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A statistical approach to description of the charge carrier transfer processes in hybrid
nanostructures taking into account electromagnetic fields is proposed using the method of
the nonequilibrium statistical operator Zubarev. Generalized transfer equations are ob-
tained, which describe non-Markov processes of charge transfer in the system taking into
account magnetic and polarization processes under the influence of external and induced
internal electromagnetic fields. Weakly nonequilibrium charge transfer processes in nanos-
tructures are considered, and a nonequilibrium statistical operator is obtained, by means
of which the magneto-diffusion transfer equations for electrons in layered nanostructures
are obtained. A generalized Cattaneo-type diffusion equation in time fractional derivatives
is obtained for electrons with a characteristic relaxation time and a generalized model is
proposed that takes into account the complexity of relaxation electro-magnetic diffusion
processes for electrons in layered nanostructures.
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1. Introduction

Studies of the influence of magnetization and polarization processes in the electronic subsystem and
intercalated layers of complexes on the current flow in the system remain relevant [1-4|. In a recent
paper [2] for the system SiO2(SmCls) Nyquist diagrams were constructed — display of full impedance
in a complex plane with coordinate axes its real and imaginary parts — Re Z — Im Z. The diagram
shows that after encapsulation of SmCls the real component of the specific complex impedance (Re Z)
in the lowest frequency region (corresponding to the current passage of mainly delocalized carriers)
decreases more than four times. At the same time, appearance of the impedance hodograph in the
dark changes — a horizontal low-frequency “tail” appears. It is most likely related to the distribution
of active resistance (due to the discretization of the energy spectrum). Interestingly, it is stored in a
constant magnetic field of 2.75kOe, which causes a negative magnetoresistive effect, due to Zeeman’s
delocalization of carriers from trap centers located near the Fermi level. In addition, the effect of the
transition in the low-frequency section of the impedance hodograph to the IV-inductive quadrant of
the complex impedance plane under illumination was interesting. Similar behavior was observed in
Nyquist diagrams for GaSe [4-6] and from the point of view of theoretical research was interpreted
as a subdiffusion impedance based on the Cattaneo-type subdiffusion equations in time fractional
derivatives.

The detected phenomenon of photoinduced “negative” capacitance can find its application to solve
the problem of forming non-gyratory nano-dimensional delay lines with optical control. The appearance
of a giant negative photocapacity is most likely related to the photoexcitation of electrons from occupied
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states below the Fermi level and thus the formation of trap centers for injected electrons with a
relaxation time greater than half the sinusoidal signal. To elucidate the mechanisms of such processes,
the microscopic approaches to the description of current flow in such systems are required, taking into
account their electromagnetic nature.

The effect of external magnetic field on the molecular structure of nanolayers (5 — CD(FeSOy))
containing iron sulfate, the cationic structure of which has a large magnetic moment in the layered
structure of GaSe can lead to magnetization of these layers, which affects the change in resistance.
If the magnetizations of the layers are parallel, then the electric current associated with the tunnel-
ing electrons between these layers through the semiconductor layer will increase, and therefore the
resistance will decrease. Conversely, if the magnetizations of the layers are antiparallel, then the prob-
ability of electron tunneling decreases sharply, and therefore the resistance increases. The effect of
giant magnetoresistance arises due to dependence of the electrons scattering on the direction of their
spin relative to the magnetization vector. Electrons whose spin is directed opposite to the direction of
magnetization scatter more intensely than those electrons whose spin is oriented in the direction way
as the magnetization. Therefore, when magnetizations in the layers are antiparallel, the resistance will
increase, and vice versa, when the magnetizations are parallel, the resistance will decrease. It is obvious
that the magnetization processes in the layers affect the spin dynamics of the electronic subsystem.
This can lead to significant correlations between electron charge fluxes (holes) with correspondingly
directed spins and electron charge density gradients. A significant change in charge flux can occur
due to induced magnetoelectric interactions. These processes are essentially nonlinear with the com-
plex behavior of relaxation processes associated with magnetoelectric interactions (including internal
electric and magnetic fields), leading to magnetization and polarization processes, as evidenced by the
dielectric function dependence on frequency and impedance. Internal electric and magnetic fields have
a significant effect on the asymmetry of the density of states above and below the Fermi level, which
ensures the nature of the current flow. Such processes can also stimulate the emergence of traps for
charge carriers, which will affect the current flow, as evidenced by the impedance dependences. The
answer to these questions should be sought in studies of the magnetization and polarization processes
in the electronic subsystem and intercalated layers of complexes (8 — CD(FeSQOy)). It is important to
take into account the system fractality when construction the electron transfer equations and Maxwell’s
equations for electromagnetic fields. The possible processes of electron tunneling between the modified
complexes through the semiconductor matrix layer require a separate study. Similar physical processes
of current passage will occur in clathrates GaSe(SmCls) with the greatest possible manifestation of
magnetic processes.

In terms of models that could be used to describe the correlations between particle fluxes and
their density gradients, this is primarily a subdiffusion model based on the Cattaneo equations [4-7],
which was used for the modeling system by modifying 8-cyclodextrin without FeSO4. However, the
modification of the Cattaneo equation must take into account the influence of FeSO,, as well as the
influence of an external magnetic field. It is important to note that a number of phenomenological [8-11]
and semi-phenomenological [12,13] studies are devoted to the development of kinetic theory on the
basis of fractional-differential transfer equations to describe the processes of charge carrier transfer in
semiconductor structures.

