overlapping subsets [ and I1.
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It is known that for a single-scale mass fractal consisting of k units (here disks will be used) at the
m-th iteration, each with a form factor Fy, the scattering intensity can be written as [30]:

1(9) = 10)3(q) (IFo(a) ) /K", (10)
where S(g) is the structure factor, defined by:

5(q) = (pqp—q) /K", (11)
and is related to the pddf p(r) through:

S(g) =1+ (k" — 1) /+°° drp(r)S04"

i - 12)

For single scale mass-fractals, the function p(r) appearing in Equation (12) is the probability
density of finding the distance r between the centers of two arbitrarily taken disks inside the fractal,
and is defined by the following expression [30]:

p(r) = km(kfl—l) rchfs(r —7p), (13)

where the symbol ¢ is the Dirac’s delta function, rjx = |r; — r¢| is the relative distance between the
centers of disk j and k, and C, are the number of distances separated by 7.

In a physical system, the scatterers have almost always a certain degree of polydispersity.
Thus, in order to take into account this effect we consider that their size obey a distribution function
Dn (1), defined in such a way that Dy (1)d! gives the probability of the size of the fractal to be found in
the interval (I,1 + dI). In particular, we consider a log-normal distribution of the type:

1 (log(l/y)+¢72/2)2

DN(Z) = W@‘i 202 ’ (14)

with relative variance oy = ({I2)p — ?)!/2/p, mean value y = (I)p, and variance o = (log(1 + Urz))l/z.
Therefore, by using Equations (6) and (14) one obtains the polydisperse form factor averaged over the
distribution function [26]:

1)/10) = [ (F(@)P) 450 DN, (15)

where Ay, is the corresponding area at mth iteration.

Thus, the scattering intensity given by Equation (15) leads to a simple power-law decay I(g) « g~ %,
where T = Dy, for mass fractals, and T = 2d — D for surface fractals. Recall that for mass fractals
embedded in a d-dimensional Euclidean space we have Ds = Dy, < d and D}, = d, while for surface
fractals Dy = Dp =dand d — 1 < Ds < d. Here, Dy is the fractal dimension of the set’s boundary, D,
is the set’s “mass” fractal dimension, and D, is the “pore” dimension of the surrounding matrix phase.
Therefore, an object is classified as a mass fractal with Dy, = T when the experimentally determined value

of T is smaller than d, while for d — 1 < T < d, it is a surface fractal with dimension Dy = 2d — T [45,46].
3. Results and Discussions

3.1. Construction of the Multifractal Model

In constructing the Vicsek-like [35] multifractal model one starts with a square of edge size [ in
which we inscribe a disk of radius o, with 0 < rg < lp/2 such as that their centers coincide (Figure 1).
This is called the zero-order iteration (i.e., m = 0), or the initiator. We choose a Cartesian system of
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coordinates with the origin coinciding with the center of the square and disk, and axes parallel with the
edges of the square. By replacing the initial disk with k; = 4 smaller disks of radii r; = Bs17 situated
in the corners of the square, and with ko = 1 disk of radius ro = Bsrg situated in the center, we obtain
the first iteration or generator (m = 1). Here, Bs1 and Bs, are the scaling factors. The positions of the
four corner disks are chosen in such a way that their centers are given by:

aj = 1_2&{:‘:10/ :l:l()}/ (16)

with all combinations of the signs and with j = 1,---,4. The second fractal iteration (m = 2) is
obtained by performing a similar operation on each of the k; + kp disks. For arbitrarily iterations m,
the total number of disks is:

Nu = (k1 + k)", (17)

In the high m iteration number limit one obtains the multifractal, whose fractal dimension is
given by [35]:

2
Y kph =1 (18)
i=1

Note that the fractal dimension for the well-known Vicsek fractal is recovered for Bs; = B2 = 1/3.

Figure 1 shows the first three iterations of the multifractal at various values of the scaling factors
Bs1 and Bgp. The different colors in Figure 1 represent the disks which arise at a given iteration number
m. Black color denotes the disks arising at m = 1, orange those at m = 2, while green is used for the
third iteration. The upper row from Figure 1 shows that for 8s; = 0.1 and Bs; = 0.8, denoted here
model M1, a more heterogeneous structure is obtained when compared with the model M2 from the
middle-row (i.e., for f5; = 0.2 and Bsp = 0.6) or with the model M3 in the lower-raw, constructed
using B¢ = 0.3 and B = 0.4. It can also be noted that for model M3 the structure consists of very
closely sized disks, and it resembles the single scale Vicsek fractal, as pointed out before.

Figure 1. Cont.
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m=1 m=2 m=3
Figure 1. (Color online) First three iterations of the two-scale multifractal models. Upper row: 85, = 0.1
and Bs, = 0.8 (Model M1). Note that for m = 3 the disks of radii 10,821 /2 = 0.0005 are too small to be
seen in the figure (at the given size). Middle row: B, = 0.2 and Bs, = 0.6 (Model M2). Lower row:
Bs;, = 0.3 and Bs, = 0.4 (Model M3). Black, orange and green colors denote the disks generated at
iterations m = 1, m = 2, and respectively at m = 3.

3.2. Dimension Spectra

The corresponding dimension spectra D;s for the three models M1, M2 and M3 are plotted using
Equation (2) and can be seen in Figure 2 for —10 < s < 10. The spectrum for model M1 (black curve)
clearly shows that Ds covers a broad range of values, with 0.15 < Ds < 1.85. This can be explained
by a high degree of heterogeneity, with the densest regions having the fractal dimension ~ 1.85,
while the most rarefied ones have dimension ~ 0.2. The spectrum for model M2 (red curve) covers
the much tighter range between 0.81 < D; < 1.55. But still, pronounced differences between regions
with high and low densities are easily observed. The spectrum of model M3 (green curve) is almost
a horizontal line, as expected, since the two scaling factors have close values, thus leading to an almost
homogeneous fractal structure, with a fractal dimension of Ds ~ 1.42. The vertical blue dotted line
indicates the s = 0 axis. The box-counting dimensions of the three models can be determined using
the intersection of the fractal dimension spectrum with this axis, so that: Dy ~ 1.22 (for model M1),
Dy ~ 1.31 (for model M2) and Dy =~ 1.42 (for model M3).
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Figure 2. (Color online) Dimension spectra Ds for the three multifractal models: M1 (black),
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M2 (red), M3 (green). The intersection of the vertical line with each horizontal (dashed) line gives the
box-counting dimension Dj.
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3.3. Pair Distance Distribution Function

Figure 3 shows the real space characteristics for the same models M1, M2 and M3, at fractal
iteration number m = 4 using the pddf function defined in Equation (13). The coefficients C, are
calculated numerically using simple combinatorial analysis. The general feature is the presence of
distance-groups on a double logarithmic scale.

For Bs; = 0.1 and B, = 0.8 the periodicity is clearly visible (Figure 3a), the main groups being
separated by gapsatr/ly =~ 4.5 x 1073,4.5 x 102 and respectively at 4.5 x 10~!, indicating the absence
of the corresponding distances inside the fractal. The position of these groups is well described as
having the periodicity log;, (1/Bs1), and thus, they are related to the scaling factor ;. Inside each
main group, other less pronounced smaller gaps can be noticed, which can be described as having
a periodicity related to Bg;.

For models M2 and M3, when the scaling factors are relatively closer to each other, the gaps
between main groups are less pronounced but still some periodicity can be seen (Figure 3b,c). However,
the gaps within a single group are significantly smeared out (especially for model M3) and thus
determining the scaling factor B in these cases cannot be done with sufficient accuracy. This can
be explained by the fact that when the scaling factors have close values, the position of the gaps
corresponding to a scaling factor start to “interfere” with the positions of those corresponding to the
other one. This leads to a more homogeneous structure, also reflected by the almost constant line in
the dimension spectra of model M3 (the green curve from Figure 2).

3.4. Small-Angle Scattering Form Factor

In the proposed model, the positions of the four disks with scaling factor 85 can be described by:
G1(q) = cos (qxlo (1 — Bs1/2)) cos (gylo (1 — Bs1/2)) while the position of the disk with scaling factor
Bs2 is given by Gy(q) = 1. The total number of particles at m-th iteration is given by Equation (17),
with k; = 4 and k, = 1, while the total surface area is (k1 ,Bgl + kzﬁsz)m. Thus, at m = 1, the fractal
consists of kj disks of radius r; = Bs17p and one disk of radius r, = Bgrg, with rg = Iy/2. Therefore,
the form factor is given by:

_ kB Gi(a)Fo(Ba1q) + kPG (q) Fo(B2q)

F
1(4) klﬁé + k25§2

, (19)
where Fy(q) = 2]1(g)/q is the form factor of the disk, and J;(g) is the Bessel function of the first kind.

At m = 2, while repeating the same procedure for each disk, one obtains k, disks of radius p2,ro,
k1 disks of radii Bs1 Bs20, k% disks of radii ‘Bino, k1 and so on. Thus, at an arbitrarily iteration m, we can
write the corresponding form factor in terms of a recurrence relation of the form [32]:

_ k182 G1(q) Fu—1(Bs19) + k2s2G2(q) Fu—1(B%4)

F . (20)
m(q) B
Thus, at arbitrary m, the scattering intensity (Equation (10)) can be written as:
In(@)/1n(0) = (|Fu(a)2), @D

Figure 4 shows the corresponding monodisperse (black curves) and polydisperse (red curves)
scattering intensity for the multifractal models M1, M2 and M3. For calculating the polydispersity we
used the log-normal distribution function given by Equation (14) with the relative variance oy = 0.2.
One observes the presence of three main regions in each case. At gqly ~ 7w we have a Guinier region
with I(q) « ¢°. At 7t < gly < 27/ Bl we have a mass fractal region with I(g) « g~20, where Dy
is the box counting dimension of the multifractal, whose value coincides with that obtained from
the dimension spectra (see Figure 2) and from Equation (18). At 27t/B 2 qly we are beyond the
mass-fractal region, reaching the Porod regime with I(g) o q~3. Here, the main region of interest is the
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mass fractal one, since the exponent of the scattering intensity can be related to the multifractal spectra
given in Figure 2.
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Figure 3. (Color online) The coefficients C, (orange dots) in Equation (13) for the pair distribution
function of the considered multifractal models at m = 4. (a) Model M1; (b) Model M2; (¢) Model M3.
For a better visualization of pddf grouping the vertical line (blue) for each distance is shown.
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Figure 4. (Color online) Scattering form factor (Equation (21)) for monodisperse (black) and polydisperse
(red) multifractal models at m = 4. (a) Model M1; (b) Model M2; (c¢) Model M3. Vertical lines indicate
the lower and upper edges of mass fractal region.
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These results show that, for the suggested model, the length of mass-fractal regions depends on
the scaling factor g2, since Bs» > Bg1. The scattering from the three models M1, M2 and M3 illustrate
three important cases. First, for the case of model M1, since ¢, = 0.8 is much larger than B5; = 0.1,
and they are related through 851 = (1 — Bs2) /2, the upper edge of the mass fractal region is very
close to its lower edge, so that no oscillations can be observed in this region (Figure 4a). However,
when B, is of comparable size with B3, the length of the mass fractal region is enough large, so that
a log-periodicity with the period log (1/Bs1) can be observed (Figure 4a,b). In order to provide a better
view of the log-periodicity, we show in Figure 5 the quantity 1(q)g™ vs. g. This also clearly shows
the increasing complexity of the scattering curves in the fractal region, which arise due to mixing of
structures of various sizes, corresponding to repeated subdivisions of the fractal with scaling factors
Bs1 and Bgp. In addition, for models M1 and M2 one can see that the number of most pronounced
minima in the fractal region coincide with the fractal iteration number.

Note that in all cases, the corresponding polydisperse form factor smears the monodisperse
curve. The degree to which the polydisperse curve is smeared-out depends on the value of the relative
variance oy in the size distribution (Equation (14)): the higher the value of o, the more smooth the
scattering curve. Therefore, as Figures 4 and 5 show, the periodicity and the number of fractal iteration
can be recovered when the values of the relative variance are not very high.

For models M2 and M3, the relationships between the log-periodicity and the scaling factors are
not so obvious as for model M1, due to superposition of maxima and minima arising from the ‘mixing’
of various structures of comparable sizes and of distances between them. This behavior is similar to
the one observed in pddf, where separation of distance-groups is clearly visible only for model M1.
Note that for 3D structures, the number of distances of a given value, is much higher than for the 2D
model developed here, and thus, more pronounced minima and maxima shall be observed the SAS
intensity for both the M2 and M3 models, along with more pronounced gaps in pddf.
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Figure 5. (Color online) The quantity I(q)¢"°, where Dy is the box-counting fractal dimension for
monodisperse (black) and polydisperse (red) multifractal models at m = 4. (a) Model M1; (b) Model
M2; (c) Model M3. Vertical lines indicate the lower and upper edges of the mass fractal region.
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Therefore, a combined structural investigation involving SAXS/SANS experimental data, as well
as an image analysis of multifractals, can be used to exploit the advantages provided by both reciprocal
and real space. While for real space analysis the phase is not lost and thus the structure can be directly
obtained, in the case of a reciprocal space analysis, the information is obtained from a macroscopic,
statistically significant volume.

4. Conclusions

We developed a multifractal model that generalizes the well-known two-dimensional Vicsek
fractal, with disks as basic units. The model is characterized by the presence of two-scaling factors ¢
and s controlling the multifractal spectra and implicitly the box counting dimension Dy, in the range
from 0 to 2.

Changes in the fractal heterogeneity are assessed using pddf and SAS intensity for several
representative values of the scaling factors. The relative degree of heterogeneity is confirmed using the
dimension spectra. However, depending on the relative values of the scaling factors, the changes can be
more clearly visible in a particular space, that is, reciprocal or real. Thus, in order to extract additional
structural information we identify three major situations, each one with its particular approach:

o If By << Bg2, the system is highly heterogeneous and structural parameters are more clearly
visible in pddf (see Figure 3a), since the mass fractal region of the scattering intensity is very short
Figure 4a). The scaling factor B is extracted from the periodicity of large groups of distances,
while ¢, can be extracted in a relatively good approximation, from the periodicity of smaller
groups found inside larger ones. The number of fractal iterations coincide with the number of
large distinct groups in pddf.

e If B < Bsp, separation of pddf in distinct groups of distance is not very clear since the
values of distances arising from each of the scaling factors begin to mix with each other
(see Figure 3b,c), and thus extracting exact values of the scaling factors can become a very difficult
task. However, in the reciprocal space, the corresponding mass fractal region of scattering intensity
is characterized by a succession of maxima and minima on a power-law decay (generalized
power-law decay) and the value of the largest scaling factor can be clearly estimated from the
periodicity of minima. In addition, the fractal dimension can be obtained from the scattering
exponent of this power-law decay while the fractal iteration number can be obtained from the

number of the minima.
e If Bs1 = Bs2, the system reduces to a single scale fractal. Structural properties of such systems

have been studied elsewhere (see Reference [30]).

Since multifractal spectra can be obtained by analyzing the images captured using various
techniques, such as atomic force microscopy, scanning/transmission electron microscopy, computed
tomography etc., a combined analysis of multifractal spectra together with SAS data can provide
a route towards a more detailed structural analysis of multifractal structures at nano/micro-scales by
exploiting the advantages provided by both real and reciprocal space analysis.
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Abstract: Small-angle scattering (SAS; X-rays, neutrons, light) is being increasingly used to better
understand the structure of fractal-based materials and to describe their interaction at nano- and
micro-scales. To this aim, several minimalist yet specific theoretical models which exploit the fractal
symmetry have been developed to extract additional information from SAS data. Although this problem
can be solved exactly for many particular fractal structures, due to the intrinsic limitations of the SAS
method, the inverse scattering problem, i.e., determination of the fractal structure from the intensity
curve, is ill-posed. However, fractals can be divided into various classes, not necessarily disjointed,
with the most common being random, deterministic, mass, surface, pore, fat and multifractals.
Each class has its own imprint on the scattering intensity, and although one cannot uniquely identify
the structure of a fractal based solely on SAS data, one can differentiate between various classes to
which they belong. This has important practical applications in correlating their structural properties
with physical ones. The article reviews SAS from several fractal models with an emphasis on
describing which information can be extracted from each class, and how this can be performed
experimentally. To illustrate this procedure and to validate the theoretical models, numerical
simulations based on Monte Carlo methods are performed.

Keywords: small-angle scattering; fractals; structural properties; Monte Carlo simulations; form
factor; structure factor

1. Introduction

Small-angle scattering (SAS; X-rays, neutrons, light) is a widely used innovative technique for an
efficient characterization of the structure of disordered materials at nano- and micro-scales [1,2]. With the
recent advances of its derivative techniques, i.e., grazing-incidence [3], anomalous [4], scanning [5] or
magnetic [6] SAS, the range of applications has been greatly extended. This includes now a much
larger class of hierarchical materials, i.e., materials in which the structural elements themselves have a
structure, such as biological macromolecules [1,7-9], polymers [10-13], composites [14-17] or cellular
solids [18-20].

It is well-known that in fractal-based materials, the structural hierarchy and the geometric symmetry
within a single structure play an important role in determining their bulk and surface properties.
Common applications of such materials include enhancing: the lithium storage performance of CuO
nanomaterials with surface fractal characteristics [21], the rheological behavior of fractal-like aggregates
in polymer nanocomposites [22], the compatibility and interfacial reactivity of high-performance
layered silicate/epoxy nanocomposites [23], the tensile modulus and strength in carbon nanotube
fibers with mesoporous crystalline structure [24] or the electrocatalytic activity, durability and stability in
Sierpinski gasket-like Pt-Ag octahedral alloy nanocrystals [25]. In addition, the fractal structure [26], also
gives rise to quantum effects in various materials such as in plasmonic structures with sub-nanometer
gaps [27] or in organometal halide perovskite nanoplatelets [28]. This dependence of the quantum
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effects and bulk properties on the fractal structure, can be attributed to the interplay between regular
and chaotic dynamics of particles, confined in fractal-like regions. This interplay in classical and
quantum systems leads to the emergence of dynamical symmetries, and are related to the existence of
conserved quantities of the dynamics and integrability under certain conditions [29].

Therefore, understanding the influence of the fractal structure on physical properties and their
evolution, can guide the preparation of advanced materials tailored for specific applications. Within this
context, development of theoretical models for SAS data analysis and interpretation form the first steps
in elucidating the structure-bulk properties relationship. However, the evolution of their properties,
is usually determined by complex quantum mechanical models.

In SAS analysis, one of the key issues is the development of models that allow extracting the
most important structural parameters from a given set of SAS measurements. Due to technological
limitations, until several years ago almost all measurements were performed on random fractals, i.e.,
on structures where only statistical properties remain invariant at various magnifications, such as
clusters generated by diffusion-limited aggregation (DLA). Thus, parameter-extraction procedures
concerned obtaining only the fractal dimensions Ds, Dy, or Dy, (see below), and the inner and outer
fractal cutoffs [, and respectively ¢ [30-36]. While the fractal dimension is related to the self-similarity
property under scale transformations [26], the two cutoffs set the range in which this self-similarity can
be observed. For physical samples, the inner cutoff is defined by the size of the building blocks that
make up the fractal (typically atoms or molecules). The outer cutoff is defined by the largest distance
separating two points inside the fractal.

The fractal dimension is captured in the modeling process by writing the scattering intensity,
such as [37]:

1(g) qufz(Dm+DP)+2d. 1)

This is a simple power-law decay on a double logarithmic scale within a given g-range limited by
reciprocal fractal outer and inner cutoffs .., and respectively gic, i.e., when goc < g < gjc. It is also
known in the literature as the fractal region. Here, g is the module of the scattering vector, Ds, Dy
and Dy, are the surface, mass and respectively the pore fractal dimensions, and d is the Euclidean
dimension of the space in which the fractal is embedded. In the case of surface fractalsd — 1 < Ds < d,
D = Dp = d and the scattering intensity reduces to I(q) « qPs~24 [38]. For mass fractals 0 < Dy, < d,
Dm = Ds and Dp = d, and I(q) o q_Dm [39], while for pore fractals D, = Ds and Dy, = d, and thus
I(g) o q~Pr [40]. Therefore, by using Equation (1) one can obtain the fractal dimension from the slope
(7) of the experimental scattering curve. Moreover, one can differentiate between mass and surface
fractals, i.e., if the measured slope is T < d then the sample is a mass fractal, whileif d < T <d +1,
the sample is a surface fractal.

To obtain the outer fractal cutoff ¢, Equation (1) is extended by adding a properly weighted
exponential term which gives rise to a region (also known as Guinier region) where I(g) « ¢°
at g < goc. Then, the position of the transition point g, gives an estimation of fractal radius of
gyration, which in turn is a measure of its outer cutoff [41,42]. The inner fractal cutoff [ is obtained
by addition of a second exponential term and of a power-law decay at ¢ > gic. Then, the position
of gjc is related to the radius of gyration of the smallest building block composing the fractal [41,42].
Moreover, by considering a succession of power-law decays interleaved with Guinier regions, one
can describe hierarchically structured systems. This succession forms the basis of Beaucage [43,44]
and Guinier—Porod [45] models, which are widely used as empirical models to analyze SAS data
from random fractal and particulate systems, such as those occurring in some amphiphilic triblock
polyelectrolytes [46], rocks [47], fertilizers encapsulated by starch-based superabsorbent polymers [48],
silica-filled silicone rubber [49], aerosol nanoparticles [50] or micro/nano-sized TATB crystallites [51].

However, recent advances in materials science and nanotechnology allows fabrication of deterministic
fractal materials with predefined structures, i.e., structures where an intrinsic pattern repeats itself
exactly under scaling, such as: Sierpinski triangular [52-54], supramolecular [25,55], octahedral [56]
or Cantor fractals [57]. In addition, theoretical developments in SAS from deterministic fractals
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have shown that the corresponding intensity curves are characterized by a much more complex
behavior, as compared to scattering from random fractals. The main difference is that in the former
case, the simple power-law decay is replaced by a generalized power-law decay, where maxima and
minima superimposed on a monotonically decreasing curve [58-60]. Also, the complexity of the
patterns formed by these maxima and minima increases with the magnitude of the scattering vector 4.
Generally, both features arise as an effect of two competing symmetries present in a deterministic
fractal. First, there is dilation invariance symmetry, which is responsible for the power-law decay.
Second, there is geometric symmetry, which is the source of maxima splitting as g increases. These two
symmetry-effects are the defining characteristics of SAS from deterministic fractals, and are generally
used to differentiate them from random fractals [58].

Although separating these effects from SAS intensity is not an easy task, some general guidelines
for extracting additional structural parameters have been provided for various types of deterministic
fractals. In the case of SAS from deterministic mass fractals one can extract [58]:

e  The fractal dimension Dy, from the generalized power-law decay:

*  The fractal scaling factor s, from the period of the scattering curve on a double logarithmic scale,

*  The number of fractal iterations m, equal to the number of the main minima,

¢  The inner and outer fractal cutoffs from the beginning and the end of periodicity region, i.e., from
fractal regime,

e The total number of basic objects k;, composing the fractal, from the relation k,, = (1/ ﬁs)mD ™.

For mass fractals, the log-periodicity of the scattering curve arises from the self-similarity of
distances between the basic objects composing the fractal. In the case of deterministic surface fractals
one can extract basically the same information [60]. However, the nature of log-periodicity in the
fractal region is different, and arises from the self-similarity of sizes of the basic objects. In the case of
deterministic fat fractals, i.e., fractals in which the scaling factor is not constant, but it increases after a
given number of iterations, it was shown that one can obtain the fractal dimensions and scaling factors
at each scale [59,61]. In the case of deterministic multifractals with two scaling factors, i.e., fractals
with various scaling factors at the same scale, it was shown that under certain conditions, one can also
obtain both scaling factors from SAS curves [62].

In this survey are presented and discussed the latest theoretical advances useful for differentiating
between random, deterministic mass, surface, fat and multifractals, from SAS data. Detailed “receipts”
are provided that show how to extract the structural parameters about each fractal type. They are
subsequently applied to numerical data generated from Monte Carlo methods. To this aim, the pair-
distance distribution function (pddf), the form and structure factors are calculated. The importance of
preparing samples with a high degree of monodispersity for a clear and unambiguous description of
experimental SAS data, is highlighted by studying the influence on the scattering curve of a log-normal
distribution of the fractal size.

The paper is structured as follows. Section 2 presents the theoretical background required for a
proper understanding of the results discussed thereafter. Here, the main properties of fractals, of SAS
technique and Monte Carlo simulations relevant to SAS from fractals are described. In Section 3 are
introduced the main types of fractals together with representative models. Analytic expressions of
the form and structure factors are derived and compared with results from Monte Carlo simulations.
The main conclusions and prospects for future theoretical developments are summarized in Section 4.

2. Theoretical Background

2.1. Fractals

Mathematically, characterization of fractals requires a rigorous definition of the fractal (Hausdorff)
dimension [63]. This which involves abstract concepts from measures theory [64]. For this purpose,
let us consider S a subset of the n-dimensional Euclidean space, and that the set {C;} is a cover of S
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with ¢; = diam (C;) <'s, with s € S. The Hausdorff measure m*® (S) of the set S is defined by taking the
infimum over all possible coverings, i.e.:

m* (S) = lig(l)inf{ci}Zc?‘, with a € RT. 2)
1

Then, the fractal dimension D of the set S is defined by:
D =inf{a: m" (S) =0} = sup{a : m* (S) = 4o0}. 3)

This corresponds to the value of a for which the Hausdorff measure changes from zero to infinity.
When « = D, m* (S) can take arbitrarily values within this range.

However, in practice is very difficult to apply Equation (3) for determination of the fractal
dimension, and therefore one must resort to other methods. A common approach is to determine the
variation of the fractal measure M, such as mass, area, volume, or any scalar quantity attached to the
fractal support, within a sphere of dimension n and radius r centered on the fractal. For this purpose,
we can write [65]:

M(r) = A(r)r?, 4)

where lim;_,, log A (r) / logr — 0. This is known in the literature as the mass-radius relation [65].
Let us consider a fractal of size L composed of balls of size a. Then, the number of balls enclosed
by the imaginary sphere of radius r with a ball in the center, is given by [65]:

N (r) « (r/a)P P, (5)

with ! < r < L. If the fractal is a line then D = 1, if it is a smooth surface, D = 2, while if the fractal is a
regular Euclidean three-dimensional object, then D = 3. For D < 1, the structure reduces to a set of
disconnected points.

In the case of fractals with a scaling factor s, one can use the property that at first iteration the
fractal consists of k copies of itself, each of size BsL, and write that [65]:

M (L) = kM (sL). (6)
Then, by using Equation (4), one obtains:

kBs™ =1, )

which can be used to obtain the fractal dimension D. In the case of fractals with multiple scaling factors
Bsi and k; copies withi =1, - - -, n, the above equation can be extended to [65]:

Y. kigln = 1. ®
i=1

For surface fractals one can write a similar relationship as in Equation (5), and write as [66]:
S(r) = Sor* ™, ©)

where S(r) represents the area between the boundary of the (rough) surface and the envelope of all
spheres of radius r centered on the boundary. Here, Sy is a constant, which is the surface area itself for
a smooth surface, i.e., when Ds = 2. Analogous relations as those given by Equation (7) can be written
for surface fractals also. For three-dimensional fractals, when D — 3 the surface is so folded that it
almost fulfills all the available space, while when D — 2, the surface is almost completely smooth.
The fractal dimensions obtained above are equivalent with the box-counting dimension described in
Ref. [26]. This is the single dimension which characterize fractals with a single scaling factor. However,
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for fractals with multiple scaling factors, a more detailed description of their structure requires
determination of additional fractal dimensions. This is achieved by making use of the multifractal
formalism [67,68], and in particular of the moment method [69]. Although other methods have been
developed for determination of the dimension spectra, the moment method is widely used for its
general applicability, including image analysis.

Within this method, one considers an object S covered by a grid of boxes B;(I) of size I. Let us
suppose that the measure determined by the probability of hitting the object in the box B; is u(B).
Therefore, the number of covered boxes N at resolution [ is N o« 1/2, and the corresponding “partition
function” Z; can be written as [70]:

N
Z,() =Y pl). (10)
i=1

Here, i denotes each individual box, and p; = p(B) with YN, p; = 1, are the hitting probabilities.
Then, the generalized dimension spectrum is given by [70]:

1 In Z, (1)

D, = li . 11
q 1—511—% —Inl! (11)

The function Z; has a power-law behavior when I — 0 and N — oo, so that Z; o 1P2(0=1) Thus:

D, = lim 1 WYY pl(l)

01—¢q —Inl (12)

where the ratio p; = N;(I)/ N gives the relative weight of the i-th box.

One of the main property of Dy is that is a monotonically decreasing function, with horizontal
asymptotes at &max = limg—, oo Dg and apin = limg—;e Dy. Therefore, one can describe the scaling
properties of the most rarefied, and respectively of the most dense regions in the fractal in terms of
Amax and amin, i.e., the object is heterogeneous (multifractal) if &max # &min, and homogeneous (simple
fractal) otherwise. Also, the box-counting dimension is recovered, at ¢ = 0, and is given by [65]:

log N(I
Do = lim 28N (13)
-0 —logl
where N(I) is the number of boxes in the minimal cover. At g = 1, one obtains D7 which is called the
information, i.e.:
N
N p.log p;
D]_ = lim lel pl Og pl

-0 —logl ' (14)

and describes how the morphology increases as I — 0, i.e., the lower the values of Dy, the less uniform
the density. For ¢ = 2, Equation (12) gives the two-point correlation dimension D, and measures the

correlation between pairs of points in each box. The higher the values of D, the more compact the
fractal. As we shall see later, we can extract only the dimension Dy from SAS data.

2.2. Small-Angle Scattering

In SAS, a beam of particles (usually X-ray or neutrons) hit a sample, after which they are scattered
elastically at various angles 6, as shown in Figure 1 [71]. While X-rays are scattered by the electron
cloud, neutrons are scattered by nuclei or by the magnetic moments associated with unpaired electron
spins in magnetic materials. The structure of the sample is to be determined from the distribution of
scattered beam around the beam-stop.
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2.2.1. General Background

Basically, one can describe a SAS process by considering that the beam propagates with the
wave vector k = (271/A) k along an axis which coincides with the axis of the collimator with beam
opening Ar. Here, A is the wavelength. The role of the collimator is to select a monochromatic and well
collimated beam, such that it provides a sharp energy spectrum, concentrated at a unique eigenvalue.
A detector, placed at a large distance from the sample, records the number of particles passing through
a small opening dQ) (Figure 1). Let us consider that its position is given by the vector r = (x,y,z),
which is oriented along the direction #, and at an angle (6, ¢) with respect to the direction of the
incident beam. As such, the structure of the scattering particles can be described in terms of the wave
vector k. To this aim, one introduces the scattering vector g defined by [71]:

g=k —k, (15)

where |k'| = |k| = k. Thus, the magnitude of the scattering vector is given by:

g = \/kz—i-k/z—Zkk’cosG: \/2k% (1 — cos ). (16)

Since cosf = 1 — 2sin® /2, and k = 271/ A, the previous equation becomes:

q= 4—sinf. (17)

Detectaf

kl
Radiation
source scattered
beam
incident
beam
' >
k VA
Collimator y Sample

Figure 1. Overall configuration of a SAS experiment. First, a beam of particles is emitted from a
radiation source, and a small fraction pass through the collimator. Then, they hit the sample, and the
scattered particles around the beam-stop are recorded. The quantities k and k" denote the incident and,
respectively the scattered wave vectors, (2 is the solid angle, and # is the unit vector along the beam
scattered at angles ¢ and 6 [72].

