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Merton B pv LIHOHHOIO YIP BIISIOIIEr0 Yp BHEHUS B JIUH MHKE
M THHUTHBIX MOMEHTOB

Hep BHOBecHbIE CBOICTB MOJENBHON CHCTEMBI, COCTOSIIEN U3 MOACUCTEMBI M I-
HHUTHBIX MOMEHTOB, CWJIBHO B3 MMOJEHCTBYIOIIMX C BBIIEIEHHOH MOmOW GO30HHOTO
nonsg u cia 60 B3 UMOAEHCTBYIOIIMX € OO30HHBIM TEPMOCT TOM, HCCIIENOB HBI II0-
CPEICTBOM IIOAXO[ , COYET IOLIEro B ceOe YepThl METOA Hep BHOBECHOIO yIpP BIISIO-
LIero yp BHEHus (master equation) ¥ METOX  MIIPOKCUMHPYIOLIETO I' MUIBTOHU H .
INonyueHHoe B pu LIMOHHOE YIp BISIOLIEE Yp BHEHUE JOIYCK €T YUCIEHHBIA H JIU3
M MOXET ObITh UCIIOJIb30B HO IS IONyYeHHS] CUCTEMbl OOBIKHOBEHHBIX IHQhepeH-
LU JBHBIX Yp BHEHUH Ui (PU3MYECKUX NEPEMEHHBIX, OTHOCIIIUXCHA K IOACHCTEME
M THUTHBIX MOMEHTOB. B pe3yipT T€ H JIU3 IIOJIYYEHHOIO B PU LIUOHHOIO YIIp -
BJIIOLLETO YP BHEHMS BBIABJIEHO, YTO M KPOCKOIIMYECKOE 3 IOJIHEHUE BbIIEJIEHHOM
noseBoi 003e-MObl IPH IOCT TOYHO HU3KOH TeMiep Type OK 3bIB €T BIUSHUE H
pell KC UUOHHYIO JUH MUKY M THUTHBIX MOMEHTOB.

P 6or BemomHeH B M TeM Tmueckom mHCTUTyTe MM. B.A.CrekioB Poccuii-
CKOM K JEMHHU H YK.
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Variational Master Equation Approach to Dynamics of Magnetic Moments

Non-equilibrium properties of a model system comprised of a subsystem of mag-
netic moments strongly coupled to a selected Bose field mode and weakly coupled
to a heat bath made of a plurality of Bose field modes were studied on the ba-
sis of non-equilibrium master equation approach combined with the approximating
Hamiltonian method. A variational master equation derived within this approach is
tractable numerically and can be readily used to derive a set of ordinary differen-
tial equations for various relevant physical variables belonging to the subsystem of
magnetic moments. Upon further analysis of the thus obtained variational master
equation, an influence of the macroscopic filling of the selected Bose field mode
at low enough temperatures on the relaxation dynamics of magnetic moments was
revealed.

The investigation has been performed at the V. A. Steklov Mathematical Institute
of the Russian Academy of Sciences.
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INTRODUCTION

An approximating Hamiltonian method [1] proved efficient when it comes to
study in a mathematically rigorous way the thermodynamic properties of several
broad enough classes of quantum model systems. It is based on the idea that
in some cases the original model Hamiltonian of a many-body system can be
simplified by replacing some operator complexes, standing for intensive variables,
by complex numbers (C-numbers). As a result, one arrives at the exactly solvable
Hamiltonian in the sense that the thermodynamically equilibrium free energy or
free energy density, associated with this Hamiltonian, can be derived analytically
as a function of the temperature, all the model parameters entering the Hamiltonian
in question, and the above-mentioned c-numbers. For some classes of physically
relevant models it was shown possible to choose the values of these c-numbers
in such a way that the thermodynamic behavior of this simplified Hamiltonian
becomes totally equivalent to the one of the original Hamiltonian, in which
case the simplified Hamiltonian is called the approximating Hamiltonian. By
construction, all the thermodynamic properties of the approximating Hamiltonian
coincide precisely with the properties spawned by the initial quantum model
Hamiltonian. As a consequence, collective phenomena in many-body systems,
such as, for example, thermodynamically equilibrium phase transitions, can be
studied rigorously within this approach. The purpose of the present contribution
is to show that approximating Hamiltonians are useful not only in studies of
thermodynamically equilibrium properties but may give insight into their non-
equilibrium behavior too.