The second section presents the Hamiltonian model of hybrid multilayer nanostructures in an elec-
tromagnetic field. The third section proposes a statistical approach to the description of transfer pro-
cesses in these systems using the method of non-equilibrium statistical operator (NSO) Zubarev [14,15].
To describe the nonequilibrium processes of charge carrier transfer in hybrid nanostructures taking into
account magnetism, the nonequilibrium average values of the electron density operators (n,(r)), com-
plexes (nS(r))!, and their corresponding densities of magnetic moments (m(r))!, (M (r))" are chosen
for the parameters of the reduced description. Here averaging is performed using the nonequilibrium
statistical operator o(t), which is the NSO method as a delayed solution of the Liouville quantum
equation. In the fourth section, using the nonequilibrium statistical operator for the parameters of
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the reduced description, generalized transfer equations are obtained, which describe non-Markov cur-
rent flow processes in the system taking into account magnetic and polarization processes under the
influence of external and induced internal electromagnetic fields. In the fifth section, weakly nonequilib-
rium current-flow processes in nanostructures are considered and a nonequilibrium statistical operator
is obtained, by means of which the magneto-diffusion transfer equations for electrons in layered nanos-
tructures are written in the sixth section. In the seventh section, a generalized Cattaneo-type diffusion
equation with time fractional derivatives is obtained for electrons with a characteristic relaxation time,
and in the eighth section, a generalized model is proposed that takes into account the complexity of
relaxation electromagnetic diffusion processes for electrons in layered nanostructures.

2. Hamiltonian of the system

From the point of view of theoretical research, it is important to consider the model of a hybrid
multilayer nanostructure GaSe(8 — CD(FeSOy)) in the fields of light, electric and magnetic fields. The
Hamiltonian of this model can be represented as:

H(t) = H. + Ho—ph + Hem + Hm—ph + Hpm + th7 (1)
h2 Ne e 2 Ne
Ho(t) = o 2 (vj — —A(rj; t)) + Hee + Hs + He(t) + ; e®(rj;t) (2)

is the Hamiltonian of the electronic subsystem, H.. is the Hamiltonian of effective electron-electron
interaction and H._pj, is the Hamiltonian of the electron-phonon interaction in the nanostructure.
A(rj;t), ®(r;;t) there are vector and scalar potentials of the electromagnetic field acting on electrons
and macromolecules in the nanostructure, including internal and external fields. H._,, is the Hamilto-
nian of the interaction of electrons and polarized macromolecules, in particular S-cyclodextrin modified
FeSO4.

The complexes (5—CD(FeSQy)) are dipole superparamagnetics in a layered GaSe structure. There-
fore, in electric and magnetic fields, they will be polarized and magnetized, respectively, and through
magnetoelectric interaction with the electronic subsystem can affect the current flow in the system.

The current passage through the molecular structure of nanolayerss, which contain iron sulfate,
may be due to primarily by the charge carriers interaction of the matrix with d-electrons of iron.

Hy,—ph is the Hamiltonian of the interaction of complexes (8 — CD(FeSOy)) in layers with a matrix
structure, and Hy,_,, is the Hamiltonian interaction between complexes in layers and between layers.

H, = —hwsZs]Z- (3)
J

is a Zeeman energy of electrons, sj is a component of the electron spin vector,
Het(t) = —gspio ( > siB(rjit)+ > 8;B(rj; t))
J J

= /drm('r)B(r;t)—l—/dr M (r)B(r;t) (4)

is an interaction of electron spins and complexes with an alternating magnetic field B(r;;t), m(r) =
> 8j6(r —rj) is the density of the magnetic moment of electrons, M(r) = >_; S;6(r — r;) is the
operator of the magnetic moment density of complexes intercalated into a nanostructure.

Hee = ‘/ee + Hd + Hd57 (5)

Vee 1s a potential for effective electrostatic interaction of electrons,
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1
Hy = —§ZJ(rlj)slsj (6)
I#]
is an exchange magnetic interaction of conduction electrons with the exchange integral J(r;;),
Hog=-UY sq5_4 (7)
q

is an exchange magnetic interaction of conduction electrons and localized electrons with the exchange
integral U, sq and 84 are Fourier components of the spin densities of conduction electrons and localized
electrons, 54 = ) h; emi s 7, 8y is the spin of an electron localized at the f-node.

Obviously, this is not a complete Hamiltonian of such a complex system, but the magnetic com-
ponent is taken into account the most. In addition, it is important to take into account in H,,_,, the
dipole-dipole interaction of complexes (8 — CD(FeSQy)) in the layered structure of GaSe, as well as in
H,,_. an interaction of electrons with these dipole superparamagnetics.

In the next section, we propose a statistical approach to the description of these processes by
the method of nonequilibrium statistical operator and obtain generalized transfer equations for charge
carriers with Hamiltonian (1) to describe the processes of current passage in such hybrid nanostructures.

3. Non-equilibrium statistical system operator

To describe the nonequilibrium processes of charge carrier transfer in hybrid nanostructures taking
into account magnetism, we choose the nonequilibrium average values of the electron density operators
(ny(r))t, complexes (n&(r))!, and their respective densities of magnetic moments (m(r))t, (M¢(r))!
as the parameters of the reduced description. Here ((...))! = Sp(... o(t)) averaging is performed using
the nonequilibrium statistical operator o(t), which is the method of NSO [14, 15|, as delayed solutions

of the Liouville quantum equation:

t
Q(t) = Qrel(t) - / ea(t’—t) T(ta t,) (1 - Prel(t,))iL(t,)Qrel(t,) dt,) (8)
— 00
where iL(t') is the Liouville operator corresponding to the Hamiltonian of the problem (1), T'(t,t') =
exp(— f;(l — Poi(t")iL(t")dt") is a generalized evolution operator with the Kawasaki-Ganton pro-
jection Pyei(t”), the structure of which depends on the parameters of the reduced description and the
relevant (quasi-equilibrium) statistical operator ge(t).
In Zubarev’s method ge(t) is found from the extremum of information entropy (the Gibbs entropy)
at fixed values of the observed variables (in our case fixed) and preserved normalization conditions

deQrel(t) =1 [14715]:

ore1(t) = exp { —®(t) — B(t) (H(t) = / dr ng (r) vy (r;t)