Let us consider that an incident beam of neutrons or X-rays is scattered by a sample of volume V'
containing a macroscopic number of objects with scattering lengths b;. After such an event, the scattering
amplitude can be written as [71]:

Alg)= [, pslrje 7, (18)
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where ps(r) = Y;bjo(r —r;) is the scattering length density (SLD), r; are the microscopic objects
positions and ¢ is the Dirac’s § function. In SAS, multiple scattering is neglected, and the scattering
intensity 1(g), i.e., the differential scattering cross section per unit volume, is expressed as the product
between the scattering amplitude and its complex conjugate, i.e. [71]:

1 do 1

I(q) = vao - 7|A(q)|2. (19)

Since the positions r;, and thus SLD, are fixed in time, Equation (19) can be written as [73]:

I(q) = Vi [ rmeiarady, (20)

where T’ (r) is given by:
Ty(r) = /V 0 +r)dr, 21)

and represents the autocorrelation function of the deviations 7 (r) of SLD ps(r) from its mean value
(ps), i.e., (r) = ps(r) — (ps). Then, the normalized correlation function () is defined as [74]:

with v(0) =1, (22)
and where the normalization constant I'; (0) is given by:
_ ! ’ 3 !/ _ !/ 2
1",7(0):/‘/,17(1')17(0+r)dr =V <17 >, (23)

Here, (%) is the mean square fluctuation of the density fluctuations about its mean value throughout
the sample. Therefore, Equation (20) takes the form:

1(q) = (%) /V y(r)e 17 (24)

The function y(r) — 0 as r increases, there are no correlations between fluctuations of 7 () and
1 (r +r)at large r, and the integration over the volume V' can be replaced by an integration over an
infinite region. Also, y(r) # 0 only for small values of r, and the properties of v (r) depend only on the
magnitude of r. Therefore, the intensity in Equation (24) becomes:

1(q) = 47 (n?) /:O ry(r) Sizfrdr, (25)

where the property (¢e~"7") = sin(qr)/(qr) has been used (see also Equation (29) below). The function
7(r) depends also on the system’s geometry and gives the probability to find a volume element v;
within the system, at a distance r from another volume element v;.

2.2.2. Two-Phase Fractal Systems

We consider here mainly two-phase system, in which particles, i.e., fractals with scattering length
density (SLD) p;, are “frozen” in an embedding matrix with “pore” SLD p,,. Therefore, by subtracting
the “pore” density we can consider the system as if the fractals were “frozen” in a vacuum and had the
density Ap = pi — pp. This procedure can be performed since a constant shift of Ap is important only
when g — 0, and which is beyond the instrumental g-range. Then, for practical applications the total
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scattering amplitude is represented as a sum amplitude of rigid fractals. Thus, the scattering intensity
can be written in a general form as [71]:

I(q) = n|Ap|*V2P(9)S(q), (26)

where 7 is the particle concentration and V is the volume of each fractal. The quantity P(q) describes
the spatial distribution of the scattering lengths of fractal’s atoms, and is defined by [71]:

P = (IF@P) = (15, [, e ark), @)

where F(q) is the fractal form factor (see next subsection). The structure factor can be written as [71]:
S(g) =1+ 47'm/ [¢(r) —1] rzsmq(jr)dr, (28)
0

and contains information about the spatial arrangements of the fractals.

The quantity (- - - ) in Equation (27) denotes an ensemble averaging over all possible orientations
of the fractals. Thus, if the probability of any orientation is the same, in 3D it can be calculated
according to [71]:

1 T 27
(f(ax00,9:)) = 3 [ dosine [~ dof(a,0,9), (29)

where gy = qcos ¢sinb, g, = gsin¢sin® and g, = gcos 0, and f is an arbitrarily function. In 2D we
can write a similar expression:

Faea)) == [ fa.0)d9, 30)

2o
where gy = gcos ¢ and g, = gsin ¢.
2.2.3. Form Factor

By following a similar procedure as the one used in obtaining Equation (25), one can write the average
of the squared form factor in terms of the pair-distance distribution function p(r) = r?v(r) [71], as:

sin gr

qr

P(q) =4n /Ooo p(r) dr. (31)
Here, y(r) represents the correlation function of the fractal. Then, the function p(r) is related to the
number of lines with lengths between r and r + dr joining distinct volume elements inside the fractal.
It has the properties that p(r) = 0 at r = 0 and when r > D, where D is the maximum distance in
the particle. Therefore, for homogeneous fractals as discussed here, p(r) represents a histogram of
distances. However, due to the averaging, it does not contain any information about the orientations
of these lines. The sine term in the last equation can be approximated by a Taylor series expansion:

cosa sina cos a

sin (gr) ~ sina +

Since SAS data are recorded near the beam-stop, i.e., close to the zero angle, we can set 2 = 0 in
Equation (32). Therefore, we have:

sin (g7) & g7 — 5 (17)° = 1 (@) + (33)
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Also, since g is very small, in a good approximation we can keep only the first two terms in the last
equation, and thus Equation (31) becomes [71]:
© 1 1
Pl) = [ p(r)- (ar = gi(an? =+ Jar

0 qr

247T/Ooop( )dr—4n§l /mp(r)(qr)zdr+...

:4%/(;oop(r)d 471—‘[0 p(r)d / p(r)r?dr+ - -

3 fp p(r)d
o0 21 57 p(r)r2dr
~ar [ p(rdr (1- 108 .
g (1 G RIO )
R2
:P(0)<1—q23g+~~>, (34)
where we have the intensity at zero angle given by:
P(0) = 4n/ p(r)dr, (35)
0
and the radius of gyration:
2d
R2 — fo r (36)

8
2 fo
As it will be seen further, some properties are discussed in terms of the scattering curve while others

in terms of pddf. Generally, the symmetry of a particle is better represented in the reciprocal space,
while the shape and structure are better understood in real space.

2.2.4. Structure Factor

Experimentally, the form factor appearing in Equation (27) can be measured for samples with very
small concentrations of scattering particles, i.e., when the distance between them is much larger than
their sizes. This is because the interference between fractals can be neglected, and the measured data
contains information only about the shape and size of particles. However, at high fractal concentrations
(typically above 5%), the interference effects can no longer be ignored, and they are described by
a structure factor (Equation (28)). Since we deal here only with systems in which the particles are
“frozen” in a matrix, the structure factor 5(q) is completely defined by their positions.

Please note that throughout the paper one considers a system of randomly oriented fractals whose
positions are uncorrelated. This implies small concentrations, and thus the correlations between fractals
are ignored. However, within a single fractal, the correlations between the basic objects cannot be
ignored, and thus the structure factor S(gq) is used to describe correlations inside a fractal. Therefore,
we shall be concerned mainly with the relative positions of the objects forming the fractal, since they
are intimately connected with the fractal properties observed in the SAS intensity. Figure 2 illustrates
graphically the above observations and explains the basic terms used to study the scattering properties
from fractal-based samples. Please note that more generally, S(g) may depend also on the interaction
potential between particles, and thus it can deliver information about thermodynamic properties such
as the osmotic pressure and compressibility.
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Figure 2. (Color online) Schematic representation of the sample’s structure investigated in this work.
The irradiated macroscopic volume V' (gray region) consists from a matrix with SLD pp in which are
dispersed fractals with SLD p,, overall size ¢, and size of the basic objects 2ry. The orientations and
positions of the fractals are uncorrelated. Their number is enough large such that an observable signal
is recorded at detector, and enough small such that the distances between fractals are larger than their
overall size ¢.

2.2.5. Polydispersity

In physical systems, the fractals usually have different sizes. We consider here that all fractals
have the same shape while their size are distributed according to a distribution function Dy () defined
such that Dy (1)dl gives the probability of finding an object whose size falls within (I, + dI). Without
losing generality, throughout this paper it will be used the log-normal distribution function:

1 B (ln(1/10)+¢72/2)2
NO = gt T 67)
where ¢ = (In(1+ 02))2 is the variance and Iy = (I)j is the mean value of the length, o =
((1?) D— 15)1/2 /1y is the relative variance, and (---)p = fo 1)dl. Therefore, by averaging

Equation (27) over the distribution function (37) one obtains [71]

Pg) = nlool [~ (IF@)R) vEO)Dx (), (38)

where V(1) is the fractal volume. Analytic expressions for the form factor of each type of deterministic
fractals shall be provided thereafter in their corresponding section. In the limit of strong polydispersity,
i.e.,, when o; > 1, the maxima and minima present in the scattering intensity of a deterministic fractal
are completely smoothed and thus the intensities form random fractals can be modeled by using
deterministic fractals with a high degree of size polydispersity.

Other important properties which will be used in calculating the SAS intensity are:

F(q) — F(Bsq) when the length is scaled as L — BsL,

F(q) — F(q)e ""* when the particle is translated ¥ — r + a,

F(q) = [ViFi(q) + ViiFi1(q)] / (Vi + V1), when the particle consists of two non-overlapping

subsets I and I1.

Certainly, for 2D models, all the volumes shall be replaced by the corresponding areas.

2.3. Monte Carlo Simulations

A Monte Carlo-based algorithm similar to the one described in Ref. [75] is used to generate the pddf
p(r). To this aim, the area occupied by a given fractal is filled with a large number of randomly generated
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points pairs (i, j), and all the distances |r; — r;| between them are collected into a histogram with about
M =250 boxes. Such a histogram gives directly the function pddf: p(r) = C~1 Yij) lri—1l¢ ~1M. Here,
the coefficient C ensures that the form factor is normalized such that P(0) = 1. Then, for arbitrarily
values of the scattering vector g, the form factor is calculated by performing numerically the Fourier
transform in Equation (31). The simulated scattering curves are used to validate the analytic expressions
for the form factors.

Figure 3 illustrates the results of the above steps for a simple example of a disk of radius a. At the
first step, the square which circumscribe the disk is approximated by a set of random points (upper left
part). Those found inside the disk are kept (blue points) and the others (gray points) are eliminated.
The upper-right part of the same figure shows the corresponding pddf, while the lower part shows the
corresponding scattering intensity obtained from Equation (31) (red curve). For comparison, the same
figure shows the analytic curve (black) of an infinite thin circular disk of the same size, and with a
known expression of the form factor given by [76]:

_ 2]1 (qtl), (39)

Fyisk (qa) ™

where J; (+) is the Bessel function of the first kind and the first order.

The results show an excellent agreement between the two curves in almost the whole g-range.
However, small deviations begin to arise at large values of g4 (2 40) and are due to the intrinsic
property of Monte Carlo method to approximate the disk by a finite collection of random points.
The approximation can be improved by increasing the number of scattering points.
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Figure 3. (Color online) Upper left: Approximating a disk of radius a with a set of randomly distributed
points (blue). Upper-right: the corresponding pddf p(r). Lower part: A comparison between the
analytic expression (black curve) and Monte Carlo simulations (red curve) of SAS intensities.
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3. Small-Angle Scattering from Fractals

In this section, analytic forms of scattering intensity shall be derived for various types of fractals,
by providing and deriving explicit expressions for the form, and respectively the structure factor
appearing in Equation (26). For simplicity, the fractals considered here consist either from disks or
from balls, but any other geometric form can be used. While in the former case the form factor is given
by Equation (39), in the later one, the form factor of a ball of radius a can be written as [71]:

3 (singa — qa cos qa)
(qa)’

Foan (qa) = (40)

3.1. Random Mass Fractals

To derive the scattering structure factor of a mass fractal, let us choose first an imaginary sphere
centered on the fractal and consider a spherical layer of radius r and width dr. Then, the number of
balls (particles) within the spherical layer is:

dN(r) = ng(r)dV, (41)

where dV = 47172dr is the layer volume. Thus, the total number of particles within the sphere is given
by: N(r) = n [y g(r)4rr*dr [39]. By differentiating Equation (5) and comparing with Equation (41),
one obtains [39]:

ng(r) = 745;3“ yPm=3, (42)
where a = r( (see Figure 2).

This expression shows that ¢(r) — 0 for large values of r, since the fractal dimension is Dy, < 3.
However, any sample is characterized by a macroscopic density at large scale. Thus, in order to
describe the large-scale behavior of g(r), an exponential term of the form e~ ("/ ©F known as the cutoff
function is introduced [77]. Here, ¢ is the fractal outer cutoff, and it gives the distance above which
the mass distribution is no longer described by the mass fractal law, and thus it coincides with the
fractal size, as pointed out in Section 1. This cutoff function is faster than any power law, and it is clear
that the larger the value of 5, the sharper the cutoff. In the reciprocal space, an increase of  leads to
the formation of a distinct jump just beyond the Guinier regime [77]. After this hump, the power-law
decay g~ Pm (see Equation (47)) is still visible but at different levels, depending on the values of §,
and "ripples” occur for B 2 5 [77]. One of the most common cutoff functions, which provides a
reasonable assumption for describing the behavior of g(r) at large distances, corresponds to f = 1,
and this value will be used in the following. With the introduction of the exponential cutoff, a uniform
density shall be subtracted, to avoid the divergence of the structure factor, and therefore we have [39]:

D 3
n(gr)—1) = ﬁ’,Dm Se71/¢, (43)

By introducing Equation (43) into Equation (28), one can write:

— 14 Pm (% p, o —r/esingr
S(q) =1+ Dw Jy T pm dr (44)
IO DI (D — 1) us)

(q0)° (1 +g-2¢-2)On =072

where I (+) is the gamma function. Depending on the values of the scattering vector g, we distinguish
several main regions in the scattering intensity in Equation (31), with the structure factor given by
Equation (45) and form factor by Equation (40):
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e Wheng—0,
S(q) ~1+T (D +1) (¢/a)Pm (1 — %Dy (D + 1) /6) ) (46)

and therefore the scattering intensity is dominated by S(g). By comparing this with Equation (34)
one can see that the outer cutoff ¢ is related to the mass fractal radius of gyration R¢ by [39]:
R% = D (Dm +1) %/2.
© When¢ ' SqSa,
S(q) «cq~Pm, (47)

and therefore S(g) still dominates in Equation (34) since yet P(g) ~ 1. The last equation shows that
the scattering intensity of a mass fractal is a straight line on a double logarithmic scale. Therefore,
deviations from this line at low and values of the scattering vector g provide information about
the fractal overall size ¢, and respectively about the radius a of fractal basic unit.

e Wheng — o,

DI (D — 1) sin ((Dm — 1) 71/2)

S(q) =1+ gDrmaDrm

, (48)

and thus, for ga > 1, S(q) — 1, while P(g) dominates in the scattering intensity [73]. Therefore,
scattering at large g values provides information about the fractal basic particles.

As an application of the above results, let us consider a two-dimensional (2D) DLA cluster, as a
representative example of random mass fractals. The DLA is generated by particles undergoing a
random walk due to Brownian motion, and which cluster into aggregates [78]. It is widely used to
describe structures in which diffusion is the main means of transport, and it occurs often in dielectric
breakdown, electrodeposition or Hele-Shaw flow.

The overall size of the generated DLA is { ~ 234 nm and consists from particles of radius
a ~ 1 nm (Figure 4—upper row). The numerical values were chosen such that they fit into a typical
range covered by SAS measurements. The corresponding pddf is shown in Figure 4—lower row (left;
black points). For comparison, the pddf of an equivalent disk, i.e., a disk centered on the cluster and
with radius ¢/2 is also shown (red points). The total number of distances used in calculating each
pddf is about 32.7 x 10°. When the positions of the disks forming the DLA and their shape are known,
the calculations can be greatly simplified if one uses only the mass-center coordinates, since the number
of points used in calculating the pddf is much lower. The corresponding Fourier transform will give
the structure factor describing the relative positions of the disk inside the aggregate. By multiplying it
with the disk form factor, the scattering intensity (Equation (31)) is recovered.

The results show that in the case of DLA, although the pddf has an overall similar behavior as for the
disk, it is characterized by the presence of local minima and maxima, with the main maxima (at » ~ 75 nm)
shifted to the left. These reflects deviations of the DLA from the circular symmetry of the disk. Also,
the height of the maxima increases, and indicates the number of most common distances within DLA.
This peak is followed by a second one, slightly shifted to the left (at # ~ 110 nm), and less pronounced,
and which partially follows the disk’s pddf for 100 nm < r < 140 nm. This indicates that within this
range the number of distances within DLA and the disk coincide. Finally, for 140 nm < r < 234 nm
the number of distances within DLA decreases faster, and both reach the same maximum value at
¢ ~ 234 nm. Please note that at r ~ 225 nm the DLA’s pddf is quite flat in this region, and may
pose difficulties in an accurate determination of overall size ¢ from SAS data, due to experimental
errors [79].

Figure 4 lower row right shows the SAS intensity (red curve) from DLA obtained by Fourier
transform (Equation (31)) of the corresponding pddf. The analytic expression (Equation (47)) is also
shown in the fractal region (black curve). The results show a very good agreement between the two
curves. The scattering exponent is 1.66 and coincides with the analytic value from mean-field theory
for diffusion-limited cluster formation (d? + 1)/(d + 1) with d = 2 [80] and with other computer
simulations of Witten-Sander aggregates [81].
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Figure 4. (Color online) Upper row: Left—2D DLA cluster of overall size { ~ 234 nm consisting
from about 500 particles of radius a2 ~ 1 nm, Right—the corresponding approximation with a set of
randomly distributed points (blue). Lower row: Left—pddf of the 2D DLA (black points) and of an
equivalent disk (red; see text for additional explanations), Right—A comparison between the analytic
expression of SAS intensity (black curve) with Monte Carlo simulations (red curve).

3.2. Random Surface Fractals

To derive the scattering law for surface fractals, one considers a system consisting from a random
distribution of material with constant SLD p. By denoting with c the fraction of the volume occupied
by the material, then 1 — ¢ denotes the fraction of unoccupied volume, and the average density of the
sample can be expressed as pc. Therefore, the density fluctuations can be expressed as:

p(l—c), r € occupied volume
n(r) = . (49)
—pc r & occupied volume,
and the mean square volume is:
(1?) = p*e1—c). (50)
Thus, Equation (25) becomes:
P(q) = 4mp*c(1 — c)/ 2y (r) SI;’qrdr, (51)
0
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where the correlation function is defined by [38]:

)= 20=C 52)

The function Z(r) represents the probability that if a point is in the occupied volume, then a second
point situated at a distance r apart from the second point, belongs also to the occupied volume. Thus,
from definition, Z(r) = 1 excepting those points found at distance r apart from the pore boundary.
In the latter case, the volume of the layer with occupied regions is V4, = Sor>~Ps, while in the former
case, the volume is ¢V’ — Vj,. Also, it is known that in the limit 7 — 0, the function Z(r) is given by [38]:

SO 3—D,
Z(r)~1-— s, 53

and therefore, by using Equation (52), the correlation function becomes [38]:

50 3-D
r)=1-— S0, 54
v(r) Ki—ov (54)
Performing two integration by parts in Equation (51) and taking into account that both (r) and
its derivative tend to zero at large r, the scattering intensity can be rewritten as [38]:

P(g) = —471525(1 — c)q_3 /:o [rgy”(r) + 27 (r) singr] dr. (55)

Then, according to Erdélyi’s theorem for asymptotic expansion of Fourier integrals, in the limit of large
values of the scattering vector g, the intensity becomes:
2 2
P(g) = — el T (3= Dy)sin [ (Ds 1) /2 lim{r" 2 S5 s} (59
Finally, by using the correlation function given by Equation (54), the scattering intensity can be

rewritten as:
P(q) ~ mSop*T(5 — Ds) sin [t (Ds — 1) /2] ¢°~ 5, (57)

which shows that for a surface fractal [38]:

P(q) cq™ 07D, (58)
A similar procedure can be used to show that for d = 2, P(q) « g~ (4=D5). Therefore the scaling law
P(q) o q~(24=Ds) js recovered, and taking into account that S(q) = 1 for surface fractals discussed
here, the scattering intensity in Equation (1) is recovered. Please note that when Ds = 2, Equation (57)
reduces to Porod law, where P(g) ~ 271p>Soq~#, and the density profile varies sharply over distances
smaller than g~ 1.

Since S(g) = 1, the function Z(r) in Equation (53) gives the probability that a point at distance r in
an arbitrarily direction from a given point inside the fractal will itself be in the fractal. This holds true
since there is only a small probability of finding an occupied point outside a particular fractal in which
the origin is chosen. As such, c is negligible and thus 1 — ¢ ~ 1, Therefore, Z(r) = (r), where y(r)
represents now the correlation function of the fractal, and not of the whole sample, as in Equation (25).
Therefore, Equation (51) gives:
singr

qr

P(g) =4n /Ooo r2q(r) dr, (59)

with the SLD factor p? included in Equation (26). Thus, by using the property that p(r) = r2

Equation (31) is recovered.

v(r),
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To illustrate the above results, we consider in the following a random surface fractal model which
consists from disks whose radii follow a power-law distribution. The model is shown in Figure 5
upper left row, where disks with identical radii have the same color. Specifically, one considers that
the radius of the largest disk (blue), also known as the zero-th fractal iteration (m = 0) is r¢, and the
scaling factor s = 1/2. Then, the radius of the disks forming the first fractal iteration (green disks) is
r1 = Bsro, the radius of the disks forming the second fractal iteration (black disks) is 1, = B2ro, and so
on. From the construction one can see that each disk is tangent to at least another disk and they form
an aggregate, of overall size ¢ ~ 234 nm. Since the number of disks at a given iteration increases by a
factor of 3, then the fractal dimension of the model is Ds = log3/log2 ~ 1.58, and therefore in the
fractal region the corresponding form factor is given by (see discussion below Equation (58)):

P(q) o q—(4—1.58) — q—2.42. (60)

Figure 5 upper-right row shows the discretized version of the surface fractal model used for
computing the pddf in Figure 5 lower-left row (black). For comparison, the pddf of a disk of equivalent
radius is also shown in red. The total number of distances used in both cases is about 1.54 x 108.
The results show that the pddf of the random surface fractal has a similar behavior as of the pddf
of DLA (see Figure 4 lower-left row) in the sense that the main maximum is shifted to the left with
respect to the disk’s maxima, while its height increases. Thus, this reflects the asymmetry of the model
as compared to the circular one. However, as opposed to the pddf of DLA, for surface fractals the
maxima are much less pronounced, and generally the curve is smoother. This indicates a more uniform
structure of the surface fractal, which arise from the existence of disks of different sizes.

For surface fractals, it has been recently shown that the scattering intensity can be obtained by
neglecting the spatial correlations between disks, and therefore one can use the approximation of
independent units, i.e. [60]:

P(q) ~ ;52(4‘D5’Po (Bsa), 61)

where Py(q) = (|Faisk(q)[*), and Fgigx is given by Equation (39). The corresponding intensity is shown
in Figure 5 lower-right row (black), where one can see that the scattering exponent is in excellent
agreement with the analytic value obtained above. The Monte Carlo simulations (red curve) are also
in very good agreement with the theoretical results. This is to be expected, since there is an excellent
agreement between theoretical and Monte Carlo-based curves of a disk (see Figure 3 lower row),
while Equation (61) is just a sum of SAS intensities of disks of various radii. The edges of the fractal
region are marked in Figure 5 lower row right by dotted vertical lines, and they provide information
about the overall fractal size, and about the size of the smallest disk composing the fractal.

Figure 5. Cont.
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Figure 5. (Color online) Upper row: Left—random surface fractal of overall size { ~ 234 nm consisting
from disks of different radii, Right—the corresponding approximation with a set of randomly distributed
points (blue). Lower row: Left—pddf of the random surface fractal (black points) and of an equivalent
disk (red), Right—A comparison between the analytic expression (black curve) of SAS intensity
(Equation (34)) and Monte Carlo simulations (red curve).

3.3. Deterministic Mass Factals

In the following, the scattering properties from deterministic mass fractals are illustrated on fractals
similar to the well-known Cantor fractal. For this purpose, one considers first a square with edge Iy
which circumscribes a disk of radius g = ly/2 such that their centers coincide. One also considers a
Cartesian system of coordinates whose origin lies in the square center, and with axes parallel to the
square edges. At first iteration, the disk of radius rq is replaced by 5 smaller disks of radius r; = Bsto,
with Bs = 1/3. One disk is situated in the origin, while the centers of the other disks are shifted from
the origin by:

a]‘ = {0, i‘Btlo} and b] = {iﬁtlo, 0}, (62)

with all combinations of the signs, and By = (1 — Bs) /2. The second iteration is obtained by performing
a similar operation on each of the 5 disks of radius r1, and so on. The “cross” mass fractal is obtained
in the limit of infinite number of iterations. Figure 6 upper row shows the construction at iterations
m = 1,2 and 3, while in the middle row is shown the discretized version, for the same iterations.
The total number of disks at m-th iteration is k;;, = 5™, and the radius of each disk is r,, = Bsto.
Therefore, in accordance with Equation (5), the fractal dimension is given by:

Dy = lim logk,  logh

= ~ 1.46, 63
m—00 log lo/rm log 3 ( )

and the total area of the fractal at m-th iteration is A,;, = k;;; Ag, where Ag = 7'[1’(2) is the surface area of
the disk at m = 0.
The position of the disk centers inside the fractal can be written as:

Gm (q) = = (1+2cosgxtiy +2cos qyiim), (64)

ail =

where u,, = I ,Btﬁf’l, and Go(q) = 1. Then, for arbitrarily iteration number m = 0,1,2, - - -, the fractal
form factor is given by:

En (q) = Fo (rmq) rg Gi(4). (©5)
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Figure 6. (Color online) Upper row: Iterations m = 1,2 and 3 of the deterministic “Cross” mass fractal
of overall size ¢ ~ 125 nm. Middle row: the corresponding approximation with a set of randomly
distributed points (blue). Lower row: Left—pddf of the “Cross” mass fractal (black points) and of
an equivalent disk (red points), Right—A comparison between the mono- and polydisperse analytic
expression (black, and respectively blue curve) of SAS intensity given by Equation (26) with the form
factor given by Equation (65), and Monte Carlo simulations (red curve). The polydisperse curve is
calculated with Equation (38), and the relative variance used is oy = 0.5.

The pddf of the cross-mass fractal at iteration m = 3, overall dimension ¢ ~ 125 nm, is shown in
Figure 6 lower row left (black). For comparison, the pddf of the equivalent disk is shown also (red).
The main feature of fractal’s pddf is the presence of a succession of local maxima and minima on a
parabola-like function similar to that of the disk, but with the maximum shifted to smaller values
of r. These features reflect both the deviations from the circular symmetry of the fractal, as well as its
particular feature, in which a periodic structure arise in its construction. Please note that at r 22 110 nm
the fractal’s pddf is almost flat, thus making it difficult to estimate its overall dimension from SAS data.
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The fractal form factor at m = 3 obtained from the Fourier transform of the pddf is shown in
Figure 6 lower row right in black, while the scattering curve obtained from Monte Carlo simulations is
shown in red. The analytic curve is characterized by the presence of the three main regions: Guinier,
atq S 2m/¢, fractal, at 2t /¢ < q < 2m/r3, where r3 is the radius of the disk at iteration m = 3,
and Porod, at g 2 271/r3. In the fractal region, the scattering curve consists from a superposition of
maxima and minima on a power-law decay. This is known in the literature as a generalized power-law
decays (see also Introduction section). The exponent of the power-law decay is approximately 1.46,
which is agreement with the analytic value given by Equation (63). The number of main minima in
the fractal region is equal to 3, and it coincides with the fractal iteration number. The periodicity of
these minima on a double logarithmic scale is log;, (1/fs), and it can be used to extract information
about the fractal scaling factor. By knowing the fractal dimension Dy, iteration number m and the
scaling factor S5, the number of disks composing the mass fractal can be determined from the relation
ky = (1/ ﬁs)mDm [58]. When measurements are performed on an absolute scale, the Porod region can
be used to extract the ratio P,/ A;, where Py, is the total perimeter of the fractal at m-th iteration,
and A,, is the total surface area (see above). For 3D fractals this would give the specific surface A,/ Vi,
where V), is the fractal volume at m-th iteration.

The corresponding polydisperse curve (blue) is calculated by using Equation (37), where the
relative variance is 0y = 0.5. In this case, the simple power-law decay, specific to scattering from
random mass fractals (see Figure 4) is recovered, and the scattering exponent is preserved. Please
< 0.4, and thus the
polydisperse curve can be used to extract the fractal iteration number and scaling factor, as discussed
before for the monodisperse case. This is important from an experimental point of view, since in
practice it is very hard to prepare samples containing perfectly monodisperse fractals.

note that generally, the oscillations in the fractal region are still visible up to oy

The Monte Carlo simulations (red) show a good agreement with the polydisperse curve, excepting
the presence, in the former case, of a local bump at g ~ 6 x 10~ nm~!, and of slight deviations at g close
to the end of the fractal region. This agreement is to be expected, since the behavior of SAS intensity in
the fractal region is dominated by the relative positions of the disks inside the fractal, as described by
the generative function given by Equation (64). This implies that one can calculate the intensity based
only on the center-of-mass positions of each disk [58]. Then, each of the most pronounced maxima
and minima in the fractal region corresponds to the interference cluster amplitude, where each cluster
represents a fractal iteration. The positions and amplitudes of these maxima and minima are related to
the most common distances between the center-of-masses [58]. However, when the scattering intensity
is calculated by using randomly generated points, we use only an approximation of the fractal shape
and not the distances between center-of-masses. As such, the number of possible distances used is
much higher, and thus the maxima and minima are significantly smeared out. As described above,
the polydispersity also leads to smearing the maxima and minima. Thus, although the effects on the
scattering curve are similar, their nature is different.

Please note that in building the cross-mass fractal, a single scaling factor has been used at
each iteration, while the ratio between the size of the disks to the distances between them is about
unity. By releasing these constraints, additional fractal classes, each one with its own “signature”
on the scattering curve, can be investigated. In particular, by increasing the value of the scaling
factor after a predefined number of iterations (every second, every third, etc.), one obtains a fractal
with positive Lebesgue measure (also known as fat fractals). It has been recently shown that for fat
fractals, the scattering curve consists from a succession of power-law decays with increasing values
of the scattering exponents [59]. Such models can be used to describe the properties of hierarchically
structured materials in which the fractal dimension varies with the scale (iterations with constant
scaling factor). However, within each scale, the scattering behavior of regular (thin) fractals is recovered
(Figure 4). Also, allowing the distances between disks to be much bigger than the disk’s size, induces
the appearance of a constant region (also known as a plateau or asymptotic) between the fractal and
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Porod regions [60]. Therefore, the beginning and the end of this plateau can be used to estimate the
length of the minimal distances between disks, and respectively their size.

3.4. Deterministic Surface Fractals

The construction process of the deterministic surface is similar to that of the cross-mass fractal,
where an initial disk is repeatedly divided into a set of smaller structures, according to the same rule
for each iteration. If we denote by r( the radius of the disk at m = 0 (initiator), then at the first iteration
(m = 1; generator), there are also four disks of radius Bsrg whose centers are situated on the positive
and negative coordinate axes, at a distance (1 + Bs) rp from the origin. At the m-th approximation,
the surface fractal is built from the (m — 1)-th approximation by adding disks of radii B'rg placed at
a distance (1 + Bs) 7 from the centers of the disks of radii B~ 17, in all directions of the coordinate
axes and on the positions that are already not occupied by other disks (Figure (7) upper row).

At m-th iteration, the obtained Cross-surface fractal is built as a sum of mass fractals at iterations
n from 0 to m. In Figure (7) upper row, each mass fractal is colored differently, and thus at m = 3 the
surface fractal consists from mass fractals at iterations n = 0,1, 2, 3. By construction, one can see that at
m-th iteration, the overall size ¢ of the surface fractal is very well approximated by the overall size of
the mass fractal at iteration n = m. Please note that from the point of view of scattering properties,
the main difference between cross-mass and surface fractals is that the former ones consist from disks
of the same size, while the later ones consist from disks of different sizes, following a power-law
distribution. Their number is given by:

kpy =2 x3™—1, (66)

and their radii are distributed in the following way: one disk of radius rg (blue), 4 disks of radius
r1 = Bsro (green), 12 disks of radius rp = ,Bgro (black), and so on. Since at m-th iteration the radius is
rm = B§'ro, then the surface fractal dimension is:

Ds = lim log

m— log (ro/rm) (67)

The discrete version of the surface fractal is shown in Figure 7 middle row, and the corresponding
pddf at m = 3 is shown in Figure 7 lower-low left (black). For comparison, the pddf of the equivalent
disk is also shown (red). The figure clearly shows that the pddf of the surface fractal is much smoother
than the pddf of the cross-mass fractal (Figure 6 lower row left). This is due to the presence of disks
of various sizes in th former case. However, the overall behavior is similar to the one of mass fractal
where the main maximum is shifted to the left of disk’s maximum, while at large 7, the pddf is almost
completely flat. These features reflect the deviations from the circular symmetry, and which are specific
to the surface fractal model.