1. MODEL HAMILTONIAN
The model under consideration is represented by the following Hamiltonian:
H = Ho(B) + Ho(C) + Ho(S) + Hps + Hcs, 1
where

N
Ho(B) = wbth, Hy(C) = Z Zwi,kcz‘-fkc@k, Hy(S) =€eS* = EZ s7,
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with the Pauli matrices o7, of and af. The operators c;rk, ¢;x and bt, b are the
Bose operators obeying usual commutation rules
[Ci,ka Cz—",_k/] = 5i,j5k,k’; [Ci,k; Ci,k/] =0, [b, b+] =1,

[0,b] =0, [b,cin =0, [bF, cin] =0.

So, the Hamiltonian (4) can be interpreted in terms of a subsystem S of NV two-
level quantum objects, for example, magnetic moments, contained in a cavity of
volume V/, strongly interacting with some selected Bose-mode b and, at the same
time, weakly interacting with a plurality of Bose modes c; x comprising a heat
bath.

2. BASICS OF THE APPROXIMATING HAMILTONIAN METHOD

Let us illustrate the workings of the approximating Hamiltonian method by
considering a model Hamiltonian (h = 1)

A
H=wbtb+eS* + —=(bST +b+S7), 4
\/V( ) )

which is actually a part
H = Hy(B) + Ho(S) + Hps (%)

of the total Hamiltonian (4) under consideration. Let us rewrite Eq. (4) by adding
infinitesimal symmetry breaking sources v, v*:

A
H(v) =wb™b+ Hs + —=(bST +b"57) = VVA(br* +bTv) (©6)

W
and build a form for the approximating Hamiltonian H,(v,7):
H(v) = Ha(v,n) + Hips(v,n), (M
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where 7 is a complex parameter. It can be easily proved that
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where
B Tr (...e*ﬁH)

(Vu = g oy (12)
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It is seen from (8) that parameters 1 and —n stand for the operators S~ /V and
w

b/ V'V respectively as the correspondent c-numbers. It was proved in [1] that
serial inequalities hold for models of the type (4)
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where

is the free energy density.



Therefore,

0 < min fy H,(vm)] = fy[H)] <

{n
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(15)

Here
Foltato] = 5101 — ) = 2o (2cost (3B (D) ) )+ S,
(16)
B({n. 1)) = { va[Zre] 4 [Xam (n)r}m, i

and the absolute minimum for the density of the free energy fv[H,(v,n)] is to
be searched for over the whole range of parameter 1 and is provided by solution
of the following equation:

= E(iﬂ) gntanh <ﬂE(Inl)> ' o

2
Equation (18) has non-trivial solution if

2 A2
—— > 1, (19)
el w

and this non-trivial solution provides the absolute minimum to (16) if the tem-
perature § = 1/ = kT is smaller than the critical temperature 0,:

0 <0, = £|e| {Arth (%)}71 . (20)

It was proved [1] that in the so-called thermodynamic limit (t-lim): N — oo,
V — 00, N/V = 1/v = const, the absolute minimum of the free energy density
(16) for the approximating Hamiltonian equals the free energy density for the
original model for the whole range of model parameters (4).



3. TIME-CONVOLUTIONLESS MASTER EQUATION

As usual, the complete dynamics of the whole system S+ B+ C' is governed
by the Liouville-von Neumann equation for the density matrix p(t)

© olt) = —ilHo(n) + Hrln). o)), Tespe(d) =1, @D

where
Hy = H,(n) + Ho(C), Hi(n)=Hrssn) + Hsc,

or, in the interaction picture

ﬁ(t) _ eiHUtp(t) e—iHot _ eiHateiHo(C)tp(t) e—iHU(C)te—iHat’ (22)

H[(t) — engtHIefngt — eiHateiHo(C)tHI(n) efng(C)tefiHa(tftg), (23)