— %:/drnf-,(r)yg(r;t) — /drm(r)b(r;t) — /dT M (r) bl(’"§t)>}7 9)

where n,(7) is an electron density operator with the corresponding spin direction o =1, |, and ng(r) is
the operator of the density of complexes in the direction of spins & =T, |, intercalated into a nanostruc-
ture, B(t) is the inverse of the nonequilibrium temperature of the system, v, (r;t) = u,(r;t) —ep(r;t),
to(r;t) is an electrochemical and chemical potential of electrons with the corresponding direction of
spins, respectively, vS(r;t) = p&(r;t) +des - e(r; t) is a dipole-chemical potential of complexes with the
corresponding direction of spins, des is their effective dipole moment, ¢(7;t) is a scalar potential of the
internal electromagnetic field with voltages e(r;t) and b(r;t). ®(t) is the Masier—Planck functionality:
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®(t) = InSpexp { — B(t) <H(t) - ZU:/d'r ne (1) ve (7 1)
_%:/drnf-,(r)yg(r;t) —/drm(r)b(r;t) - /dr M (r) b'(r;t))}, (10)

in which the non-equilibrium Lagrange parameters (t), vy (7;t), vS(r;t), b(r;t), b’ (r;t) are determined
from the terms of self-agreement:

(H) = HO))a:  (n0(r)' = (06, (n5(r)" = (n5(r))a; (11)

(m(r))" = (m(r))ia, (Met(r))" = (Met(r))1a-

Based on the Gibbs entropy definition and the conditions of self-agreement (11), we obtain the Gibbs
entropy of nonequilibrium processes in the system under consideration:

S(t) = —(ln Qrel(t»iel

= (0 50) (H() = 3 [ drtnar)) (it

—%:/dr (ng(r))! yg(r;t)—/dr <m('r)>tb('l“;t)—/d"“ <Mef(r)>tb’(r;t)>, (12)

S(t) = —<1H Qrel(t»iel
=®(t) + < Z/dr ne(r U( t) — ecp(r;t))
_Z/dr Y (uG(rit) + des - e(r;t))
—/dr(m(r)>tb(r;t) —/dr(Mef(r»tb'(r;t)), (13)

t

where

where, in particular, (ny(r))'e = pes(r;t) is the nonequilibrium value of the electron charge density
with the appropriate direction of the spins, (n(r))'de = d.(7;t) is the nonequilibrium value of the

(o

dipole charge density of magnetic complexes (8 — CD(FeSQy)).
Explaining the action of the operators iL(t), (1— Pl (t')) on 0,61 (t), for the nonequilibrium statistical
operator we obtain:

o(t) = orallt /d/ (Z (r'5¢',7) Bt v (r's ) (14)
+Z (5t ) BAWE(r's ) + L (s ', 7) BA)B(r's ') + Tng (r'5 1) B(E) b'(r';t'))dt',
where I;(r';t',7) = fo or (I (r' st o] (¢)dr,
Ly (rst) = (1= P(t)iL(t") n(r'),  Ii;(r'st') = (1= P(t))iL(t') n&(r'), (15)

I (r'st) = (1= P())iL(t)ym(r"), In(r';t") = (1 — P(t')iL(t'") M (r')
are generalized flows with the Mori projection operator P(t'), built on operators A;(r): A1 (r) = ny(r),
Agx(r) = ni(r), As(r) = m(r), Ay(r) = M (r):

POAE) = (Ao + 3 [ ar SOV () — (i) (16)
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with properties P(t)P(t') = P(t), P(t)(1

— P(t")) = 0, P(t)Ay(r)

= A;(r). Generalized fluxes describe

the processes of electron transfer taking into account the magnetic-polarization processes in a system
with magnetic complexes embedded in the structure under the influence of light, magnetic field.

The nonequilibrium statistical operator (14) is a functional of the reduced description parameters
for the average values of the electron densities operators (n,(r))!, complexes (nS(r))t and their cor-

responding densities of magnetic moments (m

o

(7))t (Me(r))! and generalized streams I;(r';¢') is the

basis for constructing generalized transfer equations for the parameters of the reduced description.

4. Generalized transfer equations

Using the nonequilibrium statistical operator (14) for parameters of the reduced description, the gen-
eralized transfer equations can be obtained, which are presented in matrix form:

0
ot

where A(r) = col(ng(r), ng
M (7)) is a row vector, F(H) (¢
A(r) = iLA(r).

1
Wir(r,7'5t,t') = Sp ( (rit)T(t,t) /0 @:e1<t’>f<+><r’;t’)giﬂf’)“)

is a block matrix of transfer nuclei, where I(r;

(IreLcr(

column vector and () (r;t) =

(r),m

r), M
(ﬁ(t)lfa(r t),B(t)

ot(7)) is a vector column, AH)(r) = (n
t

vg(r;t), B(£)b(r;

t), Ing (73

col(I¢ (7
) L (r';t'), Ing(r'; 1)) is a row vector of generalized

it), Ing

’ T no

9 A = (A, /dr/ U0y (r rs 1, 1) (s t') dY (17)

o(r), ng(r), m(r),

t), B(t)b' (r; t)) is a row vector,

WLL In
Wi,

(r;t), I (75 8), Ing (75 ) is a

flows. The matrix Wy, 1, (r,7/;t,t') is a block matrix with the following structure:

anfn (’I", 7‘/; t, t/) = ‘

where

Wicp, (st t) = '

Tee
Wi,

ce
I’”L I'n/

ee
Ing Ing
ee
I’rmlnT

e
TLIm
T7ce (19)
I I, (’r‘,’l"/;t,t/)
e
Wlnﬂm
(20)
nJ’ n (r77ﬂ/;t7tl)

is a matrix whose elements describe the temporal-spatial correlations of electron flows with the corre-

sponding orientations of the spins,

Wﬁfln(r, r'itt) =

1rce
Wit

In (’I", T‘/; t7 t/) =

ec
Ing Ing
€ec
Iy Ing

ce
Ing Ing
ce
I’rmlnT

ec
Lyt Iny
ec
Iy Iny

ce
Lt Iny
ce
InJ,I'mL

(21)

(r,r5tt")

(22)
(r,r';t,t")

are the matrices, elements of which describe the temporal-spatial correlations of electron flows with
flows (dipole orientations) of complexes with corresponding spin orientations,

Wﬁfln(r,r’;t,t’) = '
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is a matrix whose elements describe temporal-spatial correlations between flows (dipole orientations)
of complexes with corresponding spin orientations.