Since the cross-surface fractal consists from a superposition of mass fractals at various iterations,
by adding their amplitudes and normalizing the result to unity at 4 = 0, one can write [60]:

(F (@) ) = 11(,1;2[;1“ - (n2)" (1R @) ), )

with i = 3, and where F,Smf) (+) is the mass fractal form factor at n-th iteration. Therefore, the surface

fractal form factor can be written as:
f
P(g) = P(0) (1" (9) ), (69)

where P(0) = n|Ap|?A2,, and A, is the total surface area of the fractal at m-th iteration.
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Figure 7. (Color online) Upper row: Iterations m = 1,2 and 3 of the deterministic “Cross” surface
fractal of overall size { ~ 195 nm (at m = 3). Middle row: the corresponding approximation with
a set of randomly distributed points (blue). Lower row: Left—pddf of the random surface fractal
(black points) and of an equivalent disk (red points), Right—A comparison between the approximation
of independent units (black curve) of SAS intensity (Equation (61)) and Monte Carlo simulations
(red curve).

Please note that in some cases it is very difficult to derive an analytic expression for the mass fractal
form factor in Equation (69). However, if we are not interested in the intricate behavior of the scattering
curve, one can use the approximation of independent units (AIU) in Equation (61) to calculate the
scattering intensity of surface fractals. Here, this approach is used, and the results are shown in Figure 7
lower row right (black). It is clear that in the fractal region i.e., for 27t /¢ < g < 71/ (2r3), the scattering
intensity decays proportional to g~ (#~1) = g=3. Thus, the fractal dimension of the surface fractal is
Ds =1, as predicted by Equation (67). Despite using the AIU, in the fractal range one can observe the
presence of three pronounced minima at g >~ 3.5 x 1072,3.5 x 1072 and 3.5 x 10~! nm~!. This shows
that the surface fractal consists from three iterations of mass fractals. The minima positions also show
an approximate log-periodicity with the scale factor 1/ 5. The results are similar to those of scattering
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from deterministic cross-mass fractals, but the nature of the log-periodicity is different. While in the
case of scattering from mass fractals, the periodicity arises from the self-similarity of distances between
disks, for surface fractals, it arises from the self-similarity of disk sizes.

Monte Carlo simulations are presented in the same figure (red), and show that the scattering
exponent in the fractal region of the scattering curve is recovered, but without following in detail the
small oscillations present in the analytic curve. This effect is similar to the one seen in Figure 6 lower
row right for mass fractals, and arise due to the discretization of the surface fractal with randomly
positioned points.

3.5. Deterministic Multifractals

Single-scale fractal presented so far, lead to homogeneous structures and are the simplest cases of
fractal systems. An exception is the fat fractal discussed in Section 3.3, which although have different
scaling factors, they occur at different scales. However, real fractal may have far more reach scaling
and self-similar properties that change from point to point. They are known as multifractals, and to
model their scattering properties, one should consider structures in which various scaling factors
occurs at the same scale.

For simplicity, we consider in the following a multifractal built from two scaling factors 4 and
Bs2- The initiator (m = 0) is a single disk, while the first iteration (m = 1) consists from four disks found
on the coordinate axes, as in the case of deterministic cross-mass and surface fractals (see Figures 6
and 7 upper rows), each one with the scaling factor 4, and one disk in the center, with the scaling
factor Bg,. The second iteration is obtained by repeating the same procedure for each of the five disks at
m = 1, and so on. It is clear that when Bs; = B2, one recovers the single-scale deterministic cross-mass
fractal shown in Figure 6 upper row.

Figure 8 upper row shows the cross multifractal models at iteration m = 2 for Bs; = 0.15 and
Bs2 = 0.7 (model M, left), Bs; = 0.20 and B = 0.6 (model MII, middle) and B¢; = 0.33 and Bsp = 0.34
(model MIII, right). In this figure, the disks with the same radius have the same color. Note that
although for model MIIJ, the scaling factors are different, they are very close to each other, thus leading
to disks of similar radii. Consequently, they all have the same color. The fractal dimension of each
model is calculated according to Equation (8), with ky = 4 and k, = 1. Therefore, one obtains
Dm >~ 1.26 for model MI, Dy, ~ 1.31 for model MII and Dy, ~ 1.46 for model MIII. The total number
of particles at m-th iteration is (k; + k2)2, and the total surface area is (k1 ‘Bgl + kzﬁgz)m Ap, where Ag
is the surface area of the single disk at m = 0.

Therefore, the multifractal form factor can be expressed through a recurrence relation between
subsequent iterations. For an arbitrarily two-scale multifractal, one can write [62,82]:

_ k1B5G1(9) Fn-1 (Bs19) +k2B5G2 (q) Fru1 (Bs2q)

F
(@) kB2 + kap2,

, (70)

where the generative function Gy (g) is given by Equation (64), G2(q) = 1, and the form factor at m = 0
is given by Equation (39). Please note that the choice of the generative functions, of the initial shape,
of the number of disks and their positions is arbitrarily. Thus, Equation (70) gives the form factor of a
two-scale multifractal at an arbitrarily iteration m.

Figure 8 middle row shows the discretized version of the cross multifractals used to calculate the
pddf (Figure 8 lower row left) of models MI (black), model MII (green) and model MIII (blue) with the
overall size ¢ ~ 100 nm. For comparison, the pddf of the equivalent disk is also shown (red). The most
pronounced differences, as compared to the disk’s pddf occur in model MI, where the maxima is the
left-most shifted and has the highest values. This shows that the structure corresponding to model
Ml is the most heterogeneous. This can be clearly seen also from their construction: while the model
MI consists from disks with the highest difference in the values of their radii, for model MIII (i.e.,
for a single-scale fractal), the structure consists from disks of similar radii, and is more homogeneous.
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In addition, the local maxima and minima present in the pddf reflect the relative values of various
distances within the fractal. In particular, the main maximum at » ~ 25 nm (model MI),  ~ 30 nm
(model MII), and r ~ 47 nm (model MIII) give the most common distances inside the multifractal.

1 8 Ta—

2.5 °o B,=0.15p,=070 1074 Analytic representation
Domb B,, = 0.20, B_, = 0.60 1 06 j By, = 0.33, B, =0.34 —— Monte Carlo simulations
B, =0.33,8,=0.34 | -1.46 - (4-1.46)

Disk =4 - q\
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I8, =0.15,8,=0.70
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Figure 8. (Color online) Upper row: The second iteration (1 = 2) of the deterministic “Cross” multifractal
of overall size { = 100 nm at various scaling factors: Left—Model MI (8s; = 0.15 and Bs; = 0.70),
Middle—Model MII (Bg; = 0.20 and Bs; = 0.60), Right—Model MIII (85 = 0.33 and Bs; = 0.34).
For each fractal, the disks of the same radius have the same color. Middle row: the corresponding
approximation with a set of randomly distributed points (blue). Lower row: Left—pddf of the multifractal
models and of an equivalent disk (red points), Right—A comparison between the analytic expression
(black curve) of SAS intensity (Equation (70)) and Monte Carlo simulations (red curve). The curves for
models MII and MIII are shifted vertically by a factor of 103, and respectively of 10°, for clarity.

Figure 8 lower row right shows the SAS curves of the three models at iteration m = 4, calculated
using Equation (70). The main feature of the curve is the presence of the three main regions: Guinier,
fractal and Porod (not shown here) as in the case of deterministic mass and surface fractals, and which
allows extraction of the main structural information. However, a specific feature of scattering from
multifractals is the appearance of an additional surface fractal region between the mass fractal and Porod

161



Symmetry 2020, 12, 65

regions. In the mass fractal region, the scattering exponent coincides with the mass fractal dimension
Dn, while in the surface fractal region, the exponent is 4 — Ds. This shows that the multifractal model
consists from mass fractals in which the basic units are not simply Euclidean objects, but they are
themselves complex structures, in particular surface fractals, which in their turn have disks as basic
units. Please note that while the overall length of the two mass and surface fractal regions is defined by
the overall fractal size, and respectively by the two scaling factors, i.e., 7 < g < 71/ (Bs1Bs2)”, the length
of each individual region depends on the value of B4, i.e., the higher the value of B4 the longer the
mass fractal region and the shorter the surface fractal region.

Monte Carlo simulations performed on all three models at m = 4 are also presented in Figure 8
lower row right (red). The results confirm the values of the scattering exponents in both regions.
However, the fine structure of the scattering curve is lost in the simulated curves, for the same reason
as in the case of deterministic mass and surface fractals. Therefore, experimental SAS data showing
a succession of mass-to-surface fractal regions, can be attributed to multifractal (i.e., heterogeneous)
structures. Thus, the procedure of extracting structural information about multifractals involves a
separate analysis of both the mass, and respectively the surface fractal regions (Sections 3.3 and 3.4).

4. Conclusions

The latest advances in preparation of complex materials allow the synthesis of various types of
nanomaterials based on deterministic fractals. These materials have improved physical properties such
as optical, electronic, mechanical thermal ones, with important applications in surface engineering,
heterogeneous catalysis, manufacturing of cloaking devices etc. It is already known that generally,
the main reason for the improved properties is the exact self-similar structure of the fractal. Therefore,
one of the fundamental challenges is to establish the correlations between their physical and chemical
properties from one side, and the structural properties from another one. While the evolution of
their properties can be assessed by complex quantum mechanical models, the nanoscale structure
is generally addressed by using the SAS technique. In the latter case, one of the main reasons for
using SAS is that it provides statistically significant quantities averaged over a macroscopic volume,
it allows for sample deuteration (when neutrons are used) and eliminates the requirement of sample
preparation, specific to other structural methods.

Here, the main structural properties of deterministic fractals are determined based on information
provided by SAS technique. The focus is on differentiating between various classes of fractal, by using
information from the corresponding scattering curves. For this purpose, several new theoretical models
are introduced, and their scattering properties are validated against data based on Monte Carlo
simulations. Table 1 summarizes the structural parameters which can be obtained from SAS curves
for the main classes of fractals. Please note that in Table 1 are listed only those properties specific to
each class of fractals. Besides them, by using SAS one can obtain also additional properties that are not
necessarily related to a specific fractal, such as the: overall size, specific surface, molecular weight, size
of the basic unit, correlation/persistence length, or the mass per unit length.

Figure 9 shows schematically the scattering curves corresponding to the fractals listed in Table 1.
Each of them is compared to the curve of random mass fractals (taken as a reference due to its widespread
occurrence in experimental data). In this figure, the random mass fractals have been labeled differently,
depending on the context, and in accordance with the most common terminology in the literature.
As such, mass fractals, random fractals, monofractals and thin fractals, all represent a single-scale random
mass fractal. A representative example is given by DLA, shown in Figure 4 upper row. The results in
Figure 9 show that each class of fractals has its own imprint on the scattering curve, and thus, the SAS
technique can differentiate between:

®  Mass and surface fractals (Figure 9 upper row, left). The differentiation is made through the value
of the scattering exponent 7 in the fractal region that is T = Dy for random mass fractals,
and T = d — D; for surface fractals. Here, d is the Euclidean dimension of the space in which the
fractal is embedded.

162



Symmetry 2020, 12, 65

e Random and deterministic fractals (Figure 9 upper row, right). The differentiation is made based on
the type of power-law decay, i.e., a simple power-law decay for random fractals, and a generalized
power-law decay (a complex superposition of minima and maxima on a simple power-law decay)
for deterministic fractals.

*  Mono and multifractals (Figure 9 middle row, left). The differentiation is made through the presence
of one or more power-decays, either simple or generalized. For monofractals, there is a single
power-law decay, while for two-scale multifractals, there is a succession of a mass fractal followed
by a surface fractal. When the two scaling factors have similar values, the length of the surface
fractal region is very short, and vice-versa.

*  Thin and fat fractals (Figure 9 middle row, right). The differentiation is made in a similar way as in
the previous case. However, the main difference is that the surface fractal region is replaced by
another mass fractal region with the exponent smaller than the one of the first mass fractal region.

e r~1landr < 1fractals (Figure 9 lower row). The differentiation is made through the presence
of an additional region of constant intensity between the fractal and Porod regions. For fractal
in which the ratio of the size of basic units to the minimal characteristic distances between them
is about unity, the length of this constant region is very short. However, for fractals with r < 1,
the length of the constant region is much bigger.

Most of the above results illustrated here, are validated by Monte Carlo simulations. Although
they represent important advances in structural analysis of fractal structures, there are still important
open question which need to be addressed.

Experimentally, the main issues arise from the loss of information about phases, the influence
of instrumental limitations, polydispersity and of incoherent scattering at high g, which may hinder
the extraction of structural parameters from a SAS curve. The loss of phase information is an intrinsic
drawback of the SAS method, since it gives the absolute value of the Fourier transform of the density.
In the case of randomly oriented fractals, the square of the Fourier transform is also averaged over all
possible orientations of vector g. This operation leads to an ill-posed problem in recovering the density
from SAS data. Such issue can be handled by measuring the scattering of an ensemble of aligned
fractals from different angles with a position sensitive detector. The instrumental limitations arise
from the finite resolution of the collimation and detection systems, as well as from the wavelength
spread. For samples based on deterministic fractals, these lead to either partial or a total smearing of
the scattering curves, and the fine structure of the intensity is lost. In the former case, the main maxima
and minima are still visible, and all the structural parameters presented in Table 1 can be recovered.
However, in the latter case, all the maxima and minima are completely smeared out. This leads to the
impossibility of extracting the scaling factor(s) and the iteration number. The effect of polydispersity is
similar to the one of finite instrumental resolution, i.e., the higher the polydispersity, the more smeared
the SAS curve. Finally, the g-independent background of SAS curve, determined by the scattering
density of irradiated nuclei with nonzero spins such as ' H or ”Li isotopes, may hinder the structural
features arising at high g. In this case, one can use deuteration to increase the contrast and reduce the
background.

Theoretically, since a given fractal dimension may represent virtually an infinite number of
structures, then how one can differentiate between them? Second, multifractals are characterized by a
whole spectrum of dimensions given by Equations (11) or (12). Can SAS, eventually in combination
with other methods, provide other dimensions, besides Dy (see Equation (13))? And if the multifractal
consists from more than two scaling factors, which is probably one of the most common situations in
physical samples, can we recover all the scaling factor from SAS curves?

From a practical point of view, partial answers to these questions begin to emerge. The progress
in SAS instrumentation could eliminate the disadvantage of finite instrumental resolution, to a
sufficiently high degree, without sacrificing the complex morphology of deterministic fractals and
without increasing the measurement time. Similarly, recent advances in nanotechnology, materials
science and chemistry allows preparation of highly monodisperse samples. Of particular importance
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is the use of ptychographic methods for phase recovery in coherent SAS by numerical procedures.
Also, a combined use of SAXS with tensor tomography, also known as 3D scanning SAXS, allows
determination of 3D orientation of nanofractals in a bulk specimen, and thus symmetries within the
sample can be exploited to extract additional structural information about fractals.

Table 1. Fractal specific parameters which can be obtained from a SAS experiment. Here Dy, and

Ds are the mass, and respectively the surface fractal dimension, Bs is the mass and surface fractals

scaling factor, m is the mass fractal iteration number, /Sg’), ki

(i)

, m() and Dr(,il) are the scaling factors,

the number of basic units, iteration number and respectively the fractal dimensions at i-th structural

level (i =1,2,---)in a fat fractal, B5; and Bgp, with B < Bg are the multifractal scaling factors, k;;, is

the number of basic units in a mass fractal, & is the characteristic minimal distance between basic units

in a mass fractal, and r = I /h, with [ the size of basic units composing the mass fractal. The exponents

of the scaling factors and number of units occurring for fat fractals denote an index (over the structural

levels) and not a power.

Fractal Type Parameters  Source Fractal Power-Law Decays
Random mass A single simple power-law decay
fractals Dm Exponent of power-law decay with exponent Dp,.
Random A single simple power-law decay
surface fractals Ds Exponent of power-law decay with exponent d — Ds.
Dm Exponent of power-law decay
Deterministic Bs Period on the logarithmic scale A single generalized power-law
mass fractals m Number of periods in logarithmic scale decay with exponent Drn.
km km = (1/ﬁs)mDm
Ds Exponent of power-law decay
Deterministic B Period on the logarithmic scale A smgle.generahzed power-law
surface fractals decay with exponent Ds.
m Number of periods in logarithmic scale
(i) (i) Exponents of power-law decays at each
D', D'+ structural level
(i) Periods on the logarithmic scale at each A . ‘ lized
Deterministic Bs’, structural level succession of generalize
fat fractals power-law decay with exponents
(i) Number of periods in logarithmicscale D, ; < Dy < --- .
" at each structural level
() As for deterministic mass fractals, but
m at each structural level
Exponents of power-law decays in each
Dm, Ds .
fractal region
Deterministic . . . A succession of mass-to-surface
. Periods on the logarithmic scale from .
multifractals Bs1, Bs2 . fractal generalized power-law
. mass, and surface fractal regions .
with two decays, with exponents Dp,,
scaling factors m Number of periods in logarithmic scale and respective]y Ds.
from mass or surface fractal regions
K K = (1/Be)™ "
D Exponents of the power-law decay
. Periods on the logarithmic scale from
Deterministic Bs .
mass fractal region . . . .
mass A region with constant intensity
fractals with " Number of periods in logarithmic scale  occurs after the fractal region.
r>1 from mass fractal regions
h End of the constant region
km As for deterministic mass fractals
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Figure 9. (Color online) Schematic representation of SAS from different classes of 2D fractals Upper row:
Left—mass and surface fractals, Right—random and deterministic fractals. Middle row: Left—mono
and multifractals, Right—Thin and fat fractals. Lower row: ¥ < 1and r ~ 1 fractals (see below). Here ¢
is the overall size of mass fractals, and respectively the size of the largest disk in a surface fractal, D,
(including Dy,1 and D) and Ds are the mass and, respectively the surface fractal dimensions, ! is the
size of disks in a mass fractal, and respectively the size of smallest disk in a surface fractal, m (including
mq and mj) are the fractal iteration numbers, B (including Bs1 and Bs2) are the scaling factors, & is the
minimal distance between the disks, and r = [ /h.

Funding: This research received no external funding

Conflicts of Interest: The author declares no conflict of interest.

165



Symmetry 2020, 12, 65

References

1.

10.

11.

12.

13.

14.

15.

16.

17.

18.

19.

20.

Chaudhuri, B.; Mufioz, 1.G.; Qian, S.; Urban, V.S. (Eds.) Biological Small Angle Scattering: Techniques, Strategies
and Tips, 1st ed.; Springer: Singapore, 2017; Volume 1009, p. 268; doi:10.1007 /978-981-10-6038-0.

Glatter, O. Scattering Methods and Their Application in Colloid And Interface Science, 1st ed.; Elsevier: Amsterdam,
The Netherlands, 2018; p. 404.

Jaksch, S.; Gutberlet, T.; Miiller-Buschbaum, P. Grazing-incidence scattering—status and perspectives in soft
matter and biophysics. Curr. Opin. Colloid Interface Sci. 2019, 42, 73-86. d0i:10.1016/].COCIS.2019.04.001.
Allen, A J. Scattering methods for disordered heterogeneous materials. In International Tables for Crystallography
Volume H: Powder Diffraction; Gilmore, C.J., Kaduk, J.A., Schnek, H., Eds.; International Union of Crystallography:
New Jersey, USA 2019; Chapter 5.8; pp. 673-696; d0i:10.1107 /97809553602060000973.

Wittmeier, A.; Cassini, C.; Hemonnot, C.; Weinhausen, B.; Bernhardt, M.; Salditt, T.; Koster, S. Scanning
Small-Angle-X-Ray Scattering for Imaging Biological Cells. Microsc. Microanal. 2018, 24, 336-339.
doi:10.1017/51431927618013983.

Miihlbauer, S.; Honecker, D.; Périgo, E.A.; Bergner, F; Disch, S.; Heinemann, A.; Erokhin, S.; Berkov, D.;
Leighton, C.; Eskildsen, M.R,; et al. Magnetic small-angle neutron scattering. Rev. Mod. Phys. 2019, 91, 015004.
doi:10.1103/RevModPhys.91.015004.

Mahieu, E.; Gabel, F,; IUCr. Biological small-angle neutron scattering: recent results and development.
Acta Cryst. D 2018, 74, 715-726. doi:10.1107 /52059798318005016.

Oliver, R.C.; Rolband, L.A.; Hutchinson-Lundy, A.M.; Afonin, K.A.; Krueger, ].K. Small-Angle Scattering as a
Structural Probe for Nucleic Acid Nanoparticles (NANPs) in a Dynamic Solution Environment. Nanomaterials
2019, 9, 681. doi:10.3390/nan09050681.

Kryukova, A.E.; Shpichka, A.IL; Konarev, PV.; Volkov, V.V,; Timashev, P.S.; Asadchikov, V.E. Shape Determination
of Bovine Fibrinogen in Solution Using Small-Angle Scattering Data. Cryst. Rep. 2018, 63, 871-873.
doi:10.1134/51063774518060202.

Palit, S.; He, L.; Hamilton, W.A.; Yethiraj, A.; Yethiraj, A. Combining Diffusion NMR and Small-Angle
Neutron Scattering Enables Precise Measurements of Polymer Chain Compression in a Crowded Environment.
Phys. Rev. Lett. 2017, 118, 097801. doi:10.1103 /PhysRevLett.118.097801.

Sakurai, S. Recent developments in polymer applications of synchrotron small-angle X-ray scattering.
Polym. Int. 2017, 66, 237-249. d0i:10.1002/pi.5136.

Horkay, F.; Basser, PJ.; Hecht, A.M.; Geissler, E. Ionic effects in semi-dilute biopolymer solutions: A small
angle scattering study. J. Chem. Phys. 2018, 149, 163312. d0i:10.1063/1.5028351.

Mortensen, K.; Annaka, M. Stretching PEO-PPO Type of Star Block Copolymer Gels: Rheology and Small-
Angle Scattering. ACS Macro Lett. 2018, 7, 1438-1442. do0i:10.1021/acsmacrolett.8b00792.

Bocz, K.; Decsov, K.E.; Farkas, A.; Vadas, D.; Barany, T.; Wacha, A.; Béta, A.; Marosi, G. Non-destructive
characterisation of all-polypropylene composites using small angle X-ray scattering and polarized Raman
spectroscopy. Compos. Part A 2018, 114, 250-257. d0i:10.1016/].COMPOSITESA.2018.08.020.

Wolff, M.; Saini, A.; Simonne, D.; Adlmann, E; Nelson, A. Time Resolved Polarised Grazing Incidence
Neutron Scattering from Composite Materials. Polymers 2019, 11, 445. doi:10.3390/polym11030445.
Bhaway, S.M.; Qiang, Z.; Xia, Y.; Xia, X; Lee, B.; Yager, K.G.; Zhang, L.; Kisslinger, K.; Chen, YM; Liu, K,; et al.
Operando Grazing Incidence Small-Angle X-ray Scattering /X-ray Diffraction of Model Ordered Mesoporous
Lithium-Ion Battery Anodes. ACS Nano 2017, 11, 1443-1454. d0i:10.1021/acsnano.6b06708.

Wang, L.M,; Petracic, O.; Kentzinger, E.; Riicker, U.; Schmitz, M.; Wei, X.K.; Heggen, M.; Briickel, T. Strain
and electric-field control of magnetism in supercrystalline iron oxide nanoparticle-BaTiO3 composites.
Nanoscale 2017, 9, 12957-12962. d0i:10.1039 /C7NR05097F.

Choi, Y,; Paik, D.; Bogdanov, S.; Valiev, E.; Borisova, P.; Murashev, M.; Em, V.; Pirogov, A. Neutron scattering
on humane compact bone. Phys. B 2018, 551, 218-221. doi:10.1016/J.PHYSB.2018.01.020.

Busch, A.; Kampman, N.; Bertier, P.; Pipich, V.; Feoktystov, A.; Rother, G.; Harrington, J.; Leu, L.; Aertens, M.;
Jacops, E. Predicting Effective Diffusion Coefficients in Mudrocks Using a Fractal Model and Small-Angle
Neutron Scattering Measurements. Water Resour. Res. 2018, 54, 7076-7091. doi:10.1029/2018WR023425.
Penttild, P.A.; Rautkari, L.; Osterberg, M.; Schweins, R. Small-angle scattering model for efficient
characterization of wood nanostructure and moisture behaviour. J. Appl. Cryst. 2019, 52, 369-377.
doi:10.1107 /51600576719002012.

166



Symmetry 2020, 12, 65

21.

22.

23.

24.

25.

26.
27.

28.

29.

30.

31.

32.

33.

34.

35.

36.

37.

38.

39.

40.

41.

Li, A; He, R; Bian, Z; Song, H.; Chen, X;; Zhou, J. Enhanced lithium storage performance of
hierarchical CuO nanomaterials with surface fractal characteristics. App. Surf. Sci. 2018, 443, 382-388.
doi:10.1016/].APSUSC.2018.03.019.

Wang, Y.; Maurel, G.; Couty, M.; Detcheverry, FE; Merabia, S. Implicit Medium Model for Fractal
Aggregate Polymer Nanocomposites: Linear Viscoelastic Properties. Macromolecules 2019, 52, 2021-2032.
doi:10.1021/acs.macromol.8b02455.

Wei, R.; Wang, X.; Zhang, X.; Wang, S.; Zhu, S.; Du, S. A Novel Method for Manufacturing High-Performance
Layered Silicate/Epoxy Nanocomposites Using an Epoxy-Diamine Adduct to Enhance Compatibility and
Interfacial Reactivity. Macromol. Mater. Eng. 2018, 303, 1800065. doi:10.1002/mame.201800065.

Yue, H.; Reguero, V.; Senokos, E.; Monreal-Bernal, A.; Mas, B.; Ferndndez-Blazquez, J.; Marcilla, R.;
Vilatela, J. Fractal carbon nanotube fibers with mesoporous crystalline structure. Carbon 2017, 122, 47-53.
doi:10.1016/]J.CARBON.2017.06.032.

Zhang, J.; Li, H,; Ye, ].; Cao, Z.; Chen, ].; Kuang, Q.; Zheng, J.; Xie, Z. Sierpinski gasket-like Pt-Ag octahedral
alloy nanocrystals with enhanced electrocatalytic activity and stability. Nano Energy 2019, 61, 397-403.
doi:10.1016/J.NANOEN.2019.04.093.

Mandelbrot, B.B. The Fractal Geometry of Nature; W.H. Freeman: New York, NY, USA 1982; p. 460.

Zhu, W.; Esteban, R.; Borisov, A.G.; Baumberg, ].].; Nordlander, P.; Lezec, H.].; Aizpurua, J.; Crozier, K.B.
Quantum mechanical effects in plasmonic structures with subnanometre gaps. Nat. Commun. 2016, 7, 11495.
doi:10.1038 /ncomms11495.

Sichert, J.A.; Tong, Y.; Mutz, N.; Vollmer, M.; Fischer, S.; Milowska, K.Z.; Garcia Cortadella, R.; Nickel, B.;
Cardenas-Daw, C.; Stolarczyk, ] K.; et al. Quantum Size Effect in Organometal Halide Perovskite Nanoplatelets.
Nano Lett. 2015, 15, 6521-6527. d0i:10.1021 /acs.nanolett.5b02985.

Nazmitdinov, R.G. From Chaos to Order in Mesoscopic Systems. Phys. Part. Nucl. Lett. 2019, 16, 159-169.
doi:10.1134/51547477119030154.

Dale W. Schaefer.; Ryan S. Justicet. How Nano Are Nanocomposites? Macromolecules 2007, 40, 8501-8517.
doi:10.1021/MA070356W.

Yurekli, K.; Mitchell, C.A.; Krishnamoorti, R. Small-angle neutron scattering from surfactant-assisted
aqueous dispersions of carbon nanotubes. J. Am. Chem. Soc. 2004, 126, 9902-9903. do0i:10.1021/ja047451u.
Yin, W,; Dadmun, M. A New Model for the Morphology of P3BHT/PCBM Organic Photovoltaics from
Small-Angle Neutron Scattering: Rivers and Streams. ACS Nano 2011, 5, 4756-4768. d0i:10.1021/nn200744q.
Stevens, D.A.; Dahn, J.R. An In Situ Small-Angle X-Ray Scattering Study of Sodium Insertion into a
Nanoporous Carbon Anode Material within an Operating Electrochemical Cell. ]. Electrochem. Soc.
2000, 147, 4428-4431.

Zabar, S.; Lesmes, U.; Katz, I.; Shimoni, E.; Bianco-Peled, H. Studying different dimensions of amylose-long
chain fatty acid complexes: Molecular, nano and micro level characteristics. Food Hydrocoll. 2009, 23, 1918-1925.
doi:10.1016 /j.foodhyd.2009.02.004.

Jacques, D.A.; Trewhella, J. Small-angle scattering for structural biology-Expanding the frontier while
avoiding the pitfalls. Prot. Sci. 2010, 19, 642-657. doi:10.1002/pro.351.

Li, T.; Senesi, A.].; Lee, B. Small Angle X-Ray Scattering for Nanoparticle Research. Chem. Rev. 2016,
116, 11128-11180. d0i:10.1021/acs.chemrev.5b00690.

Pfeifer, P; Ehrburger-Dolle, F; Rieker, T.P; Gonzélez, M.T.; Hoffman, W.P,; Molina-Sabio, M.; Rodriguez-Reinoso, E;
Schmidt, PW.; Voss, D.J. Nearly Space-Filling Fractal Networks of Carbon Nanopores. Phys. Rev. Lett. 2002.
doi:10.1103/PhysRevLett.88.115502.

Bale, H.D.; Schmidt, PW. Small-Angle X-Ray-Scattering Investigation of Submicroscopic Porosity with
Fractal Properties. Phys. Rev. Lett. 1984, 53, 596-599. d0i:10.1103 /PhysRevLett.53.596.

Teixeira, J. Small-angle scattering by fractal systems. ]J. Appl.  Cryst. 1988, 21, 781-785.
doi:10.1107/50021889888000263.

Pfeifer, P. Simple Models for the Formation of Random Rough Surfaces. In Multiple Scattering of Waves in
Random Media and Random Rough Surfaces, Proceedings of an International Symposium, University Park, PA, USA,
29 July-2 August 1985; Varadan, V.V,, Varadan, V.K., Eds.; Pennsylvania State University State College: State
College, PA, USA, 1987; p. 964.

Martin, J.E.; Hurd, A J. Scattering from fractals. J. Appl. Cryst. 1987, 20, 61-78. d0i:10.1107/50021889887087107.

167



Symmetry 2020, 12, 65

42.

43.

44.

45.

46.

47.

48.

49.

50.

51.

52.

53.

54.

55.

56.

57.

58.

59.
60.

61.

62.

63.

64.

65.
66.

Schmidt, PW. Small-angle scattering studies of disordered, porous and fractal systems. J. Appl. Cryst.
1991, 24, 414-435. doi:10.1107 /50021889891003400.

Beaucage, G. Approximations Leading to a Unified Exponential/Power-Law Approach to Small-Angle
Scattering. |. Appl. Cryst. 1995, 28, 717-728. d0i:10.1107 /50021889895005292.

Beaucage, G. Small-Angle Scattering from Polymeric Mass Fractals of Arbitrary Mass-Fractal Dimension.
J. Appl. Cryst. 1996, 29, 134-146. doi:10.1107 /50021889895011605.