%ﬁ(t) = —i[H (1), p(1)]. (24)

To study the explicit dynamics of open quantum subsystem .S, we take recourse
to the master equation methods as being more universal and numerically tractable.
In our particular case, this technique provides an equation of motion for the re-
duced density matrix of the subsystem S only, ps(t) = Trp c(p(t)), without any
necessity to account for the behavior of the environment represented by the sub-
systems B and C. There are several ways to derive master equations for pg(t),
and any such method provides formally exact closed master equation. Unfortu-
nately, none of these equations allow either for explicit analytical solution or for
direct numerical analysis in the general case. Thus, all these equations only serve
as a starting point for derivation of much more tractable approximate equations.
And, as a rule, any such approximation includes some kind of perturbative expan-
sion in a small parameter, such as the system-environment coupling strength, par
excellence. Normally, this expansion is truncated at the second order. However,
this practice relies on the system-environment coupling in the initial Hamiltonian
being small, which is not always the case. Moreover, this approach totally ignores
the influence of temperature on the subsystem evolution; i.e., it does not account
for possible occurrence of collective effects. Below we will show that the ap-
proximating Hamiltonian approach may help ameliorate these drawbacks to some
extent.

When choosing between different varieties of master equation, we would
prefer to derive here the so-called time-local master equation [2], also known as
time-convolutionless master equation. This equation does not contain any time-
convolution kernel and, as a consequence, can be solved numerically relatively



easy. At the second truncation order this time-convolutionless master equation
reads as

%/33(75) = —/dsTfB[ﬁI(t%[ﬁI(S),ﬁs(t)pBC(tO)]]a (25)
where
ps(t) = Trp.c(p(t), ppc(to) = Trs(p(to)), (26)

and, as usual, we chose separable initial condition for the full density matrix

p(to) = ps(to) ® pec(to) = ps(to) ® pa(to) @ pc(to); 27
i.e., ch(ﬁo) = pB(ﬁO) & pC(ﬁO)a

to eliminate inhomogeneous term in Eq. (25). Returning back into the Schrodinger
picture, the master equation takes the form

%ps(t) = —i[H,(S), ps ()] -

*/dSTYBC[HI(O),[gI(S*t),Ps(t)PB(tO)PC(tO)H- (28)

to

Equation (25) can be transformed by writing the system-bath interaction Hamil-
tonian in a very general form

H; = Z SpE,, (29)

which reads in the interaction picture as
Hi(t) =) Su()Ea(t), (30)

where S,, and E, are some system S and environment B,C' operators only
acting on the Hilbert space of the system and environment, respectively. As a
consequence,
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(32)

are shifted Bose operators. Time dependence of the operators S#(7), S*(r) and
S~ (7) in (32) can be found explicitly by means of the following relations derived

in [3,4]:
oi(0157 0257 +b35F) gz —i(b157+b25 ™ +b35) _ |b1]* + 4b|§2|2 COSsz+
bib b
+ {(1 - cosb)% + zf sinb} ST+
b1b3 b3
+ {(1 — cosb) ;22 +ifsmb} St (33)

i(b15%+b2S™ +b’2"S+)Sfefi(blserng’er;S*) _

b1 b3 b3
= {2(1 — cosb) 11)22 + 21’;2 sin b} S+

5 2
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b2 b
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+92 1722 (1 —cosb)S™T,
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oi(b15%+b257 +b3 s+)5+e—i(b1 S%+baST4b5ST) _

bib b
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b = |b1|* +4b2?, by =er, by=—-2—n", G0
w

and all the thermodynamically equilibrium correlation functions of the kind

Trp{bt (0)b(—7)pp(to)},  Tra{b* (0)b" (=7)ps(to)},
Tro{e 1 (0)éix(=7)pc(to)}

belonging to subsystems B and C' can be calculated explicitly too, so that all the
integrations over 7 can be carried out analytically.