[& e
Tt Wiitn
~ we Ww¢
/. no__ 1,1 Lo Iy
W[n[M (T‘, r ,t, t ) = cni " chl ) (24)
IngIm Lot Ing

C C
I,,wlm Wlnlfju (r,r’;t,t’)

e C C
Wit Winre Wivi, (25)

€ € Cc (&
I, Ini WIMInJ, WImInJ, WI]\/IInJ,

~ Ww¢
WIMIn(T7T/;t7t/) = ' fmIn
are the matrices, elements (transfer nuclei) of which describe the temporal-spatial correlations of the

electron fluxes (dipole orientations) of complexes with corresponding spin orientations with generalized
magnetic fluxes of electrons I,,(r;t) and magnetic complexes Ip(7;t),

WI mim WI ml M

WIMIM(T ' tt) Wi 1 Wi, 1
MIm M

(26)

(r,r/5t,t")

is a matrix whose elements (transfer nuclei) describe time-space correlations between generalized mag-
netic fluxes of electrons I,,,(7;t) and generalized fluxes of magnetic complexes I/ (7;t). In expanded
form, the transfer equations have the following structure:

8 o=t~
gilnetr) == [ [ AW (s 50 o) et

t
- J Z/ DL | (r,1'51,8) B(E) (e (75) + dg - (0”3 ¥)) ¥
/dr Z/ o= (W' =) WI7wIm(T7T/§tat,) B(t/) b(T,;t,) dt'

S [ e ) 506 6t (27)

—(m(r)) = (mm(r))t — / dr’z /_ t WL (et ) B() (1o (75 ) — ep(r's ) dt!
/dr Z/ s(t'=1) VV66 I, (et ) B ) (per (5 ) + deg - e(r'st))dt!

/ dr’ Z / W=D wre, (ror'st, ) B (et dt

/ dr’ Z / sW=yyse, (ror'it, ) BV (' t) dt, (28)

8 .
o' / i Z/ EOWE L (st t) () (e (15 8) = ep(r'st))di!
_ /dr’Z/ £ =) wie - (r, 7’58, 1) B(t) (M&'(r';t') +d0f'e(7’,;t,))dt/
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/dr Z/ e (st t) B b(r't) dt!

/ dr’ Z / e(t'-1) i (st ) BB (1) dt (29)

a(Mef(r»t = /dr Z/ st 1) Tl (st ) B (por (r'5 ) — ep(r's 1)) dt!
/ 'S [ W) 5 (o (5t gl
/dr Z/ =) WIMI (r,7'st,t) B(') b(r'st') dt!

/ dr’ Z/ WD (et t) B () (30)

where 5 5
. pe
() =~ LI ()~ L ID0) - Bu(rit), ) = 30 Lsistr - v),
J
J e Zrljslxsj/d£5r—'r]+£rl) R, /dr (rit) x m(r")] 6(r — ')

I#5

with a characteristic contribution of the spin component to the magnetic flux. Generalized transfer
equations (27)—(30) describe non-Markov current processes in the system taking into account magnetic
and polarization processes under the influence of external and induced internal electromagnetic fields,
which are reflected in the right parts of these equations. And obviously, these equations must be
supplemented by an appropriate system of Maxwell’s equations for electromagnetic fields. The obtained
transfer equations can describe both strong and weakly nonequilibrium processes in strong and weak
(or constant) electromagnetic fields, respectively. In the case of strongly nonequilibrium processes,
the transfer equations are open and require approximate (numerical) calculation methods. Due to the
fact that experimental studies use weak or constant electric and magnetic fields in the next section we
consider the case of weakly nonequilibrium processes, taking into account that paramagnetic complexes
in layers are oriented in a certain way under the action of a constant external magnetic field, creating an
effective constant magnetic field acting on the electronic subsystem, affecting the processes of current
flow. That is, in this consideration, the implemented complexes are in equilibrium.

5. Weakly nonequilibrium processes

We will consider weakly nonequilibrium processes in the system, when the values of thermodynamic
parameters and magnetic field differ little from their locally equilibrium values, ie fluctuations of
parameters 603(t) = B(t) — B, dvp(r;t) = vy(r;t) — vp(r), ovy(r;t) = vy(r;t) — v (r), db(r;t) =
b(r;t) — b(r) are small, where v,(r) = us(r) — ep(r), ps(r), (r), b(r) are the locally equilibrium
values of the electrons chemical potential, electric potential and internal magnetic field. In addition,
we assume that the temperature has become: [3(t) = /3, namely, 63(t) = 0. In this case, the relevant
statistical operator in the linear approximation for these fluctuations will look like:

o(t) = (1 - / dr § 6y (v ) my (i 7) — / dr 360, (5 ) ny (ri7) — / drﬁéb(r;t)m(r;7)> o0, (31)
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where ng(r;7) = fol drogne(r)oy ", m(r;7) = fol drogm(r)oy

00 = exp{ o B<H - Zj:/dr Ve (r)ng(r) — /dr b(r) m(r))} (32)

is a large canonical Gibbs distribution, which fully describes the equilibrium thermodynamic and
structural properties of the system. To further use Q?el(t), it is necessary to determine the fluctuations
of the corresponding thermodynamic parameters and the magnetic field. The parameter vy (r;t) will
be determined from the self-agreement condition:

(n(r))’ = (n1(r))ra, (33)
then taking into account (31), we obtain:
(n(r))’ = (ne(r))o (34)
— /dr' Dy (r,7") Bovr(r';t) — /dr' py(r,7") Bov (rt) — /dr'CI)Tm(r,r') Bob(r';t),
where ((...))o = Sp(...)oo averaging is performed with equilibrium distribution g,
Oy (r, 1) = (np(r) (75 m))o, - Pry(r ') = (ng(r) ny(r's 7))o (35)

are the equilibrium correlation functions “density—density” of the Green—-Kubo type for electrons with
corresponding spin orientations,

Qi (r,7') = (4 () m(r's 7))o (36)
is an equilibrium correlation function of the Green—-Kubo type, which describes the magnetostrictive
properties. Fourier images of correlation functions (35) in the space of wave vectors are equilibrium
structural factors of electrons that can be measured in neutron scattering experiments.