Hammouda, B. A new Guinier-Porod model. J. Appl. Cryst. 2010, 43, 716-719. doi:10.1107 /50021889810015773.
Papagiannopoulos, A.; Meristoudi, A.; Pispas, S.; Keiderling, U. Thermal response of self-organization in an
amphiphilic triblock polyelectrolyte and the influence of the globular protein lysozyme. Eur. Polym. J. 2018,
99, 49-57. doi:10.1016/j.eurpolymj.2017.12.005.

Anovitz, L.M.; Cole, D.R. Characterization and Analysis of Porosity and Pore Structures. Rev. Miner. Geochem.
2015, 80, 61-164. doi:10.2138 /rmg.2015.80.04.

Qiao, D.; Liu, H.; Yu, L.; Bao, X.; Simon, G.P; Petinakis, E.; Chen, L. Preparation and characterization of slow-
release fertilizer encapsulated by starch-based superabsorbent polymer. Carbohydr. Polym. 2016, 147, 146-154.
doi:10.1016/].CARBPOL.2016.04.010.

Liu, D.; Song, L.; Song, H.; Chen, J.; Tian, Q.; Chen, L.; Sun, L.; Lu, A.; Huang, C.; Sun, G. Correlation
between mechanical properties and microscopic structures of an optimized silica fraction in silicone rubber.
Compos. Sci. Technol. 2018, 165, 373-379. d0i:10.1016/j.compscitech.2018.07.024.

Bauer, P.; Amenitsch, H.; Baumgartner, B.; Koberl, G.; Rentenberger, C.; Winkler, PM. In-situ aerosol
nanoparticle characterization by small angle X-ray scattering at ultra-low volume fraction. Nat. Commun.
2019, 10, 1122. d0i:10.1038 /541467-019-09066-4.

Song, P.; Tu, X,; Bai, L.; Sun, G,; Tian, Q.; Gong, J.; Zeng, G.; Chen, L.; Qiu, L. Contrast Variation
Small Angle Neutron Scattering Investigation of Micro- and Nano-Sized TATB. Materials 2019, 12, 2606.
doi:10.3390/mal2162606.

Shang, J.; Wang, Y.; Chen, M.; Daij, J.; Zhou, X.; Kuttner, J.; Hilt, G.; Shao, X.; Gottfried, ].M.; Wu, K.
Assembling molecular Sierpiriski triangle fractals. Nat. Chem. 2015, 7, 389-393. d0i:10.1038 /nchem.2211.
Wang, L.; Liu, R.; Gu, J.; Song, B.; Wang, H.; Jiang, X.; Zhang, K.; Han, X.; Hao, X.Q.; Bai, S.; et al.
Self-Assembly of Supramolecular Fractals from Generation 1 to 5. J. Am. Chem. Soc. 2018, 140, 14087-14096.
doi:10.1021 /jacs.8b05530.

Wang, Y; Xue, N.; Li, R.; Wu, T,; Li, N.; Hou, S.; Wang, Y. Construction and Properties of Sierpiniski Triangular
Fractals on Surfaces. Chem. Phys. Chem. 2019, 20, 2262-2270. doi:10.1002/cphc.201900258.

Newkome, G.R.; Moorefield, C.N. From 1 — 3 dendritic designs to fractal supramacromolecular
constructs: understanding the pathway to the Sierpiniski gasket. Chem. Soc. Rev. 2015, 44, 3954-3967.
doi:10.1039/C4CS00234B.

Malankowska, M.; Schlautmann, S.; Berenschot, E.; Tiggelaar, R.; Pina, M.; Mallada, R; Tas, N.; Gardeniers, H.
Three-Dimensional Fractal Geometry for Gas Permeation in Microchannels. Micromachines 2018, 9, 45.
do0i:10.3390/mi9020045.

Wu, Z.; Chen, X.; Zheng, Y.; Wang, T. Fabrication of Poly(methyl methacrylate) (PMMA) Microfluidic Chip
with Cantor Fractal Structure Using a CO2 Laser System. Laser Eng. 2019, 43, 121-129.

Cherny, A.Y.; Anitas, E.M.; Osipov, V.A.; Kuklin, A.I. Deterministic fractals: Extracting additional information
from small-angle scattering data. Phys. Rev. E 2011, 84, 036203. d0i:10.1103/PhysRevE.84.036203.

Anitas, E.M. Small-angle scattering from fat fractals. Eur. Phys. ]. B 2014, 87, 139. d0i:10.1140/ epjb/e2014-41066-9.
Cherny, A.Y.; Anitas, E.M.; Osipov, V.A.; Kuklin, A.I; IUCr. Scattering from surface fractals in terms of
composing mass fractals. J. Appl. Cryst. 2017, 50, 919-931. do0i:10.1107/51600576717005696.

Anitas, E.M.; Slyamov, A.; Todoran, R.; Szakacs, Z. Small-Angle Scattering from Nanoscale Fat Fractals.
Nanoscale Res. Lett. 2017, 12, 389. d0i:10.1186/s11671-017-2147-0.

Anitas, E.M.; Marcelli, G.; Szakacs, Z.; Todoran, R.; Todoran, D. Structural Properties of Vicsek-like
Deterministic Multifractals. Symmetry 2019, 11, 806. d0i:10.3390/sym11060806.

Hausdorff, F. Dimension und dufleres Maf. Math. Ann. 1918, 79, 157-179. d0i:10.1007 /BF01457179.
Rogers, C.A. Hausdorff Measures; Cambridge University Press: Cambridge, UK, 1970; p. 179.

Gouyet, J.E. Physics and Fractal Structures; Masson: Paris, France, 1996; p. 234.

Roe, R.J. Methods of X-ray and Neutron Scattering in Polymer Science ; Oxford University Press: New York, NY,
USA, 2000; p. 352.

168



Symmetry 2020, 12, 65

67.

68.

69.

70.

71.

72.

73.

74.

75.
76.

77.

78.

79.

80.

81.

82.

Arneodo, A.; Decoster, N.; Roux, S. A wavelet-based method for multifractal image analysis. I. Methodology
and test applications on isotropic and anisotropic random rough surfaces. Eur. Phys. |. B 2000, 15, 567-600.
doi:10.1007/s100510051161.

Decoster, N.; Roux, S.; Arnéodo, A. A wavelet-based method for multifractal image analysis. II. Applications
to synthetic multifractal rough surfaces. Eur. Phys. ]. B 2000, 15, 739-764. doi:10.1007/s100510051179.
Chhabra, A.; Jensen, R.V. Direct Determination of the f (alpha) Singularity Spectrum. Phys. Rev. Lett. 1989,
62, 1327-1130.

Muzy, ].E; Bacry, E.; Arneodo, A. Multifractal formalism for fractal signals: The structure-function approach versus
the wavelet-transform modulus-maxima method. Phys. Rev. E 1993, 47, 875-884. doi:10.1103/PhysRevE.47.875.
Feigin, L.A.; Svergun, D.I. Structure Analysis by Small-Angle X-ray and Neutron Scattering; Springer US: Boston,
MA, USA, 1987; p. 335; doi:10.1007 /978-1-4757-6624-0.

Anitas, EMM. Small-Angle Scattering (Neutrons, X-rays, Light) from Complex Systems; SpringerBriefs in Physics;
Springer International Publishing: Cham, Switzerland, 2019; doi:10.1007 /978-3-030-26612-7.

Melnichenko, Y.B. Small-Angle Scattering from Confined and Interfacial Fluids; Springer International Publishing:
Cham, Switzerland, 2016; p. 329; doi:10.1007 /978-3-319-01104-2.

Debye, P.; Bueche, A.M. Scattering by an Inhomogeneous Solid. J. Appl. Phys. 1949, 20, 518-525.
doi:10.1063/1.1698419.

Kaya, H. Scattering behaviour of Janus particles. Appl. Phys. A 2002, 74. doi:10.1007/s003390101115.
Kratky, O.; Porod, G. Diffuse small-angle scattering of X-rays in colloid systems. J. Colloid Sci. 1949, 4, 35-70.
doi:10.1016/0095-8522(49)90032-X.

Sorensen, C.M. Light Scattering by Fractal Aggregates: A Review. Aerosol Sci. Technol. 2001, 35, 648-687.
doi:10.1080/02786820117868.

Witten, T.A.; Sander, L.M. Diffusion-Limited Aggregation, a Kinetic Critical Phenomenon. Phys. Rev. Lett.
1981, 47, 1400-1403. doi:10.1103 /PhysRevLett.47.1400.

Glatter, O.; May, R. Small-angle techniques. In International Tables for Crystallography; International Union of
Crystallography: Chester, UK, 2006; pp. 89-112; doi:10.1107/97809553602060000581.

Muthukumar, M. Mean-Field Theory for Diffusion-Limited Cluster Formation. Phys. Rev. Lett. 1983, 50, 839-842.
doi:10.1103 /PhysRevLett.50.839.

Meakin, P. The structure of two-dimensional Witten-Sander aggregates. ]. Phys. A 1985, 18, L661-L666.
doi:10.1088/0305-4470/18/11/006.

Cherny, A.Y,; Anitas, EIM.; Osipov, V.A.; Kuklin, A.I. The structure of deterministic mass and surface fractals:
theory and methods of analyzing small-angle scattering data. Phys. Chem. Chem. Phys. 2019, 21, 12748-12762.
doi:10.1039/C9CP00783K.

@ © 2020 by the author. Licensee MDPI, Basel, Switzerland. This article is an open access
@ article distributed under the terms and conditions of the Creative Commons Attribution

(CC BY) license (http:/ /creativecommons.org/licenses/by/4.0/).

169






symmetry MBPY

Article
Metal-Insulator Transition in Three-Dimensional
Semiconductors

Klaus Ziegler
Institut fiir Physik, Universitdat Augsburg, D-86135 Augsburg, Germany; klaus.ziegler@physik.uni-augsburg.de
Received: 28 September 2019; Accepted: 24 October 2019; Published: 1 November 2019

Abstract: We use a random gap model to describe a metal-insulator transition in three-dimensional
semiconductors due to doping, and find a conventional phase transition, where the effective scattering
rate is the order parameter. Spontaneous symmetry breaking results in metallic behavior, whereas the
insulating regime is characterized by the absence of spontaneous symmetry breaking. The transition
is continuous for the average conductivity with critical exponent equal to 1. Away from the critical
point, the exponent is roughly 0.6, which may explain experimental observations of a crossover of the
exponent from 1 to 0.5 by going away from the critical point.

Keywords: particle-hole symmetry; metal-insulator transition; random gap model

1. Introduction

The particle-hole symmetry plays a crucial role in solid state physics. In particular in semi- as
well as in superconductor physics [1], this symmetry appears due to the existence of two separate
bands. Recent theoretical studies of three-dimensional Weyl materials has renewed interest in the
disordered driven metal-insulator transition [2-26]. It was shown recently that Anderson localization
can be prevented even in the strong disorder regime when particle-hole symmetry is present [27,28].
This can be understood by the simple picture that particle-hole pairs can be created by an infinitesimal
excitation energy.

Undoped semiconductors have a small gap between the valence and the conduction band,
typically of the order of 0.2, ...,1.2 eV [1]. This gap is strongly affected by doping, which allows us to
engineer a variety of useful technological applications. In particular, sufficiently strong doping closes
the gap such that a metallic phase appears. A classical example for this type of metal-insulator
transition is doped silicon, where typical dopants are phosphorus (Si:P) or boron (Si:B) [29-33].
Disorder plays a crucial role in these materials due to the inhomogeneous distribution of the dopants.
This suggested that Anderson localization must play a crucial role in these systems, where the
quantum states would undergo a transition from extended to localized states for increasing disorder.
This transition should be reflected in the transport properties, where extended states lead to a metal
and localized states to an insulator at vanishing temperatures.

Measurements of the conductivity c(N) as a function of doping concentration N in Si:P at low
temperatures has indeed revealed a critical behavior. Above a critical concentration N; a power law
was found

0(N) ~0p(N/N:. —1)* (N > N)

and a vanishing conductivity for N < N.. The exponent y was determined as y ~ 0.5 for some
experiments [29-32], whereas a crossover from y ~ 0.5 at some distance from the critical point to u ~ 1
in a vicinity very close to N; was observed in other experiments [32,33].

Although the picture of an Anderson transition is quite appealing, an alternative description
can be provided by a random gap model. The idea is that the dopants create energy levels inside
the semiconductor gap. These levels are associated with states that can overlap with the states in the
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semiconductor bands and eventually fill the semiconductor gap by forming extended states. The effect
can be described by a random distribution of local gaps. Then the locally filled gaps can be distributed
over the entire system and form eventually, after sufficient doping, a conducting “network”. This is
associated with a second-order phase transition which will be described in this article. The transition
is distinguished from the Anderson transition by the fact that the metallic phase appears at strong
disorder (i.e., high dopant concentration) and the insulating phase at weak disorder. This does not rule
out an Anderson transition if we increase the disorder inside the metallic regime. However, in realistic
systems it is more likely to see the transition caused by the random gap than the more sophisticated
Anderson transition for N > N.

In the following, we will discuss and analyze the insulator-metal transition due to random gap
closing in a three-dimensional system. This will be based on a two-band model with particle-hole
symmetry. The latter is essential for the existence of metallic states in the presence of strong disorder.

2. Model and Symmetries

We consider a two-band model with a symmetric Hamiltonian. This can be expressed in terms of
Pauli matrices 0 (j=0,..,3). Asimple case is

H = hyo1 + h3os (1)

with symmetric matrices /1, h3 in three-dimensional (real) space. To be more specific, we can choose
the Fourier components i = k/+/2m with k = |/k? + k3 + k3. For a uniform gap A implies h; = A/2
we obtain two bands with the dispersion E, = +£v/k?/2m + A2/4. Subsequently we will consider
a random gap h3 with mean values A/2 to describe the effect of an inhomogeneous distribution of

dopants and rescale k/+/2m — k.
The one-particle Hamiltonian H is invariant under an Abelian chiral transformation:

"2He"?2 = H . (2)

In order to reveal the relevant symmetry for transport in this system, we construct the

two-body Hamiltonian
- H 0
H = , 3

where the upper block H acts on bosons and the lower block H on fermions. The reason for introducing
this two-body Hamiltonian is that we can transform the distribution of the random Hamiltonian H into
a distribution of the Green’s function G(z) = (H — z) ! [34,35], which is often called a supersymmetric
representation of the Green’s function.

Next we introduce the transformation matrix

N 0 o¢m
u= 4
and obtain the anti-commutator relation
(A0} = 0. (5)

This implies the non-Abelian chiral symmetry

et = A , (6)
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which is an extension of the Abelian symmetry (2). The Green’s function G(z) does not obey this
symmetry for z # 0. Therefore, z plays here the role of a symmetry-breaking field. An interesting limit
is z — 0, which we will study in the next section.

Now we consider the case of a random gap with mean (h13,) = A/2 and variance (h3h3 /) —
A?/4 = g6, » and its effect on the average conductivity at frequency w. The conductivity is obtained
from the Kubo formula as [35,36]

2

O = —z—hwz lil)%Re {Zr%TrZ [(Gor(w /2 +i€)Gro(—w /2 — ie)>]}, Giz)=H-2)"'. ©

In particular, we are interested in the DC limit w — 0. This limit restores the chiral symmetry of
H in (6) for the Green’s functions. However, the symmetry can be spontaneously broken now. Since it
is a continuous symmetry, this creates a massless mode, which represents fluctuations on arbitrarily
large length scales.

Here it should be noticed that 03(H + z) ~'o» = —(H — z) 1. This has the consequence that the
product in (7) reads Gor(z)Gro(—2) = (H — 2)o, ' (H + z) ! = —(H — 2)3 02(H — z) 5l 02 such that
elements of G(w /2 + ie) are sufficient to express the conductivity.

A common approximation for the average two-particle Greens function is the factorization of
the average

(Gor(w /2 +i€)Gr(—w/2 —ie)) = (Gor(w/2 +i€)) (Gro(—w/2 — i€)) 8)

and a subsequent self-consistent Born approximation for the two factors. There are corrections though,
which might be divergent [35,36]. The reason is that the expression on the left-hand side decays like a
power law with distance r while the expression on the right-hand side decays exponentially. The power
law is a consequence of the massless mode associated with the spontaneously broken non-Abelian
symmetry. This problem will be discussed and solved in Section 4.

3. Self-Consistent Approximation

We start with the self-consistent Born approximation of the average one-particle Green’s function
(G(2)) = Go(z+in), Golz) = ((H) —2)7", ©)

where the self-energy 7 is a scattering rate, which is determined by the self-consistent equation
in = Goo(z + i) [37]. This reads in our case with momentum cut-off A

. . +A :
i =y(z+in) [/\{;IOg (Z_A)] (y=g/2m% a= \/(z+z17)2—A2/4)

and for z = 0 this simplifies to the relation 7 = I with

I =9 [A—pBarctan(A/B)], B=\/n*+A%/4.
In this case there are two solutions of the self-consistent equation, namely # = 0 and 77 # 0 with

1
~ A—PBarctan(A/B)

% (10)
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A nonzero 7 reflects spontaneous symmetry breaking with respect to (6). Such a solution exists
for (10) only at sufficiently large . Moreover,  vanishes continuously as we reduce . Then there is a
phase boundary which separates the symmetric and the symmetry-broken regime:

2
1) = S T Aarctan(2A/B) ()
which is plotted in Figure 1. The average density of states then reads
1. , 1 .. _
p(E) = 5 lim I {Tr2 [(Ger(E + i€))]} = o lim I {TryGoo (E + i€ + i)}
_ 1 , o a+A _ A2
_nlm{(E+l11) {/\ zlog(a_A>]}, o= \/(E+in)?—A2/4). (12)

As a qualitative picture the average density of states is plotted for a fixed # in Figure 2.

disorder

05 f INSULATOR
0 Il Il Il
-1 0.5 0 0.5 1
average gap

Figure 1. Phase diagram of the metal-insulator transition of the three-dimensional random gap model
from Equation (11), where disorder is the parameter - and the average gap is A.

1.2

density of states

energy

Figure 2. Average density of states of the three-dimensional random gap model for fixed 7 = 0.04 and
average gap A = 0.4 (full curve) and A = 0.8 (dashed curve).
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4. Scaling Relation of the Average Two-Particle Green’s Function

Using the factorization of the averaged product of Green’s functions in Equation (8), the
conductivity in Equation (7) is approximated as [36]

ZZr Try [(Gor(y) Gro(— ~w22r Try [(Gor (1)) (Gro(—¥))] (y = w/2+ie),  (13)

where the constant prefactor ¢? /2h has been omitted here. This can be combined with the self-consistent
Born approximation in Equation (9) to obtain

W? Y 17Ty [(Gor () (Gro(—y))] & w? Y riTra [Gox(y + i) Go,—« (—y — in)] - (14)

For the expression (7) this approximation leads to the Boltzmann (or Drude) conductivity, which
reads in our specific case

” Nezwz A A2/4 — 72
T2 Jo (A2/A— 224 K2)3

Kdk (z=w/2+i7). (15)

Thus the conductivity vanishes in the DC limit w — 0 for > 0. The reason is that
the self-consistent Born approximation creates the Green’s function Gy, (y + i), which decays
exponentially on the scale 1/7. Consequently, the sum over the real space coordinates on the right-hand
side of Equation (14) is finite.

A more careful inspection indicates that the averaged product of Green’s function on the left-hand
side of Equation (13) decays according to a power law as a consequence of the massless fluctuations
around the spontaneous symmetry breaking solution 7 # 0 [34]. We can perform the integration with
respect to these fluctuations and obtain the diffusion propagator [35]

Try [(Gop ()G ’y e 16
72 [(Gor(y) Grol(—y | et (16)
with diffusion coefficient
_n—iy 2 ‘ L
D = "=} " Tra [Gox(y + in) Go,—r(—y —in)] - (17)
r

After summing over the real space coordinates we obtain the expression
@ Y1 Tr2 [(Gor (1) Gro(—))) = WP F (/) Yori* Tr2 [Goa(y + i) Go,—e(—y —im)] , (18)
r r

where the coefficient on the right-hand side is a result of the strong massless fluctuations, which didn’t
exist in the approximation given by Equation (14). It depends on the ratio of the order parameter of
spontaneous symmetry breaking 7 and the symmetry-breaking field y:

fn/y) = (1+in/y)*. (19)

This coefficient indicates that the correlations of the Green’s function fluctuations are negligible
only for f(17/y) ~ 1. This is the case in the absence of symmetry breaking, where 7 = 0 and f(0) =
This justifies the approximation by Equation (14) in the insulating regime. On the other hand, in the
presence of spontaneous symmetry breaking (i.e., for # > 0) the coefficient diverges for w — 0 and
gives w?f(11/y) — —1 in the limits € — 0 and then w — 0.
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The diffusion coefficient in Equation (17) is easy to calculate and reads

1 1
AT /AT/a (- iy)?

(20)

Y 1 Tra [Gox(y +i17) Go,—e (—y — ing)]

which together with the scaling relation (18) gives for the conductivity of Equation (7) in the DC limit

w—0 )
1

2
T amn AT
The solution 7 of the self-consistent Equation (10) is inserted into oy and the conductivity is
plotted as a function of disorder strength < in Figure 3. The conductivity vanishes linearly with
decreasing disorder strength (i.e., with decreasing doping concentration). To illustrate the crossover to
a power law with exponent 0.6, the calculated conductivity and the power-law fit are plotted together
in Figure 4.

(21)

0.45 T

"av. gap 0.004 —

I av. gap 0.04
o av.gap 0.4 -

0.35

03

0.25 |

02}

conductivity

0.15
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0.05 |

0 L .
0.8 1 1.2 1.4 1.6 1.8 2
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Figure 3. Conductivity as a function of disorder for an average gap A = 0.004 (red curve), A = 0.04
(green curve) and A = 0.4 (blue curve). There is a metal-insulator transition at v ~ 1, at v ~ 1.03 and
at vy ~ 1.37, respectively.
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09} conductivity g
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Figure 4. This plot demonstrates the crossover in the critical regime of the conductivity (green curve)
through the fitting (red) curve 0.47(y — 7¢)%0. The latter fits the conductivity very well away from the
critical point . for A = 0.01.
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5. Discussion and Conclusions

Our result for the DC conductivity in Equation (21), together with the solution of the order
parameter 7 in Equation (10), provides a simple description of a metal-insulator transition in doped
three-dimensional semiconductors. The metal-insulator transition is characterized by the scattering
rate 77 that vanishes in the insulating regime. Such a behavior is not an Anderson transition, since the
latter would have a scattering rate # # 0 on both sides of the transition [38]. Even more important is
the change of the coefficient f(7/y): It is always 1 in the insulating regime and infinite in the metallic
regime. This quantity describes the correlations of the Green’s function fluctuations in the relation (18).

There is a linear behavior near the metal-insulator transition and a crossover to a non-critical
power law, as depicted in Figure 4. For the linear part the slope of the conductivity is quite robust
with respect to the average gap A (cf. Figure 3). Away from the transition point a negative curvature
appears though, which can be fitted by a power law with exponent y ~ 0.6 (cf. Figure 4). The change
of exponents can be related to the discussion in References [33,39] about a crossover of exponents
in Si:P from u ~ 1 very close to the critical point N; to y =~ 0.5 further away from N;. Rosenbaum
et al. have found that the conductivity close to the critical point varies from sample to sample [32].
This indicates strong conductivity fluctuations, which may also exist in our random gap model, as
indicated by the strong fluctuations of the Green’s functions due to the large values of f(1/y).

As mentioned in the Introduction, a related metal-insulator transition in three-dimensional Weyl
fermionic systems has attracted considerable attention recently [2-26]. Formally, this transition is
very similar, although the underlying Hamiltonian is that of Weyl fermions rather than our simple
semi-conductor Hamiltonian in Equation (1). This difference leads to the creation of two distinct
insulating phases, characterized by the Hall conductivity oy, = Fe?/2h in the lower part of the phase
diagram in Figure 1 for Weyl fermions. But the role of the particle-hole symmetry, the existence of a
massless mode due to spontaneous breaking of this symmetry and the role of diffusion in the metallic
phase are the same in both types of models [26-28]. This indicates that metal-insulator transitions in
systems with particle-hole symmetry are based on the same type of mechanism.
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Abstract: Symmetries play paramount roles in dynamics of physical systems. All theories of quantum
physics and microworld including the fundamental Standard Model are constructed on the basis of
symmetry principles. In classical physics, the importance and weight of these principles are the same
as in quantum physics: dynamics of complex nonlinear statistical systems is straightforwardly
dictated by their symmetry or its breaking, as we demonstrate on the example of developed
(magneto)hydrodynamic turbulence and the related theoretical models. To simplify the problem,
unbounded models are commonly used. However, turbulence is a mesoscopic phenomenon and the
size of the system must be taken into account. It turns out that influence of outer length of turbulence
is significant and can lead to intermittency. More precisely, we analyze the connection of phenomena
such as behavior of statistical correlations of observable quantities, anomalous scaling, and generation
of magnetic field by hydrodynamic fluctuations with symmetries such as Galilean symmetry, isotropy,
spatial parity and their violation and finite size of the system.

Keywords: stochastic dynamics; symmetry breaking; field-theoretic renormalization group

1. Introduction

The success of physics is to a large extent dictated by its enormous predictive power describing
many natural phenomena. Ranging from microscopic distances probed at colliders facilities up to
macroscopic scales observed through sophisticated astronomical devices, physics develops theories
and models that describe reality to a very high precision. Once one understands basic principles,
one could not stop wonder about the incredible efficiency with which fundamental physical laws
are constructed. To a large extent, guiding principles in physics are based on a correct recognition of
underlying symmetries.

From a historical point of view, the first nontrivial symmetry found was Galilei’s discovery
of equivalence of inertial frames whose direct consequence is momentum conservation. A further
development in theoretical physics, most notably utilized by E. Noether in her work, uncovers the
fundamental role in classical physics played by symmetries. Later on, it was realized that many
physical theories can be based on a proper identification of symmetries. The prototypical and most
successful example is how the Lorentz covariance of particle physics, underlying principles of quantum
mechanics and local gauge symmetry, restrict the permissible form of theory to such an extent that
every such attempt results in a kind of quantum field theory [1]. From a modern perspective, this is
related to the observation that most quantum field theory models should be interpreted as kind of
effective field models that describe physics sufficiently up to a certain energy scale. An input from
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experiments is still needed to impose restrictions on theory, for example, in mirror symmetry, time
reversal and charge conjugation play a fundamental role in the formulation of the standard model [2].
Indications of whether a given interaction is accompanied by some symmetry are inferred by the
experiment and not from theoretical reasoning alone.

Symmetry considerations are not restricted to particle physics only. They are important in other
research areas as well. In particular, our aim in this article is to describe them in the context of classical
physics related mainly to applications in fluid mechanics. To set the context and provide the basic
framework for theoretical considerations and relations with other branches of physics, we discuss the
underlying ideas more broadly.

The problems considered in this paper belong to statistical physics, which forms a cornerstone of
the modern science. Since its foundation as a scientific discipline in the works of Gibbs and Boltzmann,
it has evolved to a great depth both in scope and rigorousness. At present, methods primarily devoted
to the study of physical systems are applied in such diverse scientific fields as chemistry, biology,
economics, sociology and computer science. Such a success might be explained by the generality of
the fundamental laws of statistical physics and genuine appearance of systems with great resemblance
to the models studied in physics. In general, they could be characterized by a large number of
entities (atoms, spins and so on) that interact with each other. It is important to realize how large this
number is. For instance, merely one mole of ordinary matter under normal circumstances contains as
many as 10?® atoms or molecules. This is an incredibly large value beyond human ability to imagine.
The rigorous treatment of such a system in terms of particle dynamics (via classical Euler-Lagrange
equations or Schrodinger equation in the quantum case) is apparently meaningless. Nonetheless, it
is an experimental fact that under stationary boundary conditions all closed macroscopic systems
tend to evolve to the equilibrium state that is characterized by a constant value of its macroscopic
(coarse-grained) characteristics, e.g., temperature, volume, magnetization, etc. At mesoscopic scales of
space and time, this tendency remains true, but the thermodynamic parameters are slowly varying
functions of position and time. In a more precise sense, this property of nature is formulated in the
second law of thermodynamics. In an isolated system, it also identifies an equilibrium with the most
disordered (equivalent to the most probable) state under given external conditions.

In many instances encountered in equilibrium physics, it is possible to use an approximation in
which interactions or fluctuations between microscopic constituents of the model can be neglected or
treated as a small perturbation to the ideal situation of noninteracting particles. The ideal gas and van
der Waals model are famous examples. Note that in the latter case attractive interaction between gas
molecules are effectively taken into account by the corresponding virial term [3].

When matter is more dense, interactions between neighboring particles cannot be neglected.
The fundamental property of additivity of energy and entropy [3] in the equilibrium is maintained by the
assumption that the system may be considered comprising of noninteracting subsystems (“mesoscopic”
elements of matter). It should be noted that, for the very possibility of considering noninteracting
particles or subsystems as the ideal situation, particles are assumed to have short-range interactions.
At the microscopic level, this corresponds to electrically neutral molecules or clusters of molecules.
Problems related to formation and structure of these quantities [4] are beyond the scope of this article.

However, there also exist situations, in which neglecting fluctuations is not appropriate at all. The
theory of critical phenomena [5,6], which deals with the second-order phase transitions in macroscopic
systems, is a well-known representative. It is observed, e.g., in liquid—vapor transition, A —transition
in superfluid helium or various magnetic transitions between paramagnetic and ferromagnetic phases.
A characteristic feature of these transitions is the appearance of strong fluctuations and correlations
between underlying constituents (atoms or spins, subsystems comprising thereof). A parameter used
for a quantitative description of correlations is the correlation length. Broadly speaking, it represents the
average distance to which atoms or clusters “feel” each other or behave cooperatively. In equilibrium
situations, it is of atomic order, which explains why a dilute atomic system usually can be considered
consisting of effectively non-interacting atoms. In dense matter, this is rephrased to clusters of atoms.
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The first attempt to tackle the problem of phase transitions was based on the use of mean field
theory. Loosely speaking, it presumes that correlations between mesoscopic stochastic variables can
be treated perturbatively. Thus, in the sense of the central limit theorem, deviations from the ideal
Gaussian behavior of fluctuations can be constructed (in quantum field theory, this procedure is also
known as the Wick theorem). In most cases, some equation of state for macroscopic quantities can be
directly obtained. In situations when the system is far from the critical region, the correlation length is
very small and can be effectively neglected. There is no obvious discrepancy with the experimental
data. However, it turns out that this approach exhibits large quantitative differences between the
theory and the experiment in the vicinity of a critical point. The problem is that here the correlations
are very large. In fact, directly at the transition point, the correlation length is divergent. Therefore,
perturbation theory is no longer applicable (the coupling constant is very large and by no means can
be treated as a small quantity). However, the divergent correlation length reveals another important
effect in the physical picture: scale invariance. In contrast to the aforementioned symmetries, this is a
case of a dynamically generated (emergent) symmetry. Mathematically, it is an invariance with respect
to the special class of transformations that account for a change in the scale at which a physical system
is studied. A divergent correlation length means that there is no special scale and the system looks and
behaves at every scale in the same way.

A well-known observation in physics is that symmetry might have enormous influence on the
properties of the physical system. In terms of scale invariance, the experimentally observed power
laws for the functional dependence of various thermodynamic functions can be explained and also
the various relations between critical exponents can be quantitatively estimated. Another important
property of the second order phase transition is universality. In a simple formulation, it says that the
behavior of the system near its critical point is fully determined by universal quantities—dimension of
space, and number of components of order parameter, symmetry constraints—that are not characteristic
of one system only, but a whole class of systems and also states that universal quantities do not
depend on the model-dependent parameters—coupling constants, etc. Thus, in microscopic details
very different physical systems such as strongly anisotropic magnetic material (the Ising model) and
liquid might have the same critical properties. One only has to know a few very general pieces of
information to classify a given physical system according to its critical behavior into some universality
class, wherein all the systems behave in the same way.