(37)

4. DYNAMICS OF EXCITED MAGNETIC MOMENTS

As to the initial condition (26), pg(top = 0) and pc(to = 0) can be, formally,
an arbitrary density operator pertaining to the subsystems B and C'. It is justified,
for example, to take them in the form of the thermodynamically equilibrium
density operators

efﬂHU(C)

pc(to) = Tro (e BHo©))’ (38)
efﬂHU(B)

pB(to) = W, or (39)
—BHa(B)

) (40)

pB(ty) = —TrB(e—ﬁHa(B))'

This initial condition corresponds to the situation when all subsystems, S, B and
C, were originally in thermodynamic equilibrium characterized by the common
temperature § = 1/, and then the subsystem S was excited to some initial
state pg(to), while the environment B, C' remained in its initial equilibrium state
pB(to) ® po(ty) due to its significant inertia. The choice (39) corresponds to
the original Bose mode b being in the initial state of thermal equilibrium, while
the choice (40) describes thermally equilibrium Bose field (36) shifted due to the
interaction with magnetic moments.



The last four lines in Eq. (32) are rather trivial. They describe the process of
steady exponential relaxation of excited magnetic moments to the state of thermal
equilibrium due to interaction with the heat bath C' and can be handled as usual
(see, for example, [5]).

The second term on the right-hand side of Eq. (32) is much more interesting
because it shows that for 7' < T, i.e., when 1 # 0, a kind of an external pumping
field arises in the = —y plane. This field drives excited magnetic moments forcing
them to flip fro and back along the z-axis with the so-called Rabi frequency:

Q\/(ew)2+ <@>2 (41)

Of course, this field is transient in reality and this driving cannot last forever,
because the Bose field mode b is always damped to some extent due to the
cavity imperfections. This damping may be accounted for by inclusion of the
damping factor e =7/ into the correspondent correlation functions (37). Here we
intentionally omitted an additional interaction of the field mode b with its own
heat bath.

The lines from 6th to 9th containing anomalous bosonic correlation functions
may only be present in Eq. (32) if the initial density operator pp(ty) was chosen
in the form (39) and only for T4< T, when 1 # 0. But even in this case all these

terms are proportional to —; |n|? and, in addition, they are fast oscillating

w?(e+w)
terms and can be averaged out.

The lines from 2nd to 5th containing normal bosonic correlation functions
represent usual behavior of magnetic moments under the influence of thermal
Bose field mode b for both choices (39), (40) of pp(ty) if T > T. and n = 0.
The same situation persists even for T° < T, for the choice (40). These lines are
proportional to 1/V so that the contribution of these terms is not large in the

thermodynamic limit. But for the choice (39) and 7' < T,, n # 0 a new factor
2

A . . . . . .
V—2|77|2 arises from the bosonic correlation functions which compensates this
w

1/V multiplier and makes the contribution of these terms more or less tangible.
Also, as it follows from relations (33)-(35), the time dependence of the
operators ST (7) is altered for T' < T,,  # 0. But new additional terms in (33)-

A2 2
(35) will be proportional to (— |7]|2) so that their effect is not very pronounced.
w

Therefore, the most pronounced, and possibly experimentally observable,
phenomenon would be an appearance of effective transient driving oscillating
field resulting in deviation of the excited magnetic moments relaxation from the
exponential law in the form of Rabi oscillation superimposed onto their usual
relaxational behavior.
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SUMMARY

It was shown that, when it comes to investigating non-equilibrium properties
of a physical system, it may be advantageous to decompose the original total
Hamiltonian of the system into two parts by means of the identity transformation
in order to capture some specific features of the system dynamics in a more
transparent way. Of course, from the strictly mathematical point of view, any
formally precise master equation must provide one with correct description of the
dynamics of the system and its subsystems notwithstanding any partition of the
total system Hamiltonian into the so-called free” and “interaction” Hamiltonians.
Unfortunately, precise solutions of master equations are almost never available in
practice. To overcome this difficulty, one has to deal with some approximations to
the original master equation and the outcome of this approximations is dependent
significantly upon the above-mentioned partition of the original Hamiltonian. The
way of partitioning is not formal and unique, so that one has to rely on some a
priori physical ideas and understanding. Here we presented one possible way of
such a partitioning based on the ideas of the approximating Hamiltonian method,
which has already proved itself useful in the studies of equilibrium properties of
various many-particle systems.
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