From (34) we find the parameter dv4(r;t). To do this, we introduce the function @T_Tl('r, r'), which
is inverse to ®44(r,7’), by the integral relation:

/d'r <1>T_T1 (", r) O (r, 7)) = 5(r" — 7). (37)

Then we multiply the equation (34) by @T_Tl('r, r’) and integrate by [ dr, and after simple transforma-
tions we get the following expression for the parameter vy (r;t):

B5us(rst) = — / dr' ®71 (r,77) (3 (1)) — / dr’ / dr" 2 (1, 7 Dy (1, 77) B 6y (1)

B / ar / dr'" O (r, 1) D (r,77) B0 ), (38)

where 0nq(r") = nq(r') — (ny(r'))o are fluctuations of the operator of the microscopic electrons density
with the spin direction 1 relative to the equilibrium value of the density distribution. Now, substituting
(38) in (31) we get for o2 (t):

ob(t) = <1+/d7”/d7" (g ()" DL (' ) (s 7)
_/drﬂém(r;t) ny(r;7) —/drﬂéb(r;t) m'(r;T)) 00, (39)
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where
ny(r) =ny(r /d'r /dr” Q4(r,r )<I>TT (", Yy (r') = (1 = Ppy)ny(r), (40)
m/(r) =m(r) — /dr’/dr”fme(r,r”) <I>T_T1('r”,'r') ni(r') = (1 — Pur) m(r) (41)

are new electron density operators with spin direction | and magnetic moment projected onto the space
of electron density operators with spin direction 1. P, is a Mori-type projection operator, which has
the following structure:

Py A= /dr’/dr" (Ant(r"))o @T_Tl(r",r') np(r'). (42)
It is important to note that the operators ny(r), m/(r) are orthogonal to n4(r’') in the sense of

average values:
(ny(r)ne(r”))o = (m/ (r)nt(r"))o = 0. (43)
t

Now, having defined the parameters dv(r;t), db(r;t) in a similar way from the corresponding terms
of self-agreement conditions:

(A (r)" = (A (r))a,  (m/(7)" = (m/(r))a; (44)

we get for 0% (t) the following expression:

0%, (t) = <1 + /dr/dr’ (on4(r"))! @T_Tl(r’,'r)nT(r;T) (45)

+/dr/dr' (5ﬁT(r')>t @Jj(r',r) n¢(r;7')+/dr/dr' (5m(r’)>t q);li,l(r’,r)m(rﬁ)) 00,

where 674 (r') = ny (") — (R4 (7))o, (IDu (v',r), ®-L (', r) are functions inverse to equilibrium corre-
lation functions, respectively,

® (r',7) = (A (r') Ay (rim))o, @ (7', 7) = (M) m(r; 7))o (46)
by integral relations:
/dr @Jj(r", r) @ (r,7) =56(r" —1'), (47)

/dr @7 ") P (e, ) = 6(r" — 1), (48)
in which m(r) is a new operator of the following structure:
m(r) =m/(r) — /dr’/dr" P,y (r,7") @Jj(r”, )i (r') = (1 — Pay) (1 — Pyy) m(r), (49)

where Py is a projection operator built on operators n(r)

Pr A= /dr' / dr” (Any(r"; 7))o @Jj(r", r')a(r'), (50)
in this case m(r) and n|(r’) are orthogonal in the sense of the mean values:
(m(r)n,(r'; 7))o = 0. (51)

The correlation function ® | (7', 7) has the following form:

Oy (' 1) = @1 (1, 1) = (Papny(r'))o — (Papny(r))o + (Papny (r") Parny (r))o
=®(r',r) - /dr"/dr”/(IDH(r,r”) (IJT_Tl(r”,r'") Ory (r",r"). (52)
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Another correlation function @57 (7, 7’'), which describes the magnetic properties, has the following
structure:

D (1, 7) = Py (7, 7") = (m(r) (Pay + Put — Py Pap)m(r'))o — (m(r")(Pay + Poy — Pay Par)m(r))o
+ ((Pay + Pot — Pay Pot)m(r)(Pay + Pt — Pay Pop)m(r))o, (53)

where @, (r,7') is a spatially inhomogeneous magnetic susceptibility of the system, the following
terms in (53) describe complex magnetostrictive correlations.

In the found linear approximation in fluctuations of nonequilibrium thermodynamic parameters
and magnetic field for o2 (t) (45), the nonequilibrium statistical operator of the system will look like:

!

olt) = dhu(®) — [ dr [ v / DT, 1) (B (3 )R ) (G ()
Ly (75 1)@ (! ) (6, () + L (v 7) B (1, r)<5m(1~)>t’)g0 dt’, (54)

where

Int+(r) = (1 — P)iLny(r), In(r)=(1—P)iLn(r), Ix(r)=(1—P)ilm(r) (55)

are generalized electron fluxes with corresponding spin orientations and magnetic flux of spins in the
linear approximation, in which P is a Mori projection operator having the following structure:

P = Py + Py + Pp, (56)

where

/dr /dr” m(r"))o Ok (v, ") m(r') (57)

and has the following properties P2 = P, (1 — P)P = 0. Ty(t,t)) = e~ 1=PVLE =) s an evolution
operator (linear approximation) in time for a system corresponding to the well-known Mori theory.