It is interesting to realize that there is a great intrinsic similarity between quantum models in
particle physics and statistical models. A profound relation between quantum field theory and statistical
mechanics is revealed through the language of path integrals [5,6]. A classical random field in this
framework is completely analogous to a fluctuating quantum field. Field models are often amenable to
perturbation methods. Using Feynman diagrammatic technique, terms in perturbative expansion are
expressed via Feynman diagrams that are a graphical representation of certain integrals. As a rule, they
contain divergences in the range of large and small scales (wavevectors). In particle physics, there are
no natural restrictions on scales, therefore it is necessary to find an effective procedure to eliminate these
divergences step by step in each order of a concrete perturbation scheme. In perturbation expansions of
classical field theories, natural scales usually exist: at small scales, the continuum description breaks
down at atomic scales (nanophysics) and there is no reason to go below this lower limit. On the other
hand, real quantities of matter are of finite size. In the theoretical description, however, it is convenient
and customary to extrapolate results obtained for a finite quantity of homogeneous matter to the whole
space when modeling real systems. Below, we demonstrate renormalization methods in the framework
of the stochastic model of developed turbulence and related applications.

The method of renormalization group (RG) was proposed in the framework of the quantum field
theory in the 1950s [1,7-11]. From the practical point of view, the RG method represents an effective way
to determine non-trivial asymptotic behavior of Green functions (correlation functions) in the range
of large (ultraviolet) or small (infrared) wavevectors (scales). The asymptotic behavior is non-trivial
if, in a given order of a perturbative calculation, the divergences in a certain range of wavevectors
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appear (e.g., so-called large logarithms), which compensate for the smallness of the coupling constant g.
In such case, summation of all terms of a perturbation series is needed. This summation can be carried
out by means of the RG approach. Technically, one obtains linear partial differential RG equations for
the Green functions. The coefficient functions (RG-functions) in the differential operator (see below)
are calculated at a given order of the perturbation scheme. However, the solution of the RG equation
represents the sum of an infinite series. For example, if the RG-functions are calculated at the lowest
non-trivial order of the perturbation theory and the corresponding RG-equation is solved, the obtained
result is a sum of leading logarithms of the whole perturbation series. Moreover, if the RG-functions
are calculated with an improved precision, the solution of the RG equation includes corrections to the
leading logarithms.

Notwithstanding the similarity of theoretical description of quantum field theory and classical
statistical models, it has to be borne in mind that there is an essential difference in the interpretation and
use of the RG in statistical physics on the one hand and in particle physics on the other hand. In particle
physics, we are interested in an analysis of scaling in ultraviolet (UV) regime corresponding to large
momenta. On the other hand, in statistical physics, asymptotic behavior in the opposite infrared (IR)
limit of small momenta is usually studied. In both statistical mechanics and hydrodynamic transport
problems, the interest in the IR behavior of statistical models is determined by the property of the
basic field-theoretic tool—perturbation theory—to reproduce the observed singular behavior of certain
physical quantities only in the limit of an infinite (flat) space. However, this infrared limit is usually
rather sensitive to the large-scale structure of the model and care has to exercised when passing to the
limit. In the case of equilibrium systems, the analysis is based on the Gibbs distribution, but, in the
case of steady-state stochastic systems, there is no generic tool to this end which emphasizes the role of
symmetry arguments.

The final aim of the theory (either in stochastic dynamics or developed turbulence) is to find the
time-space dependence of statistical correlations—mainly those that can be experimentally measured.
It turns out that use of quantum field theory methods (RG included) allows deriving a linear differential
equation, which contains stable solutions in the asymptotic region of large macroscopic scales.

Solutions take a form of a product of a power-like term with a nontrivial exponent and scaling
function of dimensionless variables (the scaling function is not determined by the RG method).
To compute critical exponents in the form of asymptotic series, one has to resort to a certain scheme (we
often employ variants of dimensional renormalization). Asymptotic properties of the scaling functions
are analyzed by the operator product expansion, which is another theoretical tool developed mainly by
Wilson, Wegner and Kadanoff [12-14]. In the stochastic theory of fully developed turbulence, scaling
functions may be singular functions of dimensionless arguments and this can drastically change the
critical exponents. The results demonstrate intermittent (multifractal) behavior of statistical correlations
of the random fields of concentration of advected particles. Intermittency is a typical mesoscopic
phenomenon, which is quantitatively revealed in singular behavior of correlation functions of velocity
fluctuations with respect to an external turbulent spatial scale L.

The RG method not only leads to a quantitative description of the behavior near critical points, it
also provides a new framework in which the aforementioned scale invariance and universality are
naturally explained. At present, the use of the RG method in equilibrium statistical physics is well
established and represents an important theoretical tool.

Contrary to the equilibrium physics, there are only few rigorous results in the case of
non-equilibrium systems. Some of their properties are reminiscent of the equilibrium systems and thus
it seems natural to apply the RG method to them. However, there exist also fundamental differences
between them. Non-equilibrium systems might be divided [15] into two broad classes

*  Systems with a Hermitian Hamiltonian, whose stationary states are described by Gibbs—Boltzmann
distribution. Note that at the beginning they happen to be in a state far from the stationary
(equilibrium) state. The dynamic description of such systems is obtained directly from static
formulations. Examples include the Landau-Ginzburg equation for time evolution of local
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magnetization, kinetic Ising model, and models A-H for various models of critical dynamics [16].
All these equations are specific realizations of a rather general Langevin equation [5].

e  Systems without Hermitian Hamiltonian or without Hamiltonian description at all, which in
general do not need to have a stationary state. The detailed balance condition is not satisfied
for them, which implies that Einstein relation between thermal fluctuations and friction forces
cannot be stated. Typical examples of such systems cover: fluid in turbulent state, irreversible
chemical processes, surface growing models, etc. Other approaches to such systems have to be
used via quite general stochastic differential equation, which can be considered as an extension of
a Langevin equation or using a master equation [17]. The former equation is suggested for some
macroscopic quantity. Neglect of microscopic degrees of freedom is replaced by an introduction of
random force. Then, according to underlying physical observations, properties of random force
have to be specified. The latter approach is probably more fundamental, but also more difficult
to handle.

In what follows, our main interest concerns specific problems of the second type related to
hydrodynamics. In hydrodynamics, dissipation of mechanical energy to heat is an essential part of the
physics. Since a Hamiltonian description is not possible in this case, we are dealing with steady states
of the latter class.

As we know from everyday experience, fluids can exhibit very different behaviors from very
simple, e.g., laminar flow, which is very predictable, to very chaotic, as is realized in turbulent motions.
Turbulence is important in the analysis of phenomena in a wide range of scales from particle collisions
in accelerators [18] and circulation of human blood [19] to the flow of air and water in the atmosphere
and oceans, solar wind [20] and clusters of galaxies [21]. Let us stress that all studied systems belong
to open systems that need a continuous input of energy in order to maintain steady state.

Theoretical analysis of turbulence is based on the statistical analysis of solutions of the Navier—
Stokes problem. Symmetry and similarity arguments have allowed infering important conclusions about
the scaling behavior of velocity correlation functions in the case of very large Reynolds numbers (the
famous Kolmogorov theory in the first place) [22,23]. However, a more detailed statistical description
of this fully developed turbulence as well as the onset of turbulence in a laminar flow are still lacking.
Notwithstanding the rapid development of experimental methods [24], one of the major problems in the
study of turbulence is the deficit of high-resolution experimental data. Therefore, numerical methods
have become important tools in the investigation of turbulence [24] and provide solid benchmarks for
testing of analytic results.

It is well-known that weather forecasting can be done for no more than a few days. This is caused
by the intrinsic instability of Navier-Stokes (NS) equations, which are believed to describe motion of
viscous (non-relativistic) fluids [22]. The formidable task of finding its solution remains one of the last
unsolved classical problems [23]. For classification of various fluid states, the Reynolds number Re has
been introduced. It is defined as Re = VL /v, where V is typical average flow velocity, L is an external
scale (e.g., a dimension of an obstacle, which causes perturbation to the regular flow) and v is kinematic
viscosity of the medium. It thus expresses the ratio between inertial and friction (dissipation) forces in a
given fluid. In the case of low values, Re < 1, regular (laminar) flow is observed. With an increasing
value of Re, very different phenomena occur ranging from the periodical ones as Karman vortices to
very chaotic irregular motion for the limit of very high values of Re >> 1 (in practice value Re > 10° is
large enough) [23,25]. This state of fluid is known as fully developed turbulence.

At first sight, a very complicated problem turns out to be theoretically tractable because of
appearance of new symmetries (again kind of emergent symmetry)—statistical symmetries. Kolmogorov
postulated hypotheses [23,26] that could explain turbulence and also predict statistical and scaling
properties of various correlation and structure functions. The Kolmogorov theory can be considered
a kind of theory for “ideal” turbulence in the sense that it assumes the infinite value for the Reynolds
number. These hypotheses are still not proved from the first principles—in this case from the Navier—
Stokes equations. It should also be borne in mind that Kolmogorov’s hypotheses are stated for the case
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of homogeneous isotropic flat space but without any specific indication how this limit is approached
when the Reynolds number grows without limit.

In contrast to mathematics, the physicist’s approach to turbulence follows a different path. Instead
of considering a difficult mathematical problem related to boundary and initial conditions, their
effect is replaced by properly chosen random force. The Navier-Stokes equation is amended by an
additive random variable, which also mimics continuous input of mechanical energy into the system.
The choice of the structure and statistics of the random force is the most essential point in modeling of
the large-scale effects on the scale-invariant behavior predicted by the Kolmogorov theory. To this end,
random forces concentrated at large spatial scales are used. In the basic setup of the stochastic problem,
rotational symmetry of force correlations is assumed, but variation of the symmetry properties of force
correlations (e.g., anisotropy and reflection asymmetry) may be used to probe the effect of large-scale
properties on the scaling behavior of velocity correlations. The modeled large-scale induced effects
include the appearance of a set of anomalous scaling dimensions in corrections to Kolmogorov scaling
(multifractality) and magnetohydrodynamic dynamo. On the other hand, the Galilei invariance and
small-scale anisotropy have been shown to be stable against large-scale perturbations.

In 1977, D. Forster, D. R. Nelson and M. J. Stephen applied the RG method to calculate the
correlations of velocity field [27] governed by the stochastic Navier-Stokes equation with external
random forcing. This work was motivated by Wilson’s momentum shell approach to RG, in which
tracing out of fast degrees of freedom is supplemented with scale transformation [12,15]. Later, it
was shown by C. De Dominicis and P. C. Martin [28] that in the range of small wave numbers the
correlations of the velocity field manifest a scaling behavior with the celebrated Kolmogorov exponents.
The stochastic NS equation was proposed to justify the Kolmogorov theory and has to be distinguished
from the usual NS equations.

The essential idea of applying RG in the theory of developed turbulence consists in elimination of
the direct influence of the modes with high wave numbers on observed quantities. Their influence
is included in some effective variables, e.g., to the turbulent viscosity. Such an approach based
on momentum shell approach was later developed further [29,30]. Let us note that in this paper
we consider a different field-theoretic renormalization group technique [23,26,31,32], whose main
advantage is more transparent and easier calculations.

Another interesting problem related to turbulence is the advection of some quantity [33,34]
(temperature field, concentration field or tracer) by the turbulent field. In addition to the practical
importance of such a problem, it is also very interesting from the theoretical point of view. It is still not
clear to what extent turbulence is intermittent [23], i.e., what its fractal nature is. On the other hand,
advection of a passive scalar quantity by simpler models (e.g., Kraichnan model that is described in
detail below) than turbulence exhibits very strong intermittent behavior.

Naively, basic assumptions of Kraichnan-like models can be considered too crude. A typical
approach to stochastic dynamics starts from an analysis of ideal systems—homogeneous in space and
time, isotropic, incompressible (in the case of fluids), possessing mirror symmetry, etc. In the present
review, the corresponding results for fully developed turbulence are summarized. However, real
systems almost always exhibit some form of anisotropy, compressibility or violated mirror symmetry.
The effect of such deviations from the ideal system on fluctuating random fields has been an object of
intensive research activity, whose arguments and conclusions are described. The results have led to
the general conclusion that such effects play a very important role. They can drastically change the
large-scale behavior predicted by models of ideal systems.

In the original formulation of the Kraichnan model, the velocity field is assumed to be Gaussian,
isotropic, incompressible and uncorrelated in time (white noise). More sophisticated models aim
to incorporate effects of anisotropy, compressibility and finite correlation time [35]. Recent studies
have pointed out some crucial differences between problems with vanishing and finite correlation
time [33,36] and between the compressible and incompressible flows [37,38]. We employ the Kraichnan
rapid-change ensemble to model the turbulent mixing [39]. Thus, we assume that velocity field is
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given by time-decorrelated Gaussian variable with the pair velocity function of the following form
(vv) o« 8(t — t')k~9~¢, where k = |k| is the wave number and 0 < & < 2 is a free parameter of the
theory. The physically most interesting value ¢ = % corresponds to the realistic (“Kolmogorov”) scaling
behavior. This model gained popularity in the past mainly because of the insight it provides into
the explanation of intermittency and anomalous scaling in turbulent flows. In the context of our
study, it is worth mentioning that the Kraichnan ensemble allows a straightforward incorporation
of compressibility, which appears complicated if the velocity is modeled by dynamical equations.
The Kraichnan ensemble has been generalized further to the case of finite correlation time (see,
e.g., [34,36,40] for the passive scalar and [41] for the passive vector fields). However, such synthetic
models with non-vanishing correlation time are plagued by the lack of Galilean symmetry.

In Section 2, a short introduction to field-theoretic approach to stochastic dynamic is given and
we briefly discuss the choice of the functional representation of the perturbation expansion for the
solution of the Langevin equation. Section 3 is reserved for discussion of stochastic Navier—Stokes
equation and basics of Kraichnan model. Section 4 is devoted to basic information of renormalization
group approach and the related Section 5 to operator product expansion that is a specific method
of the RG technique. In Section 6, Ward identities are used to obtain information about energy and
momentum transfer in turbulent media. Section 7 is devoted to use of Ward identities in the RG
analysis. Section 8 describes a dynamic restoration of initially broken Galilean symmetry. Section 9
is dedicated to a mechanism of spontaneous symmetry breaking in magnetohydrodynamic problem
which is responsible for creation of magnetic dynamo. In Section 10, we discuss the effect of anisotropy
and Section 11 is reserved for final remarks and comments.

2. Field-Theoretic Formulation

It is a well-known fact [5] that the failure of Landau theory of the second-order phase transition
lies in the assumption of analyticity of the energy functional F = F(¢), where ¢(x) is an order
parameter configuration. The equilibrium physics of the phase transition is described by the order
parameter at the minimum of the energy functional. The fluctuation theory of phase transitions takes
as the fundamental quantity the random field ¢(x), whose probability density function is defined
by the energy functional as the effective Hamilton function of the Gibbs distribution. The difference
of the fluctuation theory from the mean field theory of the microcanonical ensemb]e is to take the
Landau functional as the fundamental Hamiltonian of the canonical ensemble instead that of an exact
microscopic model. To calculate physical quantities, one has to average over all configurations of ¢(x).
Although a complete mathematical proof of the equivalence between microscopic and fluctuation
model is missing, the latter approach has a very important and useful property. In contrast to the
microscopic model, it is possible to use the RG method in order to analyze its behavior and to obtain
quantitative predictions for critical exponents.

According to rather general arguments, many dynamic phenomena in nature exhibit a clear
separation of time scales. For instance, typical time and space scales in (classical) critical systems
diverge and this allows describing relevant physical quantities in terms of continuous fields. In fact,
the latter corresponds simply to slow modes stemming from conservation laws or broken symmetries.
On the other hand, fast degrees of freedom enter theoretical description through random noise fields.
Similar reasoning applies to other systems that do not exhibit criticality. Famous examples encompass
turbulence, reaction—diffusion problems, driven systems. A general class that covers such dynamical
systems is known in the literature as stochastic dynamics. From the theoretical point of view, it
is important that large scale properties can be properly taken into account through a formalism of
Langevin-like equations.

The Langevin approach can be briefly summarized as follows. The aim is to study a slowly
varying field or a set of fields ¢. Employing physical insight and symmetry reasoning, it is possible to
postulate a stochastic differential equation of the form
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o =V(p)+f, 1)

where the functional V = V(¢) is local in the time variable, i.e., V depends only on the field ¢ and
its spatial derivatives at a given time instant. In rare cases, V can be obtained from a microscopic
model through a controlled coarse-grained procedure, but mostly its construction requires nontrivial
knowledge about physical properties of a given stochastic system [42]. The random force f mimics the
neglected rapid degrees of freedom and it is often modeled by means of Gaussian random variables.
A nonzero mean value of f can be easily absorbed in the functional V. Thus, the complete statistical
information about f is captured by specification of the first two moments

(f()) =0, (f(x)f(x)) =d(t—#)D(x,x), @

where for brevity we have introduced the following notation x = (t,x), where x is a d-dimensional
vector. Let us note that, when necessary, we write the space dimension d explicitly. This permits a
straightforward check of complicated expressions and also plays an important role in perturbative RG
techniques such as dimensional regularization.

The crucial difference between critical and genuine non-equilibrium systems lies in the correlation
function D(x,x’) in Equation (2). In critical dynamics, we know to what the system should relax.
It should end up in the thermal equilibrium described by the Gibbs probability distribution e~ */ksT,
which greatly restricts the form of D. On the other hand, in non-equilibrium systems, such a relation
is broken and steady states (obtained in the limit of large time) are of much more complicated
dynamical nature.

There exist many theoretical approaches, which can be undertaken for an investigation of the
stochastic problem in Equations (1) and (2). Remarkable equivalence of stochastic problems with certain
quantum field theory models offers a plethora of possibilities to use. Due to work of H.-K. Janssen [43]
and C. De Dominicis [44], a given stochastic model can be cast into a path integral formulation, which
is amenable to many theoretical methods such as Feynman diagrammatic technique, the RG method,
and others. To provide background for later use of functional methods and sake of notation, we recall
now the De Dominicis-0Janssen statement in a succinct manner [5]. First, let us rewrite potential
term V(¢) as the sum Lo + n(¢), where L represents the linear part in the field ¢ and 1(¢) contains
non-linearities. Then, stochastic problem in Equation (1) is tantamount to the quantum-field-theory
model with double set of fields ¢ = {¢, ¢’} and action functional of form [32]

1 / / /
Sl¢] =59’ D¢ +¢'[~0rg + Lo +n(g)]. 3)

The auxiliary prime fields ¢’ were put forward in [45] and are known as Martin-Siggia—Rose
response fields. Hereinafter, we have employed a condensed notation, in which integrals over space-time
and summations over repeated internal indices are implied. For instance, the second term in the action
functional in Equation (3) is a shorthand for the expression

@01 = Z/dt /ddx @' (t,x)0(t, x) = /dx @i (x)0ri(x), 4)

where the index i numbers different field components. In this work, we are mainly interested in
stochastic models concerning the velocity field v, which is a vector quantity and thus the appropriate
summation over the vector (internal) index must be taken into account as well. In particular, an
analogous expression to Equation (4) for the velocity field would be written as

/0w = /dt /ddxvg(t,x)atvi(t,x) = /dxvf(x)atvi(x). (5)

The main goal of any statistical theory is to predict behavior of various correlation and response
functions. Borrowing terminology from quantum field theory we refer to them as Green functions.
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These are defined as functional averages over the fields ¢ with the weight exp S[¢], where S is action
functional in Equation (3). Statistical averaging with the weight e® are denoted as follows

:/D<p...e5[¢]. ©)

All Green functions are effectively encoded into generating functional G, which takes the form of
the functional integral

= [ D exp[Sig] + Agl, @)

where A = (Ay, A,r) is the formal source and

Ag= [ dx [Ap()p(x) + Ay (x)¢/(x)] ®)

Further, D¢ in Equation (7) denotes the functional measure, i.e. D¢ = D¢pD¢’, and the expression
| D¢ ... corresponds to a functional integral over the infinite dimensional space of all possible field
configurations. Taking sufficiently many derivatives of G with respect to the formal sources at A = 0
yields any permissible Green function of the theory. For example, the response function (¢¢’) can be
represented by the following functional integral

2
<4’(x)€0/(xl)> = (M(é)gé[A

/Dcpfp (x')eSH, )

The normalization factor, which ensures the equality G(0) = 1, has been included into the
functional measure D¢. The generating functional G for field-theoretic models might be interpreted as
an analog of the partition function in equilibrium statistical physics [6]. The formal Taylor expansion
of G reads

/dxl /dann X1 X)) A1) - - Alxn), (10)

where A on the left hand side stands for either A, or Aq,/ source field, and coefficient functions
correspond to full Green functions

I"G[A]

Gu(x1,-- ., xn) = (@(x1) - p(xn)) = 6A(x1) - 6A(xy) Afo. (11)

The formulation in Equation (3) of the stochastic problem is advantageous for the use of the
powerful machinery of field-theoretic methods such as Feynman diagrammatic technique, RG method,
and operator product expansion. The starting point of perturbative techniques is a separation of action
S into a free part Sy and part containing nonlinearities Sint = ¢'n(¢). This division is not unique, but
the necessary condition is the ability to solve the free part exactly. The free part Sy from Equation (3)
can be symmetrized in the following way

_ T
Sol[p] = —%471«/)5 _% (5’) <at(iL (3t_DL) ) (;’/) (12)

with the symmetric matrix K. Here, T denotes transposing, i.e., KT (x,x’) = K(x/,x). The inverse
matrix A = K~! defines the set of bare propagators A (x,x') = (¢;(x)¢x(x'))o, which we number
as follows

Aip =A% = (3 —L)7", A =2ApDAy, Ap=0, (13)

where ¢ = ¢, ¢ = ¢'. Generalization to a multicomponent field ¢ is obvious. The propagator A1,
is retarded, therefore Ay = Al, is advanced. The symmetric propagator Aj; = Al} contains both
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(retarded and advanced) contributions. The interaction part generates vertices with one field ¢’ and
two or more fields ¢, which are determined by the concrete form of the nonlinear terms in the action
of the model. The aforementioned functional representation in Equation (3) permits construction
of standard Feynman graphs for Green functions [5,6,46] by means of Wick’s theorem. The lines
(propagators) are derived from the quadratic (free) part Sp, whereas the interaction part Syt gives
rise to vertices. Wick’s theorem (see, e.g., [5,47] for details) for the functional in Equation (7) may be
compactly written in the exponential form

G14) = e (5555 e (Smle) + 40| 11

where A is the matrix of propagators in Equation (13) and

5.5 , 0 , )
%A% = /dx/dx WAik(x,x >W (15)

is a shorthand notation for the universal differential operation and the indices i, k enumerate all fields
(response field included) in the model. Expansion of both exponents in Equation (14) leads to the
celebrated Feynman diagrammatic technique, which allows perturbative calculation of all Green
functions of the theory.

3. Stochastic Approach to Turbulence

The stochastic approach to the Navier—Stokes (NS) equation is analogous to fluctuation theory
for critical phenomena mentioned in Section 1. It can be regarded as a microscopic approach to fully
developed turbulence. The crucial difference from critical phenomena is that for turbulence there is no
counterpart of Hamiltonian (free-energy) functional. The stochastic NS equation neglects such physical
effects as influence of the boundaries or the precise form of system’s geometry (e.g., information about
the way turbulence is produced), which are in the experiments responsible for creating turbulent
instabilities. In a phenomenological sense, the input of energy is modeled by the proper choice of the
stochastic force. The main goal of this theory is to justify Kolmogorov hypotheses [23,25]. A general
proof of the equivalence between Kolmogorov hypotheses and the stochastic NS equations is still
missing; nevertheless, as various studies show, it provides a nontrivial input to scaling behavior
observed in turbulent flows [31,33].

The stochastic Navier-Stokes equation, which governs the dynamics of the velocity fluctuations
v; =v;(x),i =1,...,d, assumes the following form

v+ (v-V)o—1yV0+Vp=f, (16)

where v is the molecular kinematic viscosity, p = p(x) stands for pressure fluctuations, V is gradient,
V2 = A = 9%/9x;0x; = 0,;0; is Laplace operator, and f = f(x) represents an external random
force per unit mass. For simplicity, we consider incompressible fluid with the solenoidal velocity
V - v = 0 and unit density of fluid (p = 1). The incompressibility condition permits elimination of the
pressure field from the stochastic Navier-Stokes equation (Equation (16)) and we can consider only its
transverse components

0;v+P(v-V)v —1pV?0 = f, (17)

where all fields are transverse, and P denotes the transverse projection operator, which in the
momentum representation takes the form

P;i(k) = 6;j — kik; /K (18)
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with k = |k| being the magnitude of the wavevector k. In view of universality, it is assumed that the
large-scale random force f obeys the Gaussian distribution law. Hence, only the mean value and the
second moment have to be postulated. The former takes zero value ({f;) = 0) and pair correlation
function is chosen in a general form

(fi(tr,x1) fi(t2, 22)) = Dij(x1, x2). (19)

It is convenient to specify the kernel function D;; in frequency—momentum representation

_ dik e
Dl']'(xl,JQ) = (S(tl — fz)di]'(xl,xZ> = (S(l’l — i’z) / WPl](k)df(k)el (21 xZ), (20)
where d is a dimension of space. To employ the RG technique [28,31], the energy injection d¢(k) is
usually chosen in the power-law form

ds(k) = Dok* "~ *F(kL) (1)

where L denotes outer integral scale, Dy is the amplitude, and the scaling function F(kL) possesses the
unit asymptotic behavior in the range of large wave numbers kL >> 1. For our purposes, it is sufficient
to consider the “massless” theory for which Equation (21) becomes simply

dr(k) = govgk* 4%, (22)

with the additional feature that the corresponding integral in Equation (20) is IR regularized at
m ~ L™1. The parameter Dy in Equation (22) is rewritten as govg for dimensional and calculational
reasons. The parameter gy plays the role of the coupling constant, e > 0 is a free parameter of the
theory. For completeness, let us note that Equation (19) takes in frequency—-momentum representation
the following form

(filw, k) fi(«, k') = (2m)" 6 (w + w)d(k + k') Pyj (k) d s (k). (23)

From the mathematical point of view, Equation (16) represents a stochastic partial differential
equation, first order in time variable. This allows us to employ the machinery of Section 2. Let us
explain how these formal rules are applied to the theory of developed turbulence. According to the
aforementioned De Dominicis—Janssen approach, the stochastic model described by Equation (17) is
tantamount to the field-theoretic model with the action

Snslv,v'] = %v’fqu’j +9' - |—0w+ 1V — (v V)v} , (24)
where Dj; is introduced into Equation (19), the auxiliary response vector field v’ is solenoidal (V - 2" = 0)
as well as the velocity field v, and vy is the bare (molecular) viscosity coefficient. To distinguish it from
the renormalized (turbulent) viscosity v, which is generated in the process of the renormalization, we
denote it and other similar (bare) parameters by the subscript “0” . We stress that this notation is used in
the whole work.

Feynman rules for the perturbation theory are constructed by means of the general operation in
Equation (14)). The explicit form of the propagators is determined by the quadratic part of the action
in Equation (24) and in the frequency—-momentum representation they are

Pij(k)ds(k)
w? + vkt

Pij(k)

AP (wp, k) = L A
i (k) —iwy + vok?

A (wi k) = (85w, K)) = A (i k) =0, (25)

where * denotes complex conjugation and the transverse projector appears due to incompressibility
condition. In the time-momentum representation, the corresponding expressions are
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Pif(k)df(k) e—vokz\t’—t|,

Akt =) = =5 5 (26)
AT (' — 1) = 0 (' — £) Py(k)e 00D, (27)
ATk, t — 1) =0 (t— 1) Py(k)e 0F (1), (28)
AT (Kt —t) =0, (29)

Here, the step function 6(t) displays an important physical feature of the propagator AP —its
retardation. In fact, A" is the leading order contribution to the response function (vv’) of the original
model in Equations (16)—(21). The propagator A’ represents the leading contribution to the pair
correlation function of the velocity field W;; = (v; v;). With coinciding time arguments, the latter is
proportional to the kinetic energy spectrum E(k) in the wavevector representation. This function
enters the equation of energy balance describing the transfer of the kinetic energy from the largest
spatial scales to the smallest ones, where it dissipates to heat [23]. The vertex factor

_ 5"Vg]
5¢(x1)0¢(x2) - .9 ()

is associated to each interaction vertex of a Feynman graph. In Equation (30), the dummy field ¢ is one
from the set of all fields {©’, v}. The interaction vertex in Equation (24) is cast in a more convenient form

Vin(x1, %2, ..+, Xm; ) (30)

- /dt/ddxv’(v -V)o = —/dt/ddxv’ivkakvi = (v';)vrv;, (31)

where the incompressibility condition d;v; = 0 and integration by parts have been used. The latter
step requires the standard assumption of rapid enough vanishing of velocity in the limit |x| — oo.
Furthermore, the last expression in Equation (31) corresponds to the shorthand of Equation (4).
Rewriting functional in Equation (31) in the symmetric form v;V;j;v;0,/2, we derive the explicit form
for the corresponding vertex factor in the Fourier representation

Vi = i(kj6i + kidij). (32)

Here, the wavevector k is flowing in the vertex through the field v and is denoted by slash in
Figure 2. The propagators (lines) A and vertices V are graphically depicted in Figures 1 and 2.

V; % U’j = <’Uﬂ)3~>0 = A;}Jpl (Wk, k)

Vi Ui = (vj)o = A (wk, k)

Figure 1. Nontrivial propagators for the model in Equation (24).

= Vig = i(kjou + kidij)

Figure 2. Interaction vertex responsible for the nonlinear interactions between velocity fluctuations
in the model in Equation (24). Momentum k on the right hand side corresponds to the inflowing
momentum of the auxiliary field v'.

The theoretical description of the fluid turbulence on the basis of “first principles”, i.e., starting
from the stochastic Navier—Stokes (NS) equation [25] remains an open problem. However, considerable
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progress has been made in understanding simplified model systems sharing certain essential properties
with the real problem: stochastic Burgers equation [48], shell models [49] and advection by random
“synthetic” velocity fields [33].

A paradigmatic model of a scalar quantity advected passively by a Gaussian random velocity field,
uncorrelated in time and self-similar in space, the so-called Kraichnan’s rapid-change model [39], is
a famous example. The standard notation for advection problem using the Kraichnan model slightly
differs from the one using stochastic Navier-Stokes ensemble. Therefore, in what follows, we give a brief
overview of basic physical ideas behind the Kraichnan model and introduce the corresponding notation.

The governing equation for diffusion-advection for field 6 is

310 + (v- V)0 — DyV20 = /9, (33)

where Dy is the coefficient of molecular diffusivity and f® = f?(x) is a zero-mean Gaussian random
noise with the correlation function

(Fr)f ) =6(t—1)C(r/L), r=x—x (34)

The noise f? in Equation (33) maintains the steady-state of the system. The particular form of the
correlator is not relevant, however. The sole condition which must be satisfied by the function C(r/L)
is that it must fall off rapidly at r = |r| > L. Here, L is an integral scale related to the stirring.

In accordance with the generalized Kraichnan model [34,50] with finite correlation time taken
into account, we assume velocity field generated by a simple linear stochastic equation

atvi + Rvi = fz’v/ (35)

where R = R(x) is a linear operation to be specified below and f’ = f(x) is a zero-mean random
stirring force with the correlator

"Ny = / 1 —i(t—t")+ik-(x—x'
(ff () ff (x)) :D,’;(x;x)z W/dw/ddkPij(k)Df(wk,k)e (t=t)+ik-(x=x) —(36)

It should be noted that, in the SDE in Equation (33), the multiplicative noise due to random
velocity is not a white noise in time as in the original Kraichnan model. Therefore, there is no need to
specify the interpretation of the SDE. However, in the analysis, the white-noise limit is considered and
it should recalled that in this limit the results correspond to the Stratonovich interpretation of the SDE
in Equation (33).