6. Magneto-diffusion transfer equations for electrons in layered nanostructures

Using a nonequilibrium statistical operator (54), we can construct a system of transfer equations to
describe the processes of electronic transfer in the system, taking into account magnetic processes.
This system has the form:

0

¢
at(ém( = —/dr'/ et Wiyrp(r, v’ 6,t) <5nT(7’,)>tldt,

/d’l" / )W[TIJ/(T' r'; ;T t)(5ﬁ¢('r/)>t,dt/
_ / dr’ / D Wy (ror's 1) () dE, (58)

a /dT‘ / WfilT(T ’I" t t ) <(5nT(7‘,)>tldt,
/d'r/ CO (st ) (87, () d
/dr / DWWy (7t ) (o (r") dt’, (59)
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5y mr)' = = [ dr' i@ (") (e’

/dr / WD Wi (e, 56, (Sng (r'))! dt!

/ dr’ / WY, (s, 1) (0ny (r) i

/ dr’ / W Wy g (et 1) (Sm(r) dE, (60)

where
iQimm (1, 7)) = /dr" (iLm(r) - m(r"))o B (r", 1) (61)
is a normalized correlation function that describes non-dissipative magnetic properties,
W (r,v'st,t') = /dr" (Lnp () To (8, ") Lp (7))o (IJT_Tl(r",r'), (62)
Wiy (r,r'st,t') = /d"“// (Lt (1) To (, 1) Iny (7))o D1 (7", 1), (63)
Wuu(r,r’;t,t/) = /dr” (Im(r)To(t,t')[m(r”»o @Iil(r”,r/), (64)
Witr, (o5 t,1) = /d"“" (Lt (r)To (8, ) L (7))o @ (7, 7), (65)
Wiyt (r,st.8) = [ do” (g (1) To(t, )L ()} 05 1”1 (66)
Wi.1, (r vt t) = /dr" I (P)To (8, ") L (7))o @21 (#7 7) (67)

are generalized transfer nuclei (memory functions) that describe electronic diffusion processes tak-
ing into account the spins orientations and against the direction of the effective magnetic field, and
magnetic diffusion processes in the system. In particular, the nucleus Wiy (r,7';¢,t') describes dissi-
pative temporal and spatial correlations between electron fluxes with the direction of spins in the field,
Wi (r,7';t,t') describes the dissipative temporal and spatial correlations between electron fluxes
with the spin direction against the field, and Wryr (7, 7/;t,t") describes dissipative temporal and spa-
tial correlations between electron fluxes with spin orientations for and against the direction of the
magnetic field. The transfer core Wy, 1. (r,7';t,t’) describes the magnetic diffusion in the system, and
Wiyr, (r,7';t,t') describes the mutual spatio-temporal correlations of electron fluxes with the corre-
sponding spin direction and magnetic flux. As we can see, the structure of the system of equations
(58)—(60) is closed. Using the Fourier transform of time to these equations, we can find exact equa-
tions for the corresponding Fourier images of the corresponding nonequilibrium values of the electron
density operators with the selected spin direction and the magnetic moment operator by solving the
corresponding integral equations. In particular, for fluctuations of the nonequilibrium mean value of
the electron density operator with the spin direction in the magnetic field (dn4(r))*, we obtain the
corresponding integral equation:

it (ony (r)* = — / dr' Dypr(r, 750 + i) (Onn (7)) (68)

where w is the frequency

DITIT(T7T/;°‘)) = W[T[T(T,T’/;w)—/dT‘///dT‘m WITu(r,r”;w) 213.“( " ”/;w) W[ijT(TW,T’/;w) (69)
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is a generalized transfer core that takes into account complex dissipative correlations through transfer
cores (62)—(67) and complex renormalizations due to magnetic dissipative processes, expressed through
the corresponding transfer nuclei:

W[T[T(T’,T/;w) = WITIT(r,r’;w) — /dr"/dr"’ Wlﬂm(r,r”;w) Zl_ﬁilm(r",r"’;w) WImIT(r'",r';w),

(70)

Wi (r,r'w) = Wiy (r,r'w) — /dr”/dr”’ Wit (r, v w) E;;Im(r”,r"’;w) Wi (" r'sw),
(71)

WIUT(T,T/;W) = WIUT(r,rl;w) — /dr”/dr’" Wjum('r,r”;w) E;;Im(r’/,r’/’;w) WIﬁLIT(r”’,r’;w),
(72)

Wuu(r,r';w) = Wuu(r,r';w) — /dr”/dr’" Wlum(r,r”;w) Zl_ﬁilm(r”,r’";w) iju(r”’,r’;w),
(73)

in which the function Zl_ﬁil 1. (r",r";w) is from the integral equation

/dr” Z;;Im(r, " w) S (P e w) = 6(r —7') (74)

and is inverse of a function that already takes into account the renormalization through the magnetic
subsystem
Y0 (rrw) =iwd(r — 7)) — Qam(r, ) + Wi (v, 75 w). (75)

Accordingly, the function Zl_fl L(r", 7" w) is determined from the integral relation

/dr” Elilli r,r"sw) S (P v w) = 6(r — 1) (76)

and is inverse of a function that already takes into account the renormalization through the magnetic
subsystem

Spn(rriw) =iwd(r — ') + Wi (r,r';w)
= w 5(7" — ’I"/ 4+ WIJ,I¢(7', T‘/; w)

)
— /dr"/dr"' Wlum(r,r";w)Zfélm(r",r"’;w)Wlmu(r"’,r';w). (77)

Performing the inverse Fourier transform in (68), we obtain a generalized diffusion equation for fluc-
tuations of the mean nonequilibrium values:

at 5n¢ /dT / DITIT(T ’I" t t ) <(5nT(7‘/)>tldt/
o [ 0D p (r,r';t,t') i(a (")) dt’ (78)
- - or i\, T, or! Ny )

where D]T[T(T‘,T‘/ ;t,t') is a generalized diffusion coefficient for electrons with spin orientation in the
direction magnetic field and, which is determined through the nucleus (69), respectively. It should
be noted that the structure of the functions (69)—(77) is important from the point of view of both
understanding and modeling the mechanisms of the corresponding processes of current flow in systems.
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7. Cattaneo—type diffusion equation in time fractional derivatives for electrons