The correlator D/ is chosen [34-36] in the following form

Df(wk,k) — gng(kz + mZ)Z*d/27£/2*']/2, (37)
with the wavenumber representation of the function R(x):
R(k) = ugug(k? + m?)1=1/2, (38)

The positive amplitude factors gy and ug are the coupling constants of the model. Furthermore,
8o can be regarded as a formally small parameter of the perturbation theory. The positive exponents &
and 77 (¢ = O(1)) are RG expansion parameters. They are analogous to expansion parameter ¢ = 4 — d
in the ¢*— theory. Now, the expansion is carried out in the (g, 7)-plane around the origin e = 77 = 0.

Note the presence of two scales in the problem—integral scale L introduced in Equation (34) and
momentum scale m, which has appeared in Equation (38). Clearly, they have different physical origins.
However, these two scales can be related to each other and for technical purposes [35] it is reasonable
to choose L = 1/m. When not explicitly stated, this relation is always assumed.
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In the limit k > m the functions in Equations (37) and (38) take on a simple powerlike form
Df (wy, k) = govak* 7€, R(k) = uovok®~", (39)

which is convenient for actual calculations. The needed IR regularization will be given by restrictions
on the region of integrations.

From Equations (35), (36), and (39), the statistics of the velocity field v can be determined. It obeys
Gaussian distribution with zero mean and correlator

d dik N
<vi(t,x)vj(0,0)> = /%/WDv(wk,k)eﬂwktﬂk-x’ (40)

where the kernel function Dy (wy, k) is assumed in the form

groto DIk =

DU(CUk, k) = Pl(k) wl% n u%OD%(kZ—W)T

(41)

The correlator in Equation (41) is directly connected to the energy spectrum via the frequency
integral [34,51-55]
2

E(k) ~ k%1 / dwD? (wy, k) =~ %k“. 42)

Hence, the coupling constant gy and the exponent ¢ characterize the equal-time velocity correlator

or, similarly, energy spectrum. Further, the parameter 1y and the exponent 7 are related to the frequency

wg =~ ugvpk®>~" (or to the function R(k), the reciprocal of the correlation time at the wave number k)

which describes the mode with wave number k [34,51-57]. Let us note that in the chosen notation the

value ¢ = 8/3 corresponds to the well-known Kolmogorov “five-thirds law” for the spatial scaling

behavior of the velocity field, and the value 7 = 4/3 corresponds to the Kolmogorov frequency.

A straightforward dimensional analysis reveals that the parameters (charges) go and u( are connected

to the ultraviolet (UV) momentum scale A (of the same order of magnitude as the inverse Kolmogorov
length) by the relations

g0~ A, uy ~ Al (43)

In Ref. [50], it was demonstrated that the linear model in Equation (35) (and consequently the
Gaussian model in Equation (40) as well) is not invariant under Galilean transformation and, therefore,
it effectively neglects important effect of the self-advection of turbulent eddies. As a result of these
so-called “sweeping effects” the different time correlations of the velocity are not self-similar and
exhibit strong dependence on the integral scale [58,58—-60]. However, the results presented in Ref. [50]
lead to the conclusion that the Gaussian model describe the passive advection reasonably well in the
appropriate frame of reference, in which the mean velocity field vanishes. An additional argument
to support the model in Equation (40) is that we are mainly interested in the equal-time, Galilean
invariant quantities (e.g., structure functions), which are not affected by the sweeping. Therefore, their
absence in the Gaussian model in Equation (40) is not relevant [34,36,40].

The kernel function in Equation (41) is written in a very general form and allows studying various
special limits, in which the numerical analysis of the resulting equations is simplified and which
provide a deeper physical insight. Possible limiting cases are

*  The rapid-change model corresponding to the limit 119 — o0, 8}, = g10/ 10 = const. Then, the
kernel function becomes
Dy (wy, k) o ghoDok 3=+, (44)

The velocity correlator is obviously d —correlated in the time variable.
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e The frozen velocity field arising in the limit 179 — 0, in which the kernel function corresponds to
Dy (wy, k) o goD37d(wy)k> =3¢, (45)

¢ The purely potential velocity field obtained in the limit x — co with ag;p =constant. This case is
similar to the model of random walks in a random environment with long-range correlations [61,62].

¢ The turbulent advection, for which ¢ = 25 = 8/3. This choice mimics properties of the fully
developed turbulence and yields well-known Kolmogorov scaling [23].

Using Equation (3), the stochastic problem in Equations (33)-(36) can be recast into the equivalent
field theoretic model of the doubled set of fields ¢ = {6,0’, v, v’} with the action functional

Slp] = %v/va/ +6 {—8t9 —(v-V)0+ VOVZG} +v' - [-9rv — Ry, (46)

where Df;- is defined in Equation (36), and as usual #’ and v’ are auxiliary response fields.
Generating functional of full Green functions G[A] is defined by Equation (7), where now a linear
form Ag is defined as
AP = Ag + At + Avjv; + Avio). (47)

Following the argument in [34], we set Al?’/ = 01in Equation (47) and carry out the explicit Gaussian
integration over the auxiliary vector field, v’ because we are not interested in the Green functions
containing the auxiliary field v’. After the integration, we are left with the field-theoretic model with
the action functional

SI9) = —30(D°) "o+ 6~ — (0~ V)0 +1 V0], (48)

where the second term represents the De Dominicis-Janssen action for the stochastic problem in
Equation (33) at fixed velocity field v. The first term describes the Gaussian averaging over v specified
by the correlator D?. The latter explicitly reads

Syel[v] = %/dﬁﬁ /dxz 'Ui(xl)Di;l(xl — x2)vj(x2). (49)

The action in Equation (48) is written in a form that is suitable for a straightforward application of
the field-theoretic perturbative analysis with the use of the standard Feynman diagrammatic technique.
From the quadratic part of the action, we derive the matrix of bare propagators. The wavenumber
frequency representations of relevant propagators are: (a) the bare propagator (66’)( defined as follows

1

/ _ I\ * __ .
(60")0 = (0'0)y = "y (50)

and (b) the bare propagator for the velocity field (vv)( that reads
<Z)l“0]'>0 = Pij(k)Dz,(w, k) (51)

The triple (interaction) vertex —’ v;d;j can be rewritten in 6 = G’Z;jV]H, where momentum k is
flowing into the vertex via the response field 6'. A graphical representation of the perturbation elements
for a Kraichnan-like model is schematically depicted in Figure 3.
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U Uy = <’Ui’Uj>0 = A;’;’(wk, k) — = ‘/j = Zk]

g ———m———- 4- 0 =00 = A" (wy, k)
Figure 3. Feynman rules for the model in Equation (48).

Taking as a example the Kraichnan model, let us briefly describe what kind of quantities might be
studied by functional techniques. From experimental and theoretical point of view, the main focus is
in the behavior of the equal-time structure functions

Sn(r) = ([0(t,x+r) —0(t,x)]N) (52)

in the inertial range, specified by the inequalities | ~ 1/A < r = |[r| < L = 1/m (I is an
internal length). Brackets (---) denote the functional average over fields ¢ = {6,6’,v} with the
weight functional exp S[®] from Equation (48). In the isotropic case, the odd functions Spy1 vanish
identically, while for even functions Sy a simple dimensional argument dictates the following form

Son(r) = vg NN Ran(r/1,7/ L, g0, o), (53)

where Ry are scaling functions of purely dimensionless variables. In principle, functions Ry can
be calculated by means of the usual perturbation theory (i.e., as series in gg). However, this is not a
reasonable way to study the inertial-range behavior: the reason is that the coefficients are singular
in the limits r/I — oo and/or ¥/L — 0 and compensate for the smallness of gg. To obtain correct IR
behavior the entire series have to be summed. Such a summation procedure can be effectively done by
the use of the field theoretic RG and OPE (see Sections 4 and 5).

The RG analysis can be divided into two stages. During the first stage, the multiplicative
renormalizability of the model is proved and the differential RG equations for its correlation (structure)
functions are derived. The asymptotic behavior of functions similar to the one in Equation (52) for
r/1 > 1 and any fixed r/L is governed by IR stable fixed points (see next section) of the RG equations
and assumes the form

Son(r) = vy N1 (r/1)"™WRoN(r/L), r/1>1 (54)

with so far unknown scaling functions Ryn(7/L). Whenever vy is a nonlinear function of N, we refer
to such case as anomalous scaling or multiscaling.

Let us remind that the quantity A[Syn] = —2N + yy is called the critical dimension. The exponent
N, the difference between the critical dimension A[Syyn] and the canonical dimension —2N, is known
as the anomalous dimension. In the present case, the latter takes a simple form: vy = ne. For any
function Ry(7/L), the representation in Equation (54) implies scaling behavior in the IR region (r/1 >
1, r/L fixed) with definite critical dimensions of all IR relevant parameters, A[Soy] = —2N + Ne,
Ay, = —1, A; 1 =1 and fixed irrelevant parameters vy and /.

In the second stage, the small r/L behavior of the functions Ryx(r/L) is analyzed in the general
representation in Equation (54) employing the OPE technique (Section 5). It predicts that, in the limit
r/L — 0, the functions Ryn(7/L) have the asymptotic forms

Ron(r/L) = Y Cp(r/L) (r/L)"¥, (55)
F

where Cr are coefficients regular in the variable r/L. In general, the summation is performed over
specific renormalized composite operators F with critical dimensions A;,. Kraichnan model exhibits
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nontrivial scaling behavior as some of anomalous exponents Ay are negative and singular behavior on
L is present. Such situation never occurs in critical phenomena [5,6] where corresponding exponents
are positive and lead only to subleading corrections.

More elaborated discussion on anomalous scaling can be found in Section 10, which is devoted
to generalization of Kraichnan model. Namely, assumption of isotropy is abandoned and effect of
anisotropy is taken into account.

4. Renormalization Group Analysis

Let us briefly summarize main ideas of the quantum-field theory of renormalization and RG
technique; a detailed account can be found in monographs [5,6,15,46].

Feynman graphs of Green functions are a convenient graphical representation of perturbation theory.
Quantum field theory models are well-known for appearance of UV divergences in loop diagrams. This
results from an integration at large momenta. Therefore, it is necessary to find an effective procedure to
eliminate these divergences step by step in a controlled manner. Finite diagrams (free of UV divergences)
are brought by an iterative renormalization procedure. The inherent ambiguity of this removal of
divergences may be used to establish connection between values of Green functions at different scales
without having explicit solutions for them. This is the idea of the method of renormalization group (RG)
proposed in the framework of high energy physics long time ago [1,7-11].

In statistical physics, RG allows one to extract relevant information about large-scale behavior
from the mutual correlation between IR behavior of Green functions and UV divergences at critical
dimension [5,15]. Thus, in statistical theories, the RG method can be understood as an effective way
to determine non-trivial asymptotic behavior of Green functions in the range of small (infrared)
wavevectors (scales).

There is simple criterion how to determine the true asymptotic range in the framework of the
RG. One of the RG-functions is the -function, which is the coefficient of the operation dq in the RG
equation. The B-function is calculated perturbatively as infinite series of powers of the coupling
constant g. Non-trivial asymptotic behavior is governed by RG fixed points g*, which are roots of the
B function (solutions of equation B(g) = 0). A fixed point can be IR or UV stable depending on the
behavior of the B-function in the vicinity of ¢g*. Of course, physical theories contain usually many
charges and these considerations have to be properly generalized [5,46].

The field theoretic RG is based on non-trivial techniques of UV renormalization. The basic
procedure lies in a perturbative calculation of the RG-functions in the framework of a prescribed
scheme of regularization [5,6]. To find and analyze UV divergences in a specific field-theoretic model
counting of canonical scaling dimensions of fields and parameters of the model is used. The essence of
such a power counting is closely connected with the existence of a scale invariance in the model.

For models considered in this paper, it is advantageous to calculate Feynman diagrams in a
formal scheme [5] without UV-cut-off A. Then, UV-divergences manifest themselves as poles in
a dimensionless parameter ¢ that measures deviation from a logarithmic theory, i.e., a theory in
which all coupling constants become dimensionless. The procedure of multiplicative renormalization
removing UV-divergences (in the present case, poles in a parameter ¢) is the following: the original
action S[¢, eg] is declared to be unrenormalized; its parameters ey (the letter ¢y stands for the whole
set of parameters; for instance, coupling constants, deviation from criticality, viscosity, etc.) are
the bare parameters, and they are assumed to be functions of the new renormalized parameters e.
The new renormalized action is the functional Sg[¢] = S[pZy, eZ.] with certain (to be determined
perturbatively such that the Green functions generated by the renormalized action are UV finite, i.e.,
regular in ¢) renormalization constants of fields Z, (one per each independent component of the field)
and parameters Z,. In unrenormalized full Green functions Gn = (¢ ... ¢), the functional averaging
(...) is performed with the weight functional exp S[¢], whereas, in renormalized functions GR, with
the renormalized weight functional exp Sg[¢]. The relation between the functionals S[¢] and Sg[¢]
leads to the relation between the corresponding Green functions G§ = Z(;N Gn, where by definition
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GNn = Gn(eg, €. ..) (ellipsis denotes other arguments such as coordinates or wavenumbers), and, by
convention, the quantities G§ and Z are expressed in terms of the parameters e. The correspondence
eg <> e within perturbation theory is assumed to be one-to-one, therefore either of the sets ¢y, ¢ can be
taken as the independent variables.

For translationally invariant theories, it is much more convenient to deal not with the full
Green functions Gy, but with their connected parts Wy. Their generating functional being through
the relation

WI[A] =InG[A]. (56)

A further simplification is possible through 1-irreducible functions I'y (also called one particle
irreducible functions or vertex functions). The generating functional for the latter is defined by the
functional Legendre transform [47]

Tla] = W[A] — Aa, (57)
where

Aa = /dx (Ap(x)agp(x) + Ay (x)ay(x)), agp= (?Z\;[(A;c])' dy = m. (58)

To simplify notation in practical calculations, it is convenient to relabel a-variables back to the
original fields ¢. This allows us to rewrite the first relation in Equation (57) compactly as

(¢ = S[¢] + T[g], (59)

where ['[¢] is the sum of all one particle irreducible (1PI) loop diagrams [5].
Statements of RG theory are readily summarized at the level of corresponding Green functions.
For connected and 1PI Green functions, they read
WR(ee...) = Z;N(e,s)WN(eo(e,e),s,...), (60)
Ree...) = Zg(e,s)l“N(eO(e,s),s,...), (61)

where the functions ¢y(e, €), Zg (e,€) can be chosen arbitrarily, which implies an arbitrary choice of
normalization of the fields and parameters e at given ep. In the present text, we also interchangeably
use the following notation for the connected Green functions

W¢1...¢N = <(P1 o (PN>corm-/ (62)

and for the 1PI Green functions according to the aforementioned relabeling & — ¢

Torpy = (D1 PN)1-ir- (63)

The crucial statement of the theory of renormalization is that for the multiplicatively
renormalizable models these functions can be chosen to provide UV finiteness of Green functions as
e — 0. With this choice, all UV divergences (poles in ¢) contained in the functions ey(e, €), Z f;’ (e, ) are
absent in renormalized Green functions W& (e, €). We note that the UV finiteness in this sense of any
one set of Green functions (full, connected, and 1-irreducible) automatically leads to the UV-finiteness
of any other. The RG equations are written for the renormalized functions WX which differ from the
original unrenormalized functions Wy only by normalization, and, therefore, can be used equally
well to analyze the critical scaling. Let us recall an elementary derivation of the RG equations [5,46].
The requirement of elimination of divergences does not uniquely determine the functions ey (e, ¢) and
Zp(e,€). An arbitrariness remains which allows introducing an additional dimensional parameter
scale setting parameter (renormalization mass) y in these functions (and via them also into Wll\z,)

Wﬁ,(e, e ...)= Z(;N(e, i, e)Wn(eole p,€),¢,...). (64)

198



Symmetry 2019, 11, 1193

A change of p at fixed e) leads to a change of ¢, Zy and Wy for unchanged Wy (ep,¢,...). We
denote by D, the differential operator o, for fixed ey and apply it to both sides of the equation
ZyWR = Wy with it. This yields the basic RG differential equation

19y, + Zf?yeag + N7y W]I\{,(e,‘u,s,. ) =0, 7 = T)y InZy (65)
e

where the operator D, is expressed in the variables y,e. The coefficients Dye and 7y are called
the RG functions and are calculated in terms of various renormalization constants Z. Coupling
constants (charges) g are those parameters e, on which the renormalization constants Z = Z(g) depend.
Logarithmic derivatives of charges in Equation (65) are  functions

Bs = Dyg. (66)

All the RG-functions are UV-finite, i.e., have no poles in ¢, which is a consequence of the functions
WR being UV-finite in Equation (65).

For models considered in the present work, the analysis of divergences should be augmented by
the following considerations:

¢  For any dynamic model in Equation (1), all 1PI Green functions containing only the original
fields ¢ are proportional to the closed loops of step functions, hence they vanish, and thus do not
generate counterterms.

e If for some reason several external momenta or frequencies occur as an overall factor in all the
Feynman diagrams of a particular Green function, the real degree of divergence ¢’ is less than
0 = dr(e = 0) by the corresponding number of units.

*  Sometimes the divergences formally allowed by dimensionality are absent due to symmetry
restrictions, for instance, the Galilean invariance of the fully developed turbulence [31] restricts
the form of possible counterterms.

¢ Nonlocal terms of the model are not renormalized.

In principle, these general considerations permit determining all superficially divergent functions
and to explicitly obtain the corresponding counter-terms for any dynamic model.

The most convenient scheme for analytic calculations is the scheme of minimal subtractions (MS)
proposed in [63], in which all the renormalization constants Z in the perturbation theory are of the
form

e n
ZM(ge) =1+ Y g" Y e Fcx. (67)
n=1 k=1

In the dimensional renormalization the contribution to the coefficient of g" in Equation (67) may
be expressed as a Laurent series in ¢. In the MS scheme, only the singular part of the Laurent expansion
of each coefficient is retained. In any other renormalization scheme, the renormalization constant is of
the form

o o
Z(ge)=1+Y.8" Y e, (68)
n=1  k=-n
where the regular part of each coefficient Y3  ékc,, _y is, by and large, an arbitrary regular function of
¢ at the origin.

5. Composite Operators and Operator Product Expansion

In this section, we recall the basic information about renormalization and critical exponents
(dimensions) of composite operators, i.e., local products of the basic fields of the model and their
derivatives. In the models we are interested in, they are constructed from the velocity field v, scalar
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field 6 or magnetic field b at the single space-time point x = (¢, x). Examples are 0", b", 6", 9;0", vAv,
(V6 -V6)" and so on.

A theoretical analysis of composite operators and their renormalization is important at least for
two reasons. First, their critical dimensions and correlation functions can be measured experimentally
and for some operators such data are available [64,65]. For instance, in the fully developed turbulence,
the mean of the energy dissipation is proportional to the statistical average of the composite operator
vAv. This quantity enters the equation of energy balance and contributes to the redistribution of the
energy of the turbulent motion and its dissipation. Moreover, strong statistical fluctuations of the
operator of energy dissipation seem to account for deviations from Kolmogorov’s exponents and lead
to the intermittency (multifractality) of the turbulent processes [23]. Second, the general solution of
the RG equation (Equation (65)) contains an unknown scaling function depending on dimensionless
effective variables (coupling constants, viscosity, etc.). This function can be calculated in the framework
of usual perturbation scheme in an expansion parameter but, as mentioned above, in certain asymptotic
ranges of scales, this calculation fails. Both experimental and theoretical reasons in theory of turbulence
motivate us to study behavior of correlation functions with respect to outer (integral) scale L. Let us
elucidate this issue in some detail. As an example we consider pair correlation function for velocity
fluctuations W, = (vv) for field-theoretic model in Equation (24). There is no field renormalization
in this model [32], therefore the Green function Wi coincide with the unrenormalized function W;.
The only difference lies in a choice of variable and perturbation theory (expansion either in charge g or
g0, respectively). In renormalized variable correlation, function W, depends on k, g, v, p# and L. From a
dimensional consideration, we directly see that W, can be represented in the form

Wy = vsz*dR(s,g,u), s=k/u, u=kL, (69)

where R is a function of dimensionless parameters and for brevity we have not explicitly written
the transverse projection operator. The correlation function W satisfies a general RG equation with
¢ = 0, which is a direct consequence of absence of renormalization of velocity field v, and reads

DRGW2 =0, DRG = ;48,4 + ﬁ(g)ag - 7V(g)va,, . (70)

The solution of this equation can be found using the method of characteristics and presented in
the form
W, = ?k*~R(1,§,1), i =u, (71)

where g, 7 are invariant variables, i.e., the first integrals of Equation (70). Using standard RG
considerations, the invariant viscosity [31] takes the following form

o 8§ m(x)] _ [g” 1/37 D \ /3
r=ver|[fa ] - (5) - (@) 7

As the parameter s approaches zero, invariant charge § approaches IR fixed point g, and 7 — v, =
(Do/ g*)l/ 3 k~2¢/3, Hence, at fixed point g, (far from dissipation scales k < p ~ [~1), the single-time
correlation function of velocity field takes the scaling form

W, = (Dy/g.)* 2 k¥~4~%/3R(1,g.,kL). (73)

Setting e = 2 gives kinetic energy spectrum E (k) = W,k?~1 that behaves as a power-law function
of wavevector k. This coincides with Kolmogorov’s prediction —5/3 for the exponent. The remaining
scaling function R is not determined yet and in general it is possible to employ perturbation theory
and obtain infinite series in parameter &. In particular, in the theory of turbulence, the main interest is
in the scaling function R(1,¢*, kL) in the inertial interval kL >> 1. In the theory of critical phenomena,
the asymptotic form of scaling functions for kL > 1 (formally, L — o0) is studied using Wilson’s
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operator product expansion (OPE) (see, e.g., [6,60]). The analog of L in turbulence is played by the
correlation length r¢ in critical phenomena. It turns out that this technique can be used also in the
theory of turbulence and in simplified (toy) models associated with the genuine turbulence (see,
e.g., [5,31,33,67,68]).

The generating functional of the correlation functions of the field ¢ with one insertion of the
composite operator F(¢) has the form (compare with the generating functional in Equation (7) for the
usual correlation functions of ¢)

GIAF] = [ Do F(p) exp[SI] + Ag). 74

Since the arguments of the fields in the operator F coincide (giving rise to new closed loops
in the Feynman diagrams), correlation functions with these operators contain new UV divergences,
which have to removed by an additional renormalization procedure (see, e.g., [5,6,66]). The standard
RG equations yield the IR scaling of the renormalized correlation functions with definite critical
dimensions Ar = A[F] of a set of basis operators F. Due to the renormalization, A[F] is not the sum
of critical dimensions of the fields and derivatives in F. A detailed analysis of the renormalization
procedure of composite operators for the stochastic NS problem can be found in the review [67], and
below we restrict ourselves to the necessary information only.

As a rule, composite operators are mixed during the renormalization procedure, i.e., an UV
finite renormalized operator FR (correlation functions with one insertion of Fgr do not possess UV
divergences) takes the form FR = F+ counterterms, in which “counterterms” stands for a linear
combination of the operator F itself and other unrenormalized operators mixing the the operator F. Let
F = {F,} denote a closed set of operators mixing only with each other under renormalization. For this
set, the matrix of renormalization constants Zr = {Z,4} and the matrix of anomalous dimensions
Yr = {7ap} are defined by

Fo=Y ZuFg,  vF = Z 'DuZr. (75)
B

The subsequent matrix of critical dimensions Ar = {A,g} reads
A[F] = Ap = d5 + ALd¥ + 7%, (76)

in which d%, d%, and df denote diagonal matrices of canonical dimensions of the operators of the closed
set (the diagonal element corresponding to a particular operator F is equal to the sum of canonical
dimensions of all fields, their derivatives and renormalized parameters in F) and 7} = yr(g*) is the
matrix in Equation (75) at the fixed point.

Critical dimensions of the set F = {F,} correspond to the eigenvalues of the matrix Ar. The basis
operators possessing definite critical dimensions are linear combinations of the renormalized operators

=Y uaﬁpg, (77)
B

where the matrix Ur = {U,p} is such that the matrix A} = UpApU, lis diagonal.
Counterterms generated by a given operator F are determined by all possible 1PI Green functions
with one insertion of operator F and an arbitrary number of primary fields ¢,

FN;F = <F(t,x)¢>(t,x1) ...(l)(t,xN)>. (78)
The total canonical dimension (the formal degree of divergence) for these functions is given by

dr = dr — Nedo, (79)

201



Symmetry 2019, 11, 1193

where the sum is taken over all types of field arguments. For dr is a nonnegative integer.
According to the OPE, the single-time product F; (, x1)F2(t, x2) of two renormalized operators at
x = (x1 +x2)/2 = const., and r = x; — x; — 0 can be represented as follows

Fi(t,x1)E(t, x7) ZA,X (80)

Here, the functions A, are the Wilson coefficients regular in L, whereas F,,If are all possible
renormalized local composite operators of the type in Equation (77) allowed by symmetry arguments,
with specific critical dimensions Agx.

The renormalized correlator <F1 (t,x1)F(t,x7)) is obtained by averaging Equation (80) with the
weight exp Sg, quantities (FR) o« L% f, (g, Lu) involving dimensionless (scaling) functions f, (g, Ly)
appear on the right hand side. Their asymptotic behavior for Ly — 0 is found from the corresponding
RG equations (see [34] for the case of Kraichnan model) and has the form

(ERY o L#E, (81)
From the operator product expansion in Equation (80), we therefore get

<F1(t xl)Fz t .X'2 ZCFR V/L R, r/L—0, (82)

where the quantities Czr generated by the Wilson coefficients A, in Equation (80) are regular in L,
the summation is carried out over all possible composite renormalized basis operators FR allowed
by the symmetry of the left side, and Ayr are their critical dimensions. The leading contributions for
r/L — 0 are those with the least dimension Agz. In the theory of critical phenomena, it is observed
that all the nontrivial composite operators have positive critical dimensions Azr > 0 for small € and
the most important term in Equation (82) corresponds to the simplest operator FR = 1 with Az = 0,
i.e., the function R(r/L) is finite as L = r. — 0 (see [6]). However, as has been noted in [68] in the
model of developed turbulence composite operators with negative critical dimensions exist and are
responsible for possible singular behavior of the scaling functions such as N-point correlation functions
Wn = (¢...¢9)asr/L — 0. We call operators with Agx < 0—if they exist—dangerous [67]. This is
motivated by the fact that they correspond to contributions to Equation (82) which diverge for /L — 0.
The scaling functions in Equation (82) decomposed in dangerous operators exhibit anomalous scaling
behavior which is a manifestation of a nontrivial multifractal (intermittent) nature of the statistical
fluctuations of the random fields under consideration and globally all the physical system.

Dangerous composite operators in the stochastic model of turbulence occur only for finite values of
the RG expansion parameter ¢. Let us note that within the ¢ expansion it is not possible to determine
whether or not a given operator is dangerous, if only its critical dimension is not found exactly employing
the Schwinger equations, etc. or the Galilean symmetry (see [67,69]). Furthermore, dangerous operators
appear in the operator product expansion in the form of infinite families with the spectrum of critical
dimensions unbounded from below. Therefore, for a proper analysis of the large L behavior, a summation
of their contributions is called for.

6. Schwinger Equations and Conservation Laws

Useful information about composite operators can be gained even without an actual calculation of
Feynman diagrams. Exploiting invariance properties of functional integrals provides nontrivial relations
known as Schwinger equations [47]. One of the simplest symmetries is the translation invariance of
action in Equation (3). It is invariance with respect to a shift ¢ — ¢ + w, where w = w(x) is a suitably
chosen function that vanishes sufficiently fast, i.e., w(oo) = 0. Such translations do not change the
integration measure and as a result the quantity [ D¢F[¢ + w] does not depend on w for any functional
F[¢]. We then easily derive that the first variation with respect to w yields a formal relation
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/ Dq;‘”;([;’] —0 (83)

written in the notation of Equation (7). The following relation is of particular importance

J
/ D¢ 3% exp[S[¢p] + Ag] = 0. (84)
Performing variational derivatives gives us

Multiplication by field ¢, inside the functional integral is tantamount to a differentiation with
respect to the corresponding source field A. This observation allows us to rewrite Equation (85)

[58 ]

— G(A)=0. 86
op L—)&/&A (4) (5

Substituting G = e"”, we obtain the corresponding Schwinger equation for W[A] where from
we can derive the equation for I'[a]. All these equations are of finite order (for polynomial action) in
functional derivatives, and each of them is tantamount to an infinite chain of connected equations for
the Green functions—the expansion coefficients of the corresponding functionals [47].

In the following discussion, we need one additional relation that corresponds to the Schwinger
equation

| 20 55 (o) xplsiol + ag )=, 7)

where ¢ stands for either the fluctuating field or the corresponding response field.

As discussed in Section 5, composite operators are related to experimentally measurable physical
quantities. We illustrate this claim on an example of stochastic hydrodynamics summarized in the
field-theoretic action in Equation (24). Our aim is to elucidate transfer of energy in a stationary
of turbulent state. The latter condition ensures that time derivatives of averaged quantities are
identically zero.

Let us derive equations describing energy and momentum transfer in turbulent flows. To obtain
an equation expressing momentum conservation, we employ the first equation in Equation (87), where
¢ consists of altogether two d-dimensional vector fields {v, v'}. First, for ¢, we choose a response field
v/, and we get

| P 557 ewiswslel + Agl = [ Dy oot ay | explswsiol a0 0. (69)

1

Performing indicated derivative, we obtain differential equation
<Av; + Dl‘jU;- — 01v; + 1pAv; — (U . V)Ui — 81p> =0. (89)

Due to transversality of response field v, a nonlocal term has appeared, which corresponds to the

pressure fluctuations
0105

p=——x (0rvs). (90)

To derive an equation describing energy transfer, we utilize the second Schwinger equation
(Equation (87)). In particular, letting ¢’ — v’ and ¢ — v in Equation (87) yields

203



Symmetry 2019, 11, 1193

0 (4 (x)eSnslol+ag ) —
R 5 (vl(x)e 0. 91)
In an analogous manner to Equation (89), we get
<U,‘Avl( + ZJZ'D,']'U} - ?]iatvi + vovivzvl- - vi(vjaj)vi - (0]8])p> =0 (92)

written in a component notation. Note that all quantities have been normalized to unit mass, i.e., density
has been set to unity (0 = 1). Equations (89) and (92) represent conservation laws for momentum and
energy. They can be further rewritten into a physically more transparent form

(0rv; +9j11;j) = (Dyjv)) + Ay, (93)
(0tE +9;S;) = (—E+ UZ'DZ']'U;- + Z),‘Avl/_>, (94)
where v; might be interpreted as momentum density, E = v?/2 is energy density, I1; is tensor of

momentum transfer, S; is vector of energy flow, and € is a rate of energy dissipation. Direct comparison
of Equations (89) and (92) with Equations (93) and (94) yields explicit expressions

Hij = P(Sl] + 0iV; — l/o(aivj + ajvl-), (95)
1
S, = po; — Vov]'(ai?]]' + a]'TJZ') + Evivz, (96)
1
E = Evo(aﬂ)]‘ + ajvi)z. 97)

We recognize Equation (93) as a stochastic Navier-Stokes equation stirred by random force Dl-]-v;-
and regular force A,.