The generalized diffusion equation (78) for electrons describes non-Markov spatially inhomogeneous
processes, ie memory effects that are associated with the characteristic relaxation times of electronic
(including tunneling) magnetic processes in accordance with the behavior of transfer nuclei (69)—(77).
At present, it is impossible to accurately calculate the transfer nuclei. Therefore, an approximate
calculation is performed based on certain assumptions about the main possible mechanisms of current
flow in the system. For further study of the features of impedance behavior, associated with the
effects of delay, inductance, memory effects will be described on the basis of assumptions that lead to
fractional dynamics [7,16].
For Drp4(r,7';t, ') we apply the following approximation:

Dpypy(r, 7’5 t,t') = Ry (8,8) Diyy (v, 7)), (79)

where Rpt74(t,t') can be defined as a function of memory over time. Using this approximation, we can
present the equation (78) as:

9 .

& (one () = / WD Ry o (14 W g (s 1) dt (80)
where 5 5

Urapp(rst) = /dr' o Dpyrp(r,7’) - %@M(’J)y- (81)

Applying the Fourier transform to the equation (80), we obtain:

iw (6n4(r))* = Ry (w) Yy (riw). (82)
Entering the relaxation time 7 (which characterizes the processes of electron transfer with the spin
orientation 1 in the system), the frequency dependence of the memory function is given as:
(iw)'~*
R =—— 0<&¢< 83
(W) = 5 T £ (83)
Then the equation (82) can be written as follows:
(1 + iWTT) w <5’I’LT(’I")>w = (Z'(,u)l_5 \I’]T[T(’T‘; w). (84)

Next, we use the Fourier transform to fractional derivatives of the functions:

LDESF0) s i) = @) L) i), oD FO = g | Gt omedr (59

is a fractional Riemann-Liouville derivative. The inverse transition to the time dependence in the
equation (84) gives a generalized diffusion equation of the Cattaneo type, taking into account the time
fractality:

0?2 0 _ 0 - 0
TT@“”T(TW + a(&nT(r»t = ng ¢ dr'E - Drppp(r, ') - %@nT(r’))t. (86)

Equations (86) contain significant spatial inhomogeneity in Drt+(r, 7). If the spatial heterogeneity
is neglected: Dyrr(r, ") = D 6(r — 7'), then we get:
T 8—2<5n (r)t + 2((571 (r))t =¢ D} "*Dy+; 6—2((571 (r))! (87)
TatQ 0 ot T t ) Ta,r,Q 0

is a Cattaneo-type diffusion equation with time fractality and constant electron diffusion coefficient
with the spin orientation in the magnetic field.
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8. Electro-magnetic diffusion relaxation processes

Modeling of subdiffusion processes based on the Cattaneo-type diffusion equations in fractional deriva-
tives for charge carriers was characterized by a corresponding relaxation time and diffusion coefficient.
However, such a model obviously does not take into account the complexity of relaxation electro-
magnetic diffusion processes, which are generally described by a system of equations (58)—(60). We
will consider the model taking into account a number of relaxation processes by modeling the functions
of memory (62)—(67), for which we have a relation with generalized coefficients:
0 0

WIjIl (T7 ’I"/; t7 t/) = E . DIjIl (Tu T/; t7 t/) . W
for electrons with the corresponding orientation of spins, magnetic diffusion and diffusion coefficients
describing cross-processes. Next, we accept the following approximations for generalized transfer coef-
ficients:

(88)

DIjIl(T7T/;t7t/) ~ ijfl(tat/) -DIjIl 6(T - T)7 (89)

where WIJ. 1, (t, t') are memory functions in time, DIJ. 1, are the corresponding constant diffusion coeffi-
cients, respectively, for electrons, magnetic diffusion, which in principle can be estimated from exper-
imental studies. Using approximation (89), the system of equations (58)—(60) in the frequency-wave
Fourier image is given as:

iw (on1(k))w = —k* Wi,1,(w) D1, (6n4(K))w

— k* Wi, (w) Dr.q, (6ny(k))w — k> Wi, 1,, (w) D, 1, (60(K)), (90)
iw (0ny(k))w = —k* Wi, 1, (w) Dy, 1, (614 (k)

— k* Wi 1, (w) Dy, 1, (6ny(k))w — k> Wi, 1,, (w) Dy, 1, (6(K))e, (91)
iw (0m(k))w = i Qmm (k) (6m(k))w — k* Wi, 1, (w) Dy, 1, (614 (k)

— K Wi,1,(w) D1, (01 (k))w — k° Wi,,1,, (@) Dr,, 1., (0m(K))e- (92)

We find the solutions of this system of equations. From (92) we find (6m(k)),,:
() = —k2 7L, (k) Wi 1, () Dty (575 (K))u
— K Ej_ﬁtlm(k; w) Wfﬁzh (w) Dlmh <57’L¢(k)>w, (93)

where the function EI_,; 1, (K;w) is inverted to Xy, 1, (k;w)

Efmfm(k;w) =iw — iQmm(k) + mefm (w) Dfmfm’ (94)

Next (93) is substituted in (90) and (91), respectively, the result is:
iw (ong(k))w = —k* Sp,1, (ks w) (dng (k) — k* 1,1, (ks w) (0n (k))w, (95)
iw (Ony(k))w = —k* S, 1, (ks w) (604 (k) — k> 21,1, (ki w) (ny (), (96)

where
Sr, (k;w) = Wrp, (w) Drr, — K2 Wi p, () Drr, 70 (ks w) Wi r, () Dr (97)
EITli(k; w) = WITQ (w) DITQ — K WITI’ (w) DITIH’L E_ﬁtl,ﬁ(kv w) Wfﬁzh (w) Dlmhv (98)
Sip (ksw) = Wi (w) Dr 1, — K> Wi 1, (0) Diy 1, 5770 (ks w) Wi, (w) Diar (99)
Elﬂi (k,w) = Wlih (w) D[l[l k2 W[ljf (w) D[l[m ;7; m(kz,w) I/V[m[l(w)lj[m[l (100)
From the system of equations (95), (96) for (dn4(k)). we get the following equation:
1

jw (on4(k))w + K | Sr,1, (k;w) — K Sr, (K X1, 1, (K ons(k))w = 0. (101
o 5+ 2 (S, () = 2 B, ) g ki) ) om0 = 0. (101
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and as a result we come to the features of the frequency-wave spectrum:

1
. 2 2
by k:w)— kX k: by k: =0. 102
iw+ k ( o (ksw) — k2 S ( 7w)iw+k‘221l1l(k;w) 1,1, ( 7w)) 0 (102)

calculation, which requires setting the frequency dependence of the memory time functions Wy, (w), by
introducing the appropriate relaxation times that characterize the electro-magnetic diffusion processes.

9. Conclusions

A model for describing the dipole-magnetic properties of superparamagnetics ( — CD(FeSQy)) encap-
sulated in a semiconductor layer is constructed. The model takes into account the interaction of matrix
charge carriers with iron d-electrons, the exchange magnetic interaction of conduction electrons and
localized electrons, as well as the dipole-dipole interaction of complexes in the layered GaSe structure.
The main parameters of the reduced description of current-carrying processes are determined tak-
ing into account magnetism in hybrid nanostructures (8 — CD(FeSOy)). A nonequilibrium statistical
system operator is obtained as a functional of the parameters of the reduced description.

Generalized transfer equations (27)—(30) are obtained, which describe non-Markov processes of
current passage in layered nanostructures taking into account magnetic and polarization processes
under the influence of external and induced internal electromagnetic fields, which are reflected in the
right parts of the data. equations. The obtained transfer equations can describe both strong and
weakly nonequilibrium processes in strong and weak (or constant) electromagnetic fields, respectively.

In the case of weakly nonequilibrium processes, the magneto-diffusion transfer equations (58)—(60)
are determined for electrons in layered nanostructures. By solutions through integral equations, a
generalized equation of electron diffusion is determined with the spin orientation in the magnetic field.
The generalized diffusion equation (78) for electrons describes non-Markov spatially inhomogeneous
processes, ie memory effects that are associated with the characteristic relaxation times of electronic
(including tunneling) magnetic processes according to the behavior of transfer nuclei (70)—(77).

By modeling the memory function with the introduction of the characteristic relaxation time, a
generalized diffusion equation of the Cattaneo type is obtained, taking into account the time fractality
for electrons with the spin orientation in the magnetic field.

A generalized model is proposed that takes into account the complexity of relaxation electro-
magnetic diffusion processes for electrons in layered nanostructures. In the approximation (89), the
system of equations (58)—(60) was solved, which led to the calculation of the corresponding frequency-
wave spectrum of electro-magnetic diffusion processes in layered nanostructures.
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MikpockonivyHa Teopisi BNNBY AWUMNOJbLHUX CyneprnapamMarHeTukis
(Tvny (B — CD(FeSOy))) Ha cTpyMONpOXoa>kKeHHS Yy

HaniBNpPoBiAHMKOBUX WapyBaTux cTtpyktypax (tuny GaSe, InSe)

Kocrpo6iit IT. I1.1 | Isamumms @. 0.1, Mapxosmya B. M.!, Tokapuyx M. B.12

! Haugonanvruti ynisepcumem “JIvsiecvra noaimexrnixa”,
eyn. C. Bandepu, 12, 79013, Jlveis, Yxpaina
2 Incmumym. @izury xondencosarux cucmem HAH Ypainu,
eyn. Ceenyiuvkozo, 1, 79011, Jlvsis, Yxpaina

3aIponoOHOBAHO CTATUCTUIHUI IMi/IXi/T OMHUCY MIPOIIECIB IIEPEHOCY HOCITB 3apsiy y ridbpui-
HUX HAHOCTPYKTYPaX 3 BPaXyBaHHAM €JIEKTPOMATrHITHUX TOJIB i3 3aCTOCYBaHHIM METOIY
HEPIBHOBAaYKHOI'O CTATHCTUYIHOTO orneparopa 3ybapesa. OTpuMaHo y3arajbHEHI DiBHSIHHS
IIEPEHOCY, K1 OIHMCYIOTh HEMAapPKOBCHKI IIPOIECH TIEPEHOCY 3aps/ly Y CUCTEMI 3 BpaxXyBaH-
HAM MAarHITHUX Ta IOJSIPU3AINAHUX IIPOIECIB IIiJ] BIIMBOM 30BHIIIHIX Ta iHJYKOBaHUX
BHYTPIITHIX €JIEKTPOMArHiTHUX TOJIB. Po3risHyTo c/1abo HepiBHOBaXKHI IIPOIECH Iepe-
HOCY 3apsijly y HAHOCTPYKTypax Ta OTPUMAHO HEPIBHOBAXKHUI CTATUCTUIHUI OII€PATOD,
3a JIOTIOMOTOI0 SKOTO 3aIMCAHO MArHITO-audy3iiiHI PIBHIHHS IEPEHOCY I €JIEKTPOHIB ¥
mapyBaTUX HAHOCTPYKTypax. OTpuMano y3araibHene piBHstHHs nudy3il Tuny Kerrano y
qaCcoOBUX JIPOOOBUX TOXITHUX JIJIs €JIEKTPOHIB 3 XapaKTepPHUM YacOM PesIaKcallil Ta 3ampo-
IIOHOBAHO y3araJjbHEeHY MO/IENb, III0 BPAXOBYE CKJIA/HICTD PeJIAKCAIIITHIX eJIeKTPO-MarHiTO
Iudy3iHIX TPOIECIB JIsd €JIEKTPOHIB y MMAPyBATUX HAHOCTPYKTYPAX.

Knrouosi cnoBa: nepisrosasichuti cmamucmuynutl onepamop 3ybapesa, pieHaHHA Ou-
Pysii muny Kemmaro, dpobosi noxidnusi.
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