Functional averellging of Equations (93) and (94) according to the prescription in Equation (6) with
weigh functional exp Sns[¢] leads to the balance equation for energy and momentum. Assuming
vanishing external force A, we obtain the following equation for time derivative of energy

9 (E) = — (€) = 3; (Si) + (viD;jo} ) - (98)

It is clear that for homogeneous and isotropic flows at zero external force the mean value (F(x))
of an arbitrary composite operator F(x) = F(t,x) could not depend on the position x. Hence, it is
constant and consequently all spatial derivatives are identically zero. From Equation (98), we then get
for steady state

£ = / dx Djj(x, x") <vi(x)v;-(x’)> , (99)

where we have introduced the following abbreviation for mean energy dissipation

£

(E). (100)

Let us recall (see Equation (19)) that pair correlation for random force can be written as D;;(x, x") =
o(t—1t')d;j(x,x"). Insertion of this relation into Equation (100) and integrating over time variable  yields

g-= / dx dy(x,2') (o8, 2)0 (6, 2) ) | o (101)

To the lowest order in perturbation theory, the retarded response function <vi(t, x)v;-(t, x') >0 is

d-correlated in spatial variable. This property holds also for the full response function <vi(x)v;-(x’ )
(what follows from a straightforward analysis of Feynman graphs) and therefore
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(vi(x)o(x"))

1 0;0;
= s(x—o) (6 — —L]. 102
- Z(x x)(lj A) (102)
Insertion of this relation into Equation (101), recalling Equation (20) and integrating through
spatial variable x’, we derive
© dik
2 o dg (k) Pij(k)Pij (k). (103)
Summation over internal indices i and j corresponds to a calculation for a trace of transverse
projection operator P;;(k), which equals d — 1. Thus, we finally arrive at the expression

= d—1
&= oo [ dkds(k). 104
) ( ) 7_[) d f ( ) (104)

This relation reflects an important property of stationary homogeneous turbulence. It expresses
the expected fact that, to achieve a stationary state, it is necessary to inject energy into a system in a
continuous fashion. In the stochastic approach, this is done through a random force, which compensates
energetic losses due to friction processes. These losses are expressed through mean energy dissipation £.

7. Ward Identities and Galilean Invariance

We say that a given theory possesses a symmetry, if the corresponding action functional of the
theory is zero under the action generating this symmetry. Ward—Takahashi identities mathematically
express inherent symmetry of a given field-theoretic action. In stochastic models of turbulence, they
correspond to the well-known Galilean invariance. As a rule, these identities provide nontrivial
relations between various Green functions of theory and consequently between renormalization
constants. Moreover, they are also relevant for an analysis of composite operators.

As pointed out in Section 4, certain divergences present in Feynman diagrams of the perturbative
expansion of a Green function might cancel each other, so that the given Green function is in fact UV
finite. This compensation might be caused by the inherent fact that the underlying stochastic model
describing developed turbulence is invariant with respect to the Galilean transformations. Of course,
such and similar mechanisms are quite general in physics. As a further example, we can mention
absence of potential UV divergences in quantum electrodynamics, or even quantum chromodynamics
describing strong interactions between quarks and gluons. The underlying symmetry in these cases is
gauge symmetry.

Now, we show that Galilean invariance in the model in Equation (24) ensures that UV divergences
in triple 1PI function

(vi (x1)vj(x2) vk (x3))1p1 = T e (3015 X2, X3) (105)

are actually absent. The essential idea consists in a derivation of certain Ward identity, which takes
form of an differential equation relating the triple 1PI Green function I';; with the pair 1PI Green
function ri,-j/ which is an abbreviation for

(vi(x1)v(x2))1pr = T j(x1; %2). (106)

These relations stem from invariance property of generating functional with respect to the Galilean
transformations. Then, an absence of certain types of UV divergences in I'; ; leads to absence of
divergences in T’ j.

Let us consider a generalized Galilean transformation of fields ¢ = {¢/, v} defined as follows

¢ — Pu: vw(x) - v(xw) - w(t)/ véu(x) = vl(xw)/ (107)
where , -
xp=x+u(t), t=t; u=[ dfwlt')= [ do(t—t)w(t). (108)
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Here, w(t) is some velocity vector describing the Galilean transformation. The spatial vector
u(t) is responsible for a shift of spatial coordinate x. The transformations in Equation (107) are a
generalization of the standard Galilean transformations [70], in which velocity w is constant in time
variable. This is brought about by functional integration in which functional space has to be restricted
by appropriate conditions. Here, it is required that velocity and response fields v and v’ vanish
sufficiently quickly in the limit |¢| — co. Of course, arbitrary symmetry transformation of the model
must comply with this property.
Insertion of Equation (107) into the action in Equation (24) yields the following relation for the
transformed action
Sns[Pw] = Snsl@] + 0" - 9w = Sns[p] — (910') - w, (109)

where in the last equation we have transformed time derivative using partial integration. In this
derivation, the following relations for variational derivatives have been utilized

Spo(x) = (u-V)o(x) —w, (110)
S0’ (x) = (u- V)o'(x), (111)
dworv(x) = (u- V)oro(x) + (w- V)v(x) — oiw, (112)

which can be directly obtained from Equation (107). In infinitesimal form, Equation (109) takes form
duwSns[p] = —(0r0') - w, (113)

where

5 Sns[8] = Sxslgn] — Swslg] = w - 2NslPal | (114)

ow w=0

The implicit assumption in derivation of Equation (113) is smallness of velocity w.
In a compact form, the requirement of Galilean invariance for the model in Equation (24) is
equivalent to the condition
G[A] = G[Au] (115)
or in an infinitesimal form
0G[Aw]
ow

00G[A] =0, w- =0. (116)

w=0

The Ward identities are useful not only for Green functions of basic fields v, v/, but for composite
operators as well (see Section 5). This motivates an introduction of generalized generating functional
that includes composite operators F. It can be presented in the following form

G[A,a] = [ Dp explSwslg] + Ap +aF(9)], (17)

where aF(¢) stands for aF(¢) = YN [dxa;(x)Fi(¢,x). Sources a;(x) correspond to N composite
operators F;(¢, x). In principle, the functional in Equation (117) generates not only all possible Green
functions of basic fields, but also full Green functions consisting of arbitrary inclusion of composite
operators and fields. In this regard, it is useful to compare this generating functional in Equation (117)
with the functional in Equation (74) that generates Green functions containing one inclusion of composite
operator F.

The functional measure is obviously translationally invariant. Hence, equality D¢ = D¢, is
satisfied and Equation (116) can be rewritten in the following way

/DMWMMMMWM:Q (118)
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or
/ D {:Sns 9] + Adwd + ady, F} eShslolFA¢+ak — o (119)

As source fields A and a are independent, the choice a2 = 0 yields Ward identities for Green
functions of basic fields, whereas a # 0 leads to additional Ward identities for Green functions
containing contributions from composite operators. Further, we concentrate on derivation of Ward
identity for Green function containing solely basic fields ¢ = {v,v’}, which we derive from
Equation (119) inserting a = 0. We have

((—w- 00" + Abup)) =0, (120)

where double brackets ((---)) correspond to the functional averaging with respect to the weight
functional exp[S[¢] + A¢]

[ D¢ ...exp [Swslg] + Ag]

()= | D¢ exp [Snsl¢] + Ag]

(121)

Using the relations in Equations (108)-(111), we rewrite Equation (120) in the component notation

/dx w; (1) <<aﬂ):(X) + / dt [Aj(x’)aivj(x’) + A}(x’)aiv;-(x/)} — Al(x)>> =0, (122)

—00

where for brevity we have denoted x' = (¥,x), 9; = 9/9x;, Aj(x) = Ay;(x) and A}(x) =A
As Galilean velocity w is arbitrary, Equation (122) can be further simplified to

/ddx << 0rv}(x / dr’ o(t -(x’)aiv]-(x’) —i—A}(x’)Biv}(x’)} — Al-(x)>> =0. (123

Every term in Equation (123) containing fields ¢ might be obtained by taking an appropriate
number of derivatives of exp[A¢] with respect to source A. This means that field ¢ can be effectively
replaced by variational derivative 6 /6 A

p in () e (124)

Hence, we get

fddx<<—atm + [2 dre(t—t) {Aj(x’)a?mmfw +A;.(x')a%w% —Ai(x)>> =0. (125)

In this formulation, the whole expression in brackets does not depend on integration over fields ¢
and the equation can be further rewritten in terms of generating functional

fddx{ atM/ [ dre(t—t) [A (x’)ai M&( )+A;(x/)a§c YE ,)} A,.(x)}g(A)_o. (126)

Substituting G = e"V, we rewrite Equation (126) into equation for generating functional W for
connected Green functions

fddx{ at5 +f dt'e(t —t') {A](x’)a?c oA( M +A/( ,)ai%

- A,-(x)} =0. (127)
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Finally, by means of the functional Legendre transformations in Equation (57), we rewrite
Equation (127) in terms of generating functional for 1PI (vertex) functions I

o x) Oy, (x ) 9%y (X) «
/ ddx{—ataé(xH [ avou—r) [(;f;gx?) agfi U (;f;gx,)) - ]—m)}zo, (128)

where
W=y, o= L (129)

Generating functional I' can be represented in form of formal Taylor series with respect to sources

«, in which coefficients by powers a” (n = 0,1,2,...,0) are 1PI Green functions. The first few terms are
1 2

I(a) = aylyyn, + Etxv/l"v/wav +--, (130)

where, for instance, the second term actually stands for an expression

0y Tty = /dx1 / dx, / dxg gy (21T jic(x1; X2, X3) oy (22) g (x3). (131)

Insertion of this expansion into Equation (128), we get an infinite system of the Ward identities
that relates various 1PI Green functions. For the present discussion, the most relevant is the Ward
identity between pair (two-point) and triple (three-point) Green functions. The substitution of the
expansion in Equation (130) into Equation (128) yields a formal polynomial in variables «; and zx}.
A comparison of terms proportional to term ocl-tx; gives the following relation

0 0
/ddx Tijr(x1; 20, %) + |0(t —t1) 5—— + 0(t — t2) 5—— | Tis(x1;,x2) = 0. (132)
dx1k 9x

Due to translation, invariance, Fi/j(xl ;X)) = l"i,j(xl — x7;0), therefore

) )
T k=1,...,d. (133)

Using this relation and integrating over time, the variable f (132) yields

d
// d?x dt T ik (x1; 22, %) + /dt [0(t—t) —0(t —t)] Wlkfi,j(xl;xg) =0. (134)

Let us integrate the second term in this equation over time ¢ (I'; j(x1; x2) does not depend on time
variable t, only on ¢; and ¢,). It is straightforward to show that

o () (] t
/ AEO(E— 1) — O(t — £)] :/ df — dt:/zdt:tz—tl. (135)
—00 t tr 5]

Employing this relation in Equation (134), we finally obtain the required Ward identity in the
coordinate representation

or'; j(x1; x2)

/dx Fi,jk(xl;xz, x) =+ (tz — tl)le =0. (136)

For an analysis of UV divergences, it is useful to rewrite the Ward identity into a frequency-
momentum (Fourier) representation. Let us determine Fourier transforms of pair and triple Green
functions. They read
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1 i(pr- Xy )—i
Tij(x1;%2) = 7(27r)2d+2 /dp1 /dp2 Ti,j(pl;pz)el(l’l x1+paw)=ilwiti+watz) (137)
where p; = (w;, p;). Translation invariance in time and space variables dictates
Tii(p1p2) = 20) 18 (wi + w2) W (p1 + pa)Tii(p1).- (138)
This allows us to simplify Equation (137) into
) 1 ip-(x1— %0 ) —icp (f —t
Fij(xix) = oomr [ dpTig(p)e rpem)-iapin=ta), (139)

A similar consideration applies also for the triple Green function I'; j and leads to the Fourier
representation

dpidpod
Tige(ania ) = [ DTS AL o pITelpusp paje S it (140

Hence, we derive

/dx Tik(x1;x2,X) = d+1 /dp L ik(p;—p,0)e ip(x1—xz)—iwp(h—t2) (141)

(27

Insertion of the relations in Equations (139) and (141) into Equation (136) leads to the Ward
identity in form

Lii(p;—p,0) = Plazpri,j(fj)‘ (142)
This relation can be conveniently represented in a graphical form as follows
j, v
. p Lp P
o LP = pl% —>—|—O—>— (143)
P v
p=20

From the Ward identity, it direlcctlyvfollows that there are no UV divergences in triple Green
functions. In fact, on the right hand side of Equation (143), we have the Green function I'; j, which
contains only divergent structures that are proportional to p? (divergences proportional to frequency
wp). Therefore, taking derivative with respect to frequency wj, ensures that the divergent part on right
hand side of Equation (143) vanishes. Hence, the right hand side of Equation (143) is UV finite and
therefore also the left hand side of the given equation is UV finite. This concludes the proof of UV
finiteness of the triple one-time 1PI Green function I'; j.

8. Symmetry Restoration

In the previous Section 7, we show that the Galilean symmetry in Equations (107)-(108) restricts
appearances of UV divergences in the perturbation theory. In this regard, a natural question arises:
What can violation of the Galilean symmetry lead to? We address this issue in the context of the
stochastic Navier-Stokes model in Equation (24). Let us note that the following exposition closely
follows that in [71], where all necessary technical details can be found. Violation can be achieved by
various means. In particular, it can be achieved by modification of time behavior of the force correlator
in Equation (20). Let us imagine that there exists microscopic finite correlation time behaving according
to Ornstein-Uhlenbeck process [17,72].
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Without loss of generality, let us consider a generalization of Equation (23) as
(ilw, k) (', ) = 27)* 15w + w')o(k + K Py (k) (o, ), (144)
where the kernel function df now assumes the following form

}8—d—(y+21)

d¢(wy, k) = DoP;j(k) W'

(145)

Exponent 7 is related to the dispersion law wy « k~2*7. From dimensional considerations,
parameter Dy can be represented as
Dy = govgu, (146)

which can be interpreted as a defining relation for charge g¢. Quite general form of Equation (145) allows
studying two special cases: the limit 1y — 0 fully corresponds to the time-independent correlation of
random force. On the other hand, the limit 1y — co yields the previously analyzed Galilean model in
Equation (20).

The propagator in the frequency—-momentum representation takes the form

K8—d=+21)  Pi(k)
w2 4+ v3udkA =21 w? + 2k

<?)in>0 = D() (147)

According to the theoretical consideration discussed in Sections 2 and 4, it can be shown [71] that
the model corresponding to Equation (24) with Equation (145) is multiplicatively renormalizable in
which two renormalization constants Z; and Z, have to be added. The renormalized action functional is

1
Snsl¢] = ingikv,’{ + 0}, [—at — Z1(v;9;) + szaz] Uk, (148)

where g, v, and u are the renormalized counterparts of the bare (original) parameters; the correlation
function D, is written in terms of the renormalized parameters with the use of the relation gorguj =
g¥+2115u2; and the reference scale i is a new free parameter of the renormalized model. The action of
the renormalized model in Equation (148) can be constructed from the original action in Equation (24)
by renormalization of fields v — Z,v, v — Z,v' and parameters

80 = g“l/lyzg, Up = M;MUZM, Vg = VvZy. (149)
The renormalization constants in Equations (148) and (149) are related as follows
Zy=27y Zu=2y', Zy=71Zy° Z,=Z7, =17 (150)

The leading one-loop calculation [71] of Feynman diagrams is relatively straightforward and
ensuing anomalous dimensions are

B 1 u B 1 udd(d—1)+3ud(d—1) +2u(d?> —d+2) (151)
M=8Gd+2) w1 7~ %ad+2) 4(u+ 1) '
where for brevity the following redefinition of the charge g
S _ o5, (152)
g(zn_)d = 8vd 8-
has been used. Further, from the relations in Equation (150), we get B-functions
Bg =8(—y—271+372), Bu=u(-1n+12). (153)
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A straightforward analysis of the § functions reveals three IR fixed points: the trivial fixed point
(zero values of charges’ coordinates) and two nontrivial fixed points. The trivial (Gaussian) fixed point,
at which all nonlinearities are IR irrelevant, is

gF =0, u'=0 (154)

and is IR attractive when both y and 7 are negative.
A further fixed point {g*, u* } with the coordinates

34 /1 el X 3a.
o= d(dfl)(mq)’ ¢ = d(d+2) (u*4+1)°3a—1 (155)

2 0 2 ¥

is actually of a saddle-point type for, which one eigenvalue of the matrix () is positive and the other
negative.

The most interesting fixed point is actually obtained in the limit u* — oo, from Equations (145) and
(147). This case corresponds to an earlier studied model with random force uncorrelated in time [32].
Therefore, we might expect to find the known fixed point of this model. Introducing a new variable
x = 1/u, one obtains a new f function of the following form

1 d—1
ﬁx—pux——uzﬁu—x[ﬁ—gw]- (156)

Actual calculations reveal the existence of the fixed point with the coordinates

. . 4(d+2)
SR S T YL

(157)
which coincides with that in Ref. [32] and is IR attractive in the region restricted by inequalities y > 0
and 7 > y/3.

The main conclusion from these considerations is that at the only nontrivial IR attractive fixed
point correlation time vanishes. In other words, the Galilean symmetry, broken by the colored random
force in Equation (145), is reestablished in the IR limit.

9. Parity Breaking in Magnetohydrodynamic Turbulence

In addition to the passive scalar problems introduced in Section 3, there exists a broad class of
problems related to vector admixtures [23,35]. Due to the presence of more degrees of freedom, it is
natural to expect that observed behavior can be richer than in scalar case. Among many, much attraction
has been gained by a model of magnetohydrodynamics (MHD) [73-76]. The interplay between the
velocity field and the magnetic field is crucial in explaining many phenomena—magnetic dynamo,
convective processes, galaxy formation, etc. [77-81]—therefore it is clear that it has to be taken into
account properly.

The full stochastic MHD problem is rather complicated, therefore for many purposes for a
theoretical description it has been proposed to use a simplified model—the kinematic Kazantsev—-
Kraichnan model [35]. Its basic assumption is that the vector field of magnetic induction B (hereinafter,
referred to as vector) is passively advected by the turbulent flow, but reaction on the velocity field by
the magnetic field is neglected. The most notable point of criticism to the Kazantsev—Kraichnan model
is the assumption about the velocity field using a simple Gaussian statistical ensemble. From a more
fundamental point of view, the velocity field would be generated dynamically. Therefore, we assume
here that the velocity field is brought about by the stochastic Navier-Stokes equation expounded in
Section 3.

The introduction of magnetic field in the Kazantsev—Kraichnan model comes from a physical
approximation called magnetohydrodynamic limit [74,75]. It is assumed that the matter is electrically
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neutral at large scales and that the mean free path is much shorter than the corresponding Debye length.
This assures that the electric displacement field accounting for the overall motion of charged particles
can be entirely neglected. The system is then completely described in terms of the variables of density,
pressure, and mean velocity field. From the RG point of view the displacement field is IR irrelevant.
Hence, there is no need to retain it. Faraday’s law 9;B = —V X E together with the generalized Ohm’s
law J = o(E + v x B) give rise to the advection—diffusion equation 9;B — V x (v x B) = %y V?B.
According to the functional formulation from Section 2, the corresponding stochastic problem assumes
the form

tb; + Ok (vpb; — viby) = K0d°b; + f7, (158)

where b; is just the fluctuating component of the magnetic induction, xj is the magnetic diffusion
coefficient, and a stochastic source term ff has been added to the right side. This term is the random
part of the curl of the current and stems from the intrinsic randomness of the magnetic field [31].
A detailed account of the MHD problem can be found in [73-75].
The random source fie in Equation (158) is assumed to be zero-mean Gaussian with the correlation
function
(FFE)ff(t,x) =6(t—1)Cyj(r/Le), r=x—x, (159)

where C;;(r/Lg) is a function, whose exact form is irrelevant. It must have a finite limit at (r/Lg) — 0
and vanish at (#/Ly) — oo. The magnetic field b; is solenoidal, therefore the terms 9y (v;by) and (bxo)v;
are equal.

In realistic scenarios, the stochastic NS equation (Equation (16)) has to be amended by a Lorentz
term responsible for the backward influence of the magnetic field on the velocity field. This is brought
about by a familiar force term in conducting fluid of form v x B ~ J ~ (V x B) x B. The most
important consequence of this argument is an important physical effect known as the turbulent
dynamo: generation of magnetic field at large scales by the turbulent motion. Let us make an
important remark, which should clarify the fundamental difference between equilibrium statistical
models and non-equilibrium ones. The turbulent dynamo might be explained by the mechanism of
spontaneous symmetry breaking most spectacularly associated with the Higgs mechanism in particle
physics. Here, “the ground state” of the turbulent gyrotropic fluid with vanishing mean b = 0 of
the magnetic field is unstable. It is stabilized by the spontaneous generation of a spatially uniform
anomalous mean b # 0. This happens in full analogy with the situation in a ferromagnetic material
below T¢, in which magnetic order is stabilized by the appearance of spontaneous magnetization.
The condition for total magnetization follows from an extremal condition imposed on free energy.
On the other hand, for the dynamo problem, the resulting field is determined by the properties of the
response function. In particular, it is required that all perturbations from a given stable state have to be
damped out sufficiently quickly. Let us note that that the instability manifests itself not at the level of
the action function but only at the following one-loop approximation.

Let us discuss the full MHD problem in more detail and introduce one specific generalization.
From now on, we assume that the MHD problem is governed by two coupled equations [22]

Vo =19V?0+ (b-V)b—VQ+f°, (160)
Vib = vougV2b+ A(b - V)o — VP + fb, (161)

where b = b(x) denotes a solenoidal vector field advected by a helical turbulent flow of an incompressible
velocity field v = v(x). Both fields v and b are divergenceless. In other words, they satisfy the
incompressibility condition

Vb=V .v=0. (162)

Further, u is the bare inverse Prandtl number [23,26]. Functions P = P(x) and Q = Q(x) in
Equations (160) and (161) representing pressure fields are not relevant in the following analysis. In fact,
due to the solenoidal property in Equation (162), functions P and Q can be expressed in terms of a formal

212



Symmetry 2019, 11, 1193

Biot-Savart law [23,26]. A is a dimensionless parameter of the model. Three particular values of the
parameter A have been analyzed in detail [35]. First, the value A = 1 yields the Kazantsev—Kraichnan
kinematic dynamo model, where the pressure term in Equation (161) drops out. Second, the choice
A = 0leads to the model of passively advected vector admixture. Third, the value A = —1 corresponds
to the linearized NS equation in a background field with given statistics. It is therefore convenient to
retain A as a free parameter and analyze all three models together. The model in Equation (161) is
often called the generic A model in the literature [35,82,83]. The complete model thus comprises two
interconnected stochastic equations (Equations (160) and (161)).

Stochastic random sources f° and f? must be included in the coarse-grained setup of turbulence
and MHD problems. As usual, it is assumed that the random variable f? is Gaussian with zero mean
and correlation function

D}j(x;0) = (£ (x)£7(0)) = 5(t)Cy (|| /L). (163)

Here, L is the integral scale of stirring of the magnetic field b, C;; is finite at L — co and at [x| > L
it should rapidly fall off. Apart from these restrictions, C;; needs not be specified [35]. Further, f°
mimics the pumping of kinetic energy in the system at the largest spatial scales and is subject to the
condition of real IR energy injection implemented through its specific power-like form suited to the RG
approach [5]. However, the results obtained do not depend on specific forcing statistics because of the
universality of fully developed turbulence. Hence, we only take advantage of the most suitable forcing
in the RG analysis. Following this standard argument [5], we choose the pair correlation function of
zero-mean Gaussian statistics

_ + dk 4—d—2 k-
Dfj(x;0) = {fF (<) (0)) = 81 | F5yg Dok 4Ry, (164
where d = 3 denotes the space dimension; k is the wavevector with the magnitude k = |k|; and

Dy = govg > 0is the positive quantity, where g is a coupling constant connected to the typical UV
momentum scale A through gy ~ A%. The parameter ¢ specifies the power-like behavior of the energy
pumping at large scales and assumes the value of 2 in the physically relevant IR energy pumping. In the
RG analysis of the fully developed turbulence, ¢ is assumed small in calculations. Its physical value of
2 is inserted into perturbative expansions only as the last step [5]. The tensor quantity R;; determines
the spatial parity violation in the model at hand. In symmetric isotropic incompressible turbulent fluid,
such as analyzed here, the tensor R;;(k) corresponds to the sum of the ordinary transverse projection
operator P;;(k) = d;j — k,»k]‘/k2 and a helical term H;;(k) = ipe;jik; /k, i.e.

kki . K
— 12721 —+ lpSi]'lm, (165)

Rij(k) = 6;j(k)
where ¢;; is the third-rank completely antisymmetric tensor. The real-valued helicity parameter p
obeys the inequality |p| < 1 dictated by the condition that the correlation function is positive definite
in Equation (164). Evidently, the value p = 0 corresponds to the isotropic (non-helical) case, while the
value p = 1 corresponds to fully broken spatial parity.

Following the De Dominicis—Janssen approach (Section 2), the stochastic problem of Equations (161)
and (160) is equivalent to a field-theoretic model with the set of fields ® = {v, b, v’,b’}, where the fields
with primes once more denote the response fields [5,45]. Thus, the field-theoretic model is given by the
Dominicis—Janssen action

S[@] =1 [v;ng; + b;ijb]/} +0' [-Vivo + 1 V2?0 + (b V)b] +b'[-Vib + vgug Vb + A(b - V)], (166)
where Dibj and ij are defined in Equations (163) and (164), respectively. As usual, summations
over repeated indices i,j € 1,2,3 are implied. As the original fields v and b, the response fields are
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solenoidal, i.e., V - v’ = V - b = 0. In the frequency-momentum representation, free propagators of
the model in Equation (166) are

P;(K) Cii(K)

/ I\ % ! 1]

<blb]>0 <b1b]>0 iw+1/0u0k2' <b1b]>0 |—iw+v0u0k2|2' ( 6 )
P (k 3k4_d_2£R~ k

(vfoj)o = (i) = 5 o (vivj)o = 80% i®) (168)

iw + vpk?’ | —iw + vok?|?

The function C;j(k) is the Fourier transform of the function C;;(r/L) introduced in Equation (163).
Moreover, the theory includes three interaction vertices

o Sppe: b;(—l)]a]bl + Ab]ajvl) = bl,'vjvijlblr
hd Sv/vv:—vgvjajvi = U;Z)]*Wijl?)l/z,

b4 S.U/bbivgb]'ajbi = U;Z)]‘ui]'lvl/z,

In the momentum-frequency representation, they are associated with the vertex factors [5]
Vip = i(kjoy — Akidij), Wiy = i(kidij + kjoy),  Uijp = i(kidij + kidip). (169)

In all these vertices, momentum k is flowing into through the corresponding response field, i.e.,
in Vj; it is the response field b’ and in Wiji, Uy the field v’. A graphical representation of interaction
vertices is displayed in Figure 4.

Figure 4. Graphical representation of all interaction vertices of the model related velocity non-linearities
of the action (166).

The field theoretic model defined by the action in Equation (166) is intrinsically unstable due
to the fact that 1PI graphs (v'v)1.g and (b'b)1.1r are not UV finite. To ensure the stabilization of the
advection-diffusion system, we assume—inspired by the argument in [84]—that the vector field b
fluctuates around a spontaneously generated non-vanishing mean B = (b) # 0 with the magnitude
depending on the parameter A. The auxiliary field b’ is still supposed to have vanishing mean.
Technically, the spontaneous symmetry breaking is achieved by the substitution of the sum B + b
instead of the vector field b in the action in Equation (166). Such a change of variables gives rise to a
new action functional with the free part now containing additional terms, whereas the interacting part
remains intact. The action functional with broken symmetry is

Slpl = % [vﬁD?jv} + bef’jb;} +9' [~V + V20 + (b- V)b] + b' [~ Vb + 151y V2b
+ A(b-V)v]+7'(B-V)b+ Ab'(B- V)v. (170)

The quadratic part of this action determines propagators of the theory and now it has more involved
structure than Equation (166). It is seen that the symmetry breaking brings about cross propagators
(vb'), (bv'), (bv), and (bb). Furthermore, all propagators are more complicated and depend on the
uniform magnetic field B explicitly. In the frequency-momentum representation, they are
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B-k)?

(vjv;) = [mD”(k)Rij(k), (bib;) = AZCEk)g*(k)D”(k)Rij(k)
(of) = B R, ) = S, an)
(b)) = zA(; ("))p (K), (b)) = (g’i (k)>p (k), 172)
(bioj) = Alg(( ;é (kg Da(K)R;i (K). (173)
Here, following abbreviations have been introduced
a(k) =iw +vk?, B(k) =iw+uvk®, &(k)=A(B-k)*+a(k)p(k) (174)

for brevity. Propagators are depicted in Figure 5.

Figure 5. Graphical representation of all propagators of the model given by the quadratic part of the
action (166).

Identification of all relevant UV divergences is carried out by the standard power counting. We
omit the details, which are analogous to those in Ref. [82]. The model at hand is logarithmic at ¢ = 0.
In the framework of the minimal subtraction (MS) scheme, this means that all possible UV divergences
are poles in ¢ [5]. Following the analysis of Hnati¢ and Zalom [82], we arrive at the conclusion that all
UV divergences are absorbed in counterterms ' V2o and b’ V2b. Thus, the model is multiplicatively
renormalizable with renormalized parameters g, ug, and vy

Vo =vZy, 80=8H*Zg uo=uZy, (175)

where g, u, and v are the corresponding renormalized parameters. The renormalization mass u
is introduced as a consequence of the analytic regularization used in calculations. The quantities
Z; = Z;(g,u;d, p; €) contain poles in the exponent ¢. The renormalized action functional can be written
as follows

Srl¢] = ! [v D%’ + b DY | + o' [~ Vv +vZ1 V0 + Z3(b - V)b] + b' [~ Vib + vuZ, Vb

ijYj ij ]}
+ A(b-V)v] + Z39'(B- V)b + Ab'(B- V)v, (176)
where Z; and Z, are renormalization constants defined by relations

Zy =21, Ze=1Z7° Zy=2Z]" (177)

Both renormalization constants, Z; and Z,, correspond to a different class of Feynman diagrams
(details below). However, they reveal a common structure in the MS scheme: the nth order of
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perturbation theory is related to the nth power of ¢ with the corresponding coefficient containing poles
in € of order n and less [5].
The relevant one-loop-order Feynman diagrams are shown in Figures 6 and 7.

Fl = FQ ==

S IR Y
['s = , I'y =
I = Ly =

Figure 6. Graphical representation of all Feynman diagrams for two-point one-irreducible Green
functions of the action (176). Graphs I'y, ..., I’y represent perturbation expansion for I'y, function,
and Is,...,I'g for Iy, function.

Typp= +2 +2 . | +2 ::‘
+2 --- +2 oo : +2 2 ‘
1 --- +1 . L2 - §
1 --- +1

N e

Ty

Figure 7. Graphical representation of all one-loop Feynman diagrams forces for one-irreducible Green
function I'ypp.

One-loop calculation [84] of self-energy graphs ¥;; for the 1PI function I'y, b, yields the following
expression
2ij ~ e psTi (178)

where
B

B
Here, e; are components of the unit vector pointing in the direction of the spontaneous magnetic
field. Terms proportional to §;; might in principle generate instabilities. In the literature, the term
proportional to ¢;e; is known as exotic. As detailed analysis [84] shows, §;; terms can be eliminated by
imposing the following relation

le = aAél]' — b|B| ((Sl] + (i‘le]'), e = (179)
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_aA | 1 T(d/2+43/2)
IBl—T— m|A] T(d/2+1) v A, (180)

where the parameter A should not be equal to 0 or —1. At real space dimension d = 3, we get

8
B| = ———u,v A. 181
To get insight into relevance of the last term on the right hand side of Equation (179), let us
consider the approximate case of linearized MHD equations in polarized medium

0;v = vk*v +iyb, 9ib = uvk®v + iyv — iufk x e](e - b), (182)

where for brevity we have denoted v = B - k, introduced yu as notation for certain combination of
model parameters and employed the time-momentum representation [84]. Solution is sought in the
form of plane waves

v =o(t,x) = v(t)e*¥, b =b(tx) = b(t)e’**, (183)

For an inviscid medium (v = 0) without the exotic term (¢ = 0), we get a solution known as
Alfvén waves for which
o(t) ~b(t) ~e @, w=7. (184)

The solution with the exotic term is more complicated. To find solutions with the exotic term
(1 # 0), let us first find a convenient orthonormal basis of three vectors ej, e, e3. The following choice

k __e—ejcosf e1 Xe

€1 ﬁ/ e =

, €e3 = [e1 X 82] = (185)

sin ¢ sin
turns out to be case and qualitatively is depicted in Figure 8.

€3 €3

Y o €2
Q

k b €1

Figure 8. Construction of the proper orthonormal basis for a sought solution of linearized MHD equations.

The transverse velocity and magnetic vector fields are perpendicular to the wavevector k or,
equivalently, to the basis vector e;. Let us decompose fields into perpendicular components e; and e3
as follows

v(t) = va(t)ex +v3(t)es, b(t) = ba(t)ez + ba(t)es. (186)

It is a straightforward exercise to check that modes v;, b;; i = 2, 3 satisfy following equations

drva(t) = ivba(t), Aty (t) = iva(t), (187)
01v3(t) = iybs(t), 0tbs(t) = iyus(t) + 2iAby(t). (188)
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Solution of these equations can be represented in the form

Cbz(t) = —02(15) = bzeii,ﬂ,
b3(t) = [b3 + iAby tle ™, (189)
U3(t) = [—b3 — A/yby —iAby t]e_ivt.

Thus, field-theoretic methods not only explain the emergence of turbulent dynamo, but also lead
to an accompanying physical effect: appearance of disturbances in Alfvén waves perpendicular to
the spontaneous field B, which leads to their linear growth in time. This generates long-lived pulses
t exp(—uvk?t)—similar to Goldstone bosons.

An intriguing unsolved problem remains, however. Although gyrotropy is the cause of the
dynamo effect, the value in Equation (180) calculated for the spontaneous magnetic field is independent
of the parameter p. Thus, any however small gyrotropy causes emergence of a finite spontaneous field.
It is thus not clear whether or not the dynamo will also occur in a normal fluid in which p = 0.

10. Effect of Strong Anisotropy

Another related problem that can be addressed is the effect of large-scale anisotropy on statistics
of the velocity field, and the passively advected fields in the inertial range [34,36,85-99]. The classical
Kolmogorov—-Obukhov theory predicts that the anisotropy generated at large spatial scales by the
forcing (boundary conditions, geometry of the mesh, etc.) fades away when the energy is transferred
down to the smaller scales by means of the cascade mechanism [23,25]. This picture is corroborated
in recent analyses for even correlation functions. Thus, they provide us with some backup to the
hypothesis of the restored local isotropy of the turbulence for the velocity field and passively
advected field in the inertial range [34,36,90-95,97-99]. More specifically, the exponents describing
the scaling in the inertial range exhibit universality and hierarchy related to the state of anisotropy.
In particular, the main contribution to an even function comes from the exponent from the isotropic
shell [34,36,89,91-94,97-99]. However, the anisotropy survives in the inertial range being explicit
in odd correlation functions. This is inconsistent with the behavior anticipated on grounds of the
cascade picture. Further, the skewness factor decreases with the length scale much more slowly than
expected [50,85-88,100-103], whereas the odd dimensionless ratios of structure functions of higher
order (hyperskewness, etc.) increase. This hints at persistent anisotropy at small scales [34,36,90,92].
This appears a universal effect as it is observed for both the scalar [34,36] and vector [92] fields, advected
by the Gaussian rapid-change velocity, as well as for the scalar advected by the two-dimensional
velocity field generated by the stochastic Navier-Stokes equation [90].

Here, we demonstrate the anomalous scaling behavior of a passive scalar advected by the
velocity field due to the Kraichnan model with strong anisotropy. In contrast with the studies
in [34,36,50,85-88,103], where the velocity field was assumed isotropic and the anisotropy was generated
at large scales by the imposed linear mean gradient, the uniaxial anisotropy in considered model is
present at all scales. The anomalous exponents turn out to depend on the anisotropy parameters and
are thus not universal.

The aim of this section is twofold. First, expressions for the structure functions and correlation
functions of the scalar gradients are obtained and then the corresponding anomalous exponents are
computed in the leading order of the ¢ expansion. Due to the anisotropy of the velocity flow, the
composite operators of different ranks mix strongly with each other under renormalization. As a
direct consequence, the corresponding anomalous exponents are given by the eigenvalues of matrices
of generic structure (this is in contrast with the case of large-scale anisotropy, in which the matrices
are diagonal or triangular). In terms of the zero-mode approach [93,94], this basically means that the
S50(d) decompositions of the correlation functions do not diagonalize differential operators in the
corresponding exact equations.
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As mentioned in Section 3, in the rapid-change model, the passive advection of a scalar field
6(x) = 0(t, x) is described by the stochastic equation (Equation (33)). The velocity v(x) correlator now
instead of Equation (40) is assumed in the form

(vi(x)v;(x")) = Dy ‘SE;T)Z) / Ak Ty (k) (k2 +m?)~4/27¢/2 explik - (x — x')], (190)
where
Do _ g0 = A° (191)
0]

and the relation m = 1/L holds. In the isotropic case, the tensor quantity T;;(k) in Equation (190) is the
usual transverse projector T;j(k) = P;;(k) (see Equation (18)). The velocity statistics is now assumed
to be anisotropic in entire region of scales. The ordinary transverse projector is then replaced by the
general transverse structure

Tij(k) = a()Pij(k) + b(p)7;(k)7j(k), (192)
where the unit vector n denotes the singled out direction (n* =1),
fij(k) = Pij(k)nj, (193)

and 1 is the angle between the vectors k and n. In other words, (n - k) = k cos ¢ [note that (7 - k) = 0].
The positivity of the correlator in Equation (190) leads to the inequalities

a(p) >0, a(yp)+b(y)sin®y > 0. (194)

In practical calculations, one works with the special case

T (k) = {1 b (’”‘)1 Py (k) + oty (k)1 (k). (195)

K2

Then, the inequalities in Equation (194) reduce to a1, > —1.

Let us note that the quantities in Equations (192) and (195) are invariant with respect to
transformation n — —n. The anisotropy permits an introduction of the mixed correlator (vf) o
né(t — ') C'(r/L) with a function C'(r/L) similar to C(r/L) in Equation (34). This violates the
evenness in n and gives rise to non-vanishing odd functions S;,,1. However, this does not alter
RG analysis [104].

The stochastic problem to be analyzed is tantamount to the field theoretic model of the set of
fields ¢ = {¢’,0, v} with action

1 1 1
S[(P] = EG’D@GI + 9/ |:—at - (‘0 . V) + V0V2 + EDUZ](O)E)ZBJ 0 — EZJDU 17]. (196)

Here, Dy and D, are the correlators in Equations (34) and (190), respectively, and

a4 Tij(q)
Dyij(0) = Do / (27;;d (42 + m2)d/2+e/2 (197)

is the diagonal term (in spatial variables) of the coefficient of the temporal § function in the velocity
pair correlation function in Equation (190)).

The model in Equatio (196) corresponds to the usual Feynman diagrammatic technique with the
triple vertex in Equation (51), propagators in Equation (50) and

(00)o = C(k) (w? + 13k, (0'6")o =0, (198)
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where C(k) is the Fourier transform of the function C(r/L) in Equation 34). The bare propagator
(vv)og = (vv) is defined by Equation (190) with the transverse projection operator from Equation (192)
or Equation (195).

The pair correlation functions (¢¢) of the multicomponent field ¢ = {6’,6, v} fulfill the Dyson
equation. In terms of component fields, we arrive at the system of two equations (cf. [25])

G Yw, k) = —iw + vpk? — Zgig(w, k), (199)
D(w, k) = |G(w, k)[*[C(k) + Zgp (w, k)], (200)

where G(w, k) = (00) and D(w, k) = (06) are the exact response function and pair correlation
function, respectively, and Xy and Xy are self-energy operators represented by 1PI graphs. The rest
of the self-energy functions Xy, in the model in Equation (196) vanish identically.

It is a characteristic feature of models such as that in Equation (196) that all the skeleton multi-loop
diagrams of self-energy functions Xg/g, Xg/¢: contain closed circuits of retarded propagators (66') (it is
important that the propagator (vv)( in Equation (190) is ¢ correlated in time) and hence vanish.

In the presence of anisotropy, a new counterterm of the form 6’ (n - V)20 has to be introduced.
There is no such term in the unrenormalized action functional in Equation (196). Thus, the model in
Equation (196) in its original form is not multiplicatively renormalizable, and to employ RG techniques
we have to extend the model by adding a contribution corresponding to the counterterm to the
bare action

S[®] = 0'Dy0’ /2 + ¢ [—at — (v V) + 1y V2 + xovo(n- V)Z} 0 —vD;lv/2. (201)

Here, o is a new dimensionless parameter. For stability of the system, positivity of the viscous
contribution vok? + xovo(n - k)? is required, which leads to the inequality o > —1. The real physical
value of the new parameter g is zero. However, this does not hinder the application of the RG
techniques. It is first assumed to be arbitrary, and the equality x¢ = 0is imposed as the initial condition
in the solution of equations for invariant variables. The vanishing x( corresponds to some nonzero
value of its renormalized counterpart, which can be explicitly calculated.

For the action in Equation (201), the nontrivial bare propagators in Equation (198) are replaced by

N U 1
(66)0 = {0'6)0 = = T rovo(n K2’ (202)
(06)0 = Clk) (203)

N | —iw + vok? + xovo(n - k)22

Once properly extended, the model becomes multiplicatively renormalizable: due to generation
of counterterms, two independent renormalization constants Z; ; are introduced as coefficients of the
counterterms. This yields the renormalized action in the form

Sg[®] = 0'Dgt’ /2 + 6’ [—at —(v- V) +vZ1 V2 + xvZy(n- V)Z} 0 —oD;lv/2,  (204)
or to the multiplicative renormalization of all the parameters v, go and ) of the action in Equation (201):
vg =vZy, 80 =8WZe Xo=XZx. (205)

The correlator (Equation (190)) in Equation (204) is expressed in terms of renormalized variables
using Equations (205). From direct comparison of Equations (201), (204), and (205), we obtain
the relations

Z1 =2y, Zn=2ZyZ,, Zg=2Z;" (206)
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The beta functions are given by

Be(g ) =Dug =g (—e—1g) =g (—e+m) =g(—e+m), (207)

Bx(8:X) = Dux = —x7x = X(11 — 72). (208)

The relation between B¢ and 7, in Equation (207) is a consequence of the definitions and the last
equality in Equation (206).

One-loop calculation [104] leads to the following expressions for the anomalous dimension 1 (g)

11(8) = Zd(‘fj_z){(d—l)(d+2)+ocl(d+1)+rxz], (209)

and for (g, o)

S
T2(8, 1) = 211(57:2))( [—2a1 + o (d? — 2)], (210)

respectively. Let us note that Equations (209)—(210) are exact [104].
From explicit Equations (209) and (210), we see that the RG equations have just one IR stable
fixed point

2d(d +2)e . —2a1 +a(d? —2)

S D@ Mm@ D e X T @ D@42 tm@s D e

11)

At this point, both eigenvalues of the matrix () are equal to ¢; the values 7§ = 75 = 7, = e are
exact as a consequence of Equations (207)—(208) [here and below, 73 = vr(g*, x*)]. The fixed point in
Equation (211) is degenerate. By this we mean that its coordinates depend explicitly on the anisotropy
parameters a1 5.

Let us consider the solution of the RG equation in the example of the even two-time structure
functions

Son(r,T) = ([8(t,x) —0(t,x)*), r=x—%, T=t-t. (212)

They obey the RG equation DrgSz, = 0 with the differential operator Drg = D), + Bgdg +

ﬁxax — Ynu Dv-
In renormalized variables, a dimensional argument leads to

Son(r,T) = v """ Roy (ur, tv /7%, 1/ L, g, X)- (213)

Here, Ry, is a scaling function of dimensionless variables (dependence on d, ¢, a1 ; and the angle
between the vectors r and # is implied). From the RG equation, the representation

Son(r,T) = (1) "r*"Rou(1,70/1%,7/L, &, %), (214)

is easily derived in terms of the invariant variables ¢ = é(ur, e). The identity L = L is a consequence
of the fact that L is not renormalized. The relation between the bare and invariant variables takes
the form

vo =7Zu(8), 80=8r Zg(8), Xxo=xZx(g %) (215)

Equation (215) defines the invariant variables as functions of the bare parameters in an implicit
form. It is valid because expressions on both sides satisfy the same RG equation, and at ur = 1
Equation (215) coincides with Equation (205).

The asymptotic behavior at large ur of the invariant variables is governed by the IR stable fixed
point: § — ¢%, x — X" for ur — co. However, in multi-charge problems, the possibility must be
considered that, even when the stable IR point exists, not every phase trajectory approaches it in the
limit yr — oo. The phase trajectory may first pass outside the natural region of stability (physical
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region is given by the inequalities ¢ > 0, x > —1) or go to infinity within this region. It can be easily
verified that the RG flow reaches the fixed point in Equation (211) for arbitrary initial conditions gg > 0,
Xo > —1, including the physical case xo = 0. Moreover, the large yr behavior of the invariant viscosity
v can be extracted explicitly from Equation (215) together with the last relation in Equation (206):
v = Dor*/g — Dor®/g* (we remind the reader that Dy = govp). Then, for ur — co and any fixed mr,

we get
San(r,T) = Dy "r" @~ g*" Ry, (tDor™, r/1L), (216)
where the scaling function
Rou(Dotr®,7/L) = Rou(1, Dotr®, 7/ L, g4, ), (217)
has appeared and A} = —2 4 ) = —2 + ¢ s the critical dimension of time. For the equal-time structure
function, we have
San(r) = Dy "r"2=€) g*" Ry (r/L). (218)

Here, the definition of Ry, is evident from Equation (217). It should be noted that Equations (216)-
(218) comprise a proof of the independence of the structure functions in the IR range (large yr and any
r/ L) of the viscosity coefficient or, in other words, of the UV scale: the parameters gg and vy appear in
Equation (216) only in the combination Dy = govp. A similar property has been found for the stochastic
Navier-Stokes equation [105].

In contrast to the previously mentioned models, the scaling function R in Equation (214) contains
two different scales—corresponding to spatial and time differences, respectively. The information
about its behavior can again be obtained using the OPE method from Section 5. Therefore, let F(r, T)
stands for some multiplicatively renormalized quantity. Dimensionality considerations imply

Fr(r,T) = v r U Re(pr,tv /1, r/L, g, a), (219)

where di¥ and dr are the canonical dimension in frequency and the total canonical dimension of
F, respectively (see Section 4 or [5]), and Rr is a function of completely dimensionless variables.
The analog of Equation (214) has the form

F(r,7) = Zp(g,0)Fg = Zp(3,a) (0)% r ¥ Rp(1,70/1%, /L, §, ). (220)

In the large pr limit, one has Zr(g,&) ~ const (Ar)~7F [106]. The UV scale comes into this relation
from Equation (191). In the IR range (Ar ~ ur large, r/ L arbitrary), Equation (220) takes on the form

F(r,T) ~ const A~F Dg%) r=AFRp(DyTr™, 7/ L). (221)

Here,
A[F) = Ap =d% — Ad¥ +9%, A= —2+e (222)

is the critical dimension of the function F. The scaling function Rp is related to Rr asin Equation (217).

For nonvanishing 7}, the function F in the IR range exhibits dependence on A or, equivalently, on vj.

As a detailed analysis reveals [104], the operator 8" requires no counterterms at all, i.e., it is in

fact UV finite, 0V = Z [0N]R with Z = 1. As a straightforward consequence, the critical dimension

of 0N (x) is given by Equation (222) with no correction from 7} and reduces to the sum of the critical
dimensions of the factors:

A[ON] = NA[f] = N(—1+¢/2). (223)

The structure functions in Equation (212) are linear combinations of pair correlators involving the
operators 8N, therefore Equation (223) shows that they indeed satisfy the RG equation of the form in
Equation (65), as discussed in Section 4.
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Tensor composite operators 9,0 - - - 9; 6 (3;00;0)" consisting solely of scalar gradients play an an
important role. It is technically convenient to work with the scalar operators obtained by contracting
the tensors with the vectors n in the fashion

F[N,p] = [(n-V)0]7(9;60,6)", N =2n+p. (224)

Canonical dimensions of these operators depend on the total number of the fields 8 and have the
following form dr = 0, df = —N. These operators (Equation (224)) mix with each other only in the
renormalization procedure. As a consequence, the corresponding infinite renormalization matrix

FIN L= 3 Zivpy v FEIN' P (225)
N’,p’
is block-triangular, i.e., Zy ,n,1) = 0 for N’ > N. It is then clear that the critical dimensions

associated with the operators F|N, p| are fully determined by the eigenvalues of the finite subblocks
with N = N.

In the isotropic case, as well as in the presence of large-scale anisotropy, the elements Zy , (v, ]
vanish for p < p', and the block Zy , (/] is triangular together with the related blocks of the matrices
Ur and Ar in Equations (77) and (222). Moreover, it can be diagonalized in terms of to irreducible
operators (scalars, vectors, and traceless tensors), but even for nonvanishing imposed gradient its
eigenvalues coincide with those of the isotropic case. Hence, the introduction of large-scale anisotropy
has no effect on critical dimensions of operators in Equation (224) (see [34,36]). In the case of small-scale
anisotropy, the operators with different values of p mix in renormalization resulting in the matrix
ZIN,p] [N, is of generic form (neither diagonal nor triangula).

The calculation of the renormalization constants Zy | (n,) can be illustrated within the one-loop
approximation. Let I'(x; 0) be the generating functional of the 1PI Green functions with the insertion
of just one composite operator F[N, p] of Equation (224) containing any number of fields 6. Here, x is
the argument of the composite operator and 6 is the functional argument, the “classical counterpart”
of the random field 6. The general interest is in the Nth term of the expansion of I'(x; ) in 6, which is
denoted as T'y(x; 0); it has the form

I'n(x;0) = % /dxl e / dxn 0(x1) - 0(xn) (F[N, p(x)0(x1) - - - 0(xN))1-ir- (226)

The matrix of critical dimensions in Equation (222) is given in the one-loop approximation by the
expression

ANy = N2+ YNl (227)

where the asterisk implies the substitution in Equation (211). Details of calculation of VIN,p][N,p/] CAN be
found in [104].

As already mentioned, the critical dimensions are determined by the eigenvalues of the matrix
in Equation (227). It is readily checked that, in the isotropic case (a1, = 0), elements of the matrix
with p’ > p vanish, it becomes triangular, and its eigenvalues are the diagonal elements A[N, p|] =
AIN,p][N,p)’

—1) = @-1)(N=p)[d+N+p)

2p(p
A[N, p] = Ne/2 + 2d-1){d+2)

e+ O(e). (228)

From this equation, we observe that, for fixed N and arbitrary d > 2, the dimension AN, p]
monotonically decreases with p. It reaches a minimum at the minimal allowed value of p = py, i.e,,
pn = 0if Nisevenand py = 1if N is odd:

A[N,p] > AN, p'] if p>p. (229)
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This minimal value A[N, py] decreases monotonically as N increases separately for even and odd
values of N, viz.
0> A[2n,0] > A2n+2,0], A2n+1,1] > Al2n+3,1]. (230)

A similar hierarchy is demonstrated by the critical dimensions of certain tensor operators in the
stirred Navier-Stokes turbulence (see Ref. [107] and Section 2.3 of [31]). However, no clear hierarchy is
demonstrated by neighboring even and odd dimensions: relations

_ €2—d)

_e(d+2—4n)
A2n+1,1] — A2n,0] = m

W, A[2n+2,0]—A[2n+1,1]

(231)
lead to inequality A[2n +1,1] > A[2n + 2,0] for any d > 2. On the other hand, the relation A[2n,0] >
A[2n +1,1] is satisfied only if  is large enough, n > (d +2) /4.

Let us denote A[N, p] the eigenvalue of the matrix in Equation (227), which coincides with
Equation (228) for a1, = 0. Because the eigenvalues depend continuously on parameters a; 5, at least
for small enough values of a7 , this notation is unambiguous.

The dimension A[2,0] vanishes identically for any a1, in all orders in €. As in the isotropic model,
this is proved employing the Schwinger equation

/ Do 9,5(36) [e(x)esﬂ[q’HAq’] — 0. (232)

It can be easily checked [104] that A[2,0] = 0, while the to the leading order in ¢ one obtains

A2,2)/e =2+ {~(d - 2)d(d+2)(d + 4)F — (d+2)(d+4) 2+ (d — 2
+ dap) Ff + +3(d + 4)(d — 21 + 2day) Ff + 15d (e — az)Pg}/{(d —1)
) (d+4)[(d—1)(d+2)+ (d+ Dy +az]}, (233)
where F: = F(1,1/2 + n;d/2 + n; —a,) with a, from Equation (211).

For N > 2, the eigenvalues may be found in closed form only within an expansion in a; . The
explicit expressions can be found in [104]. They illustrate two features which appear to hold for all N:

*  The most relevant anisotropy correction is of order (a15) for p # 0 and (af,) for p = 0. This
means that ¢*[N, 0] are anisotropy independent in the linear approximation.
¢  This leading contribution depends on «; » only through the combination a3 = 2a; + day.

This conjecture is supported by the following expressions for N = 6,8 and p = 0:

—2(d+6) 12(d —2)*(d+1)(d* +14d +48)a3

TeOE= ) @1+ 2R+ A7

(234)

. _ —4(d+8) 24(d—2)*(d+1)(d* +18d + 80)a3
LA o e B 1 YT W L (239)

Using the operator product expansion (Section 5), we infer for the scaling function R(r/L) in the
representation in Equation (218) for the correlator (F;(x)F,(x')): the expression

Afp
R(r/L) =Y Ar (Z) L or<L, (236)
F

where the coefficients A are regular in (r/L)>.
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Now, let us discuss the equal-time structure functions Sy in Equation (52). From this, it is
assumed that the mixed correlator (vf) differs from zero; this does not influence the critical dimensions.
However, it gives rise to non-vanishing odd structure functions. As a rule, the operators entering into
the OPE are those generated by Taylor expansions together with all admissible operators which admix
to them in the renormalization procedure [5,6]. The leading term of the Taylor expansion of Sy is the
operator F[N, N] from Equation (224). Renormalization brings about all the operators F[N’, p] with
N’ < N and all allowed values of p. The operators with N’ > N (whose contributions would be more
relevant) are absent in Equation (236), because they do not appear in the Taylor expansion of Sy and
do not admix to the terms therein. Hence, the RG representation in Equation (216) together with the
OPE representation in Equation (236) leads in the inertial range to the asymptotic expression for the
structure function:

Sn(r) = DyN/ZN1=e/2) Z{CN,,,, (r/L)A[N’fP1+-~~}. (237)

The second sum is taken over all values of p, allowed for a given N ! numerical coefficients C N'p
depend on ¢, d, a1, and the angle ¢ between r and n. The ellipsis denotes the contributions of the
operators other than F[N, p], e.g., 9209%6. They generate terms of order (r/L)**(®) and higher and are
discarded in the following.

A few general remarks are in order:

e If the mixed correlator (vf) is missing, the odd structure functions vanish. At the same time, the
contributions to even functions are given only by the operators with even values of N’. Only
contributions with p = 0 remain in the isotropic case (a1, = 0) [104,108]. When anisotropy is
present, a1, # 0, the operators with p # 0 assume nonvanishing means, and their dimensions
A[N', p] enter the right hand side of Equation (237).

®  The most relevant term of the small r/ L behavior is obviously related to the contribution with the
smallest value of the exponent A[N’, p]. Now, we employ the hierarchy relations in Equations (229)
and (230), which hold for a1, = 0 and consequently remain valid at least for a1, < 1. We
conclude that, for sufficiently weak anisotropy, the leading term in (237) is given by the dimension
A[N, 0] for any Sy. In all particular cases considered, this hierarchy remains for finite values
of the anisotropy parameters as well. The contribution with A[N, 0] stays leading for such N
and aq 5.

e Itis possible that the inequalities in Equations (229) and (230) may be violated for some values
of n, d and a1 5, so that the leading contribution to Equation (237) is given by a dimension with
N’ # N and/or p > 0.

e The introduction of the mixed correlator (vf) « nd(t — ') C'(r/L) explicitly violates the evenness
in n and generates non-vanishing odd functions Sy, 1 and leads to to the contributions with
odd N’ to the expansion in Equation (237) for even functions. If the relations in Equations (229)
and (230) are satisfied, in even functions, the leading term is still given by the contribution with
A[N, 0]. If the relations in Equation (231) are fulfilled, in the odd function Sy, 11, the leading term
is given by the dimension A[2n,0] for n < (d +2)/4 and by A[2n +1,1] for n > (d +2) /4. Let us
note that, for the model with an imposed gradient, for all #, the leading terms of Sy, 11 are given
by the dimensions A[2n +1,1] [34,36].

Furthermore, it is permissible that the matrix in Equation (227) for some a4 ; has a pair of complex
conjugate eigenvalues, A and A*. In this case, the small /L behavior of the scaling function §(r/L) in
Equation (237) would contain oscillating terms of the form

(r/L)ReA{Cl cos[ImA (r/L)] + Cysin[ImA (r/L)] },

with constant factors C;.
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Representations similar to Equations (218) and (237) can be readily written for arbitrary equal-time
pair correlation functions, provided their canonical and critical dimensions are known. In particular,
for the operators F[N, p] in the IR region (Ar — oo, /L fixed), we arrive at

(FINy prF[Na, pal) = v MV 2 37 Y (Ar) 88 IRy o (F/L).(238)
N,PN’,p’

Here, the indices N and N’ satisfy the inequalities N < Nj and N’ < Nj,. The indices p and p’
assume all allowed values for given N and N’. The small 7/ L behavior of the functions R NN’ p (r/L)
is of the form

En it (mr) = Y Crr (r/L)AINHY, (239)
N"p"
with the constraint N < N + N’ and corresponding values of p"’; Cyw ,» are numerical coefficients.

Thus far, we have considered the particular case of the velocity correlator given by Equations (190)
and (195). Explicit calculations [104] show that contributions to the renormalization constants (as a
direct consequence, to the coordinates of the fixed point and the anomalous dimensions as well) come
solely from the even polynomials in the expansion in Equation (192). This is why odd polynomials were
absent in Equation (192) from the very beginning. Further, from the explicit form [104] of self-energy
graph Xy, it can be shown that only the coefficients a; with I = 0,1 and b; with [ = 0, 1, 2 contribute to
the constants Z; » in Equation (204) and, consequently, to the basic RG functions in Equations (207) as
well as Equation (208) to the coordinates of the fixed point in Equation (211). Hence, the fixed point
in the generic model in Equation (192) is fully parameterized by these five coefficients. The higher
coefficients appear only through the positivity conditions in Equation (194).

Further, for x = 0, only coefficients a; with [ < 2 and b; with /| < 3 might contribute to the
integrals H,, and, therefore, to the one-loop critical dimensions in Equation (227). As a consequence,
calculation of the latter is significantly simplified in the special case a9 = 1, 2 = 0 and b; = 0 for
I < 2 in Equation (192). The coordinates of the fixed point in Equation (211) coincide with those in
the isotropic model. In particular, . = 0, and the anomalous exponents will depend on the two
parameters a, and b3 solely. In all analyzed cases, the general picture is akin to that outlined above
for the case in Equation (195). For instance, the hierarchy of the critical dimensions, stated in the
inequalities in Equations (229)—(231), persists also to this case. We conclude that the special case in
Equation (195) represents adequately the main features of the generic model in Equation (192).

The exponents are related to the critical dimensions of composite operators in Equation (224)
constructed from the scalar gradients. In contrast to the isotropic flow, these operators in the model
under consideration mix in renormalization in such a way that the matrices of their critical dimensions
are neither of diagonal nor triangular form. These matrices are calculated explicitly to the order (¢)
However, their eigenvalues (anomalous exponents) can be calculated only as perturbative series in
1,2 (Equations (234) and (235)) or in a numerical fashion.

In the limit of zero anisotropy, the exponents can be related to definite tensor composite operators
constructed from the scalar gradients, and exhibit certain hierarchy connected to the degree of
anisotropy. It can be summarized as follows: the lower is the rank, the lower is the dimension
and, therefore, the contribution to the inertial-range behavior is more important.

Leading terms of the even (odd) structure functions are caused by the scalar (vector) operators.
For the case of finite anisotropy, the exponents cannot be related to individual operators (which are mixed
in renormalization procedure), but the aforementioned hierarchy is present for all the studied cases.

A short comment about the second-order structure function S;(r) is appropriate here. It can
be studied employing the RG and zero-mode techniques [104]; as in the isotropic case [39,109-111].
Its leading term is Sy o r>~¢, but the amplitude now depends on & » and the angle between the vectors
r and n from Equation (195). The first correction due to anisotropy is (r/L)2[2? with the exponent
A[2,2] = O(e) from Equation (233).
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In isotropic velocity field, the anisotropy inserted at large scales by external forcing or imposed
mean gradient, persists in the inertial range and shows in odd correlation functions: the skewness
factor S3/ Sg/ 2 decreases at r/L — 0 but slowly (see [50,85-88,100-103]), while the higher-order ratios
Soni1 /S;H/2 increase (see, e.g., [34,36,90,92]).

In the studied model, the inertial-range behavior of the skewness factor is described by the
expression S3/53/% o« (r/L)A31. For a1, — 0, the exponent A[3,1] is given by Equation (228) with
n =3 and p = 1. It is positive and coincides with the previous result [85,86]. By numerical means, it
can be shown that, if the anisotropy becomes strong enough, the exponent A[3, 1] becomes negative
and the skewness factor increases towards the depth of the inertial interval. Let us note that the
higher-order odd ratios increase already when the anisotropy is weak.

11. Conclusions

The crucial problem in many phenomena encountered in physics is the proper identification of
underlying symmetry and the mechanism that leads to its violation. The solution to such a task is by no
means obvious and requires deep understanding of the physical problem. In non-equilibrium statistical
physics, which deals with systems containing many interacting degrees of freedom, symmetries are
present at different levels of theoretical description.

In this article, our main aim is to summarize and elucidate approaches suitable for theoretical
analysis of symmetries and their violations in problems related to various aspects of fluid dynamics. In
particular, we concentrate on an overall analysis of symmetries emerging in fully developed turbulence
and related problems. All studied problems are of classical nature and share the common property
that they cannot be described within the standard equilibrium statistical physics and thus constitute
systems far from the thermal equilibrium. Nevertheless, it is possible to study them with the use
of powerful and versatile methods borrowed from high energy physics. We demonstrate how to
construct a functional-integral representation of classical stochastic problems based on the introduction
of an action functional analogous to that of particle physics. Use of the action functional is especially
illuminating in revealing symmetries of models and their consequences. The functional representation
is analyzed using Feynman diagrammatic technique and renormalization group approach. The latter is
especially convenient for an analysis of large-scale behavior. To this end, it is necessary to find R stable
fixed point(s) of the RG f functions of the model at hand. The fundamental difference between the RG
in high-energy physics and statistical systems is that only the opposite spatial scales are of interest.
In high-energy physics, small spatial scales are studied and the asymptotic behavior of models at large
momenta is vital. In classical statistical systems, there is a maximal spatial scale L. The goal of the
theory is then to determine how much L affects relevant physical quantities. We apply field-theoretic
methods to classical non-equilibrium systems and as a paradigmatic example present the stochastic
approach to fully developed turbulence. We review the basic setup, and briefly describe the RG
method and the related topic of operator product expansion. Examples are given of the use of the latter
as an important tool in the analysis of experimentally measurable quantities. The important Galilei
symmetry is described in the functional representation and its consequences derived. Consequences of
breaking of Galilei symmetry in the stochastic Navier-Stokes model with colored noise are discussed
with the use of the RG. Important effects of parity violation and strong anisotropy in turbulent flows
are analyzed in detail.
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Abbreviations

The following abbreviations are used in this manuscript:

NS
RG
SDE
uv
IR
OPE
1PI

Navier—Stokes
Renormalization Group
Stochastic Differential Equation
Ultraviolet

Infrared

Operator Product Expansion
one-particle irreducible

MHD Magnetohydrodynamics
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