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Abstract

We investigate the quantum transport of the heat and the charge through a quantum dot
coupled to fermionic contacts under the influence of time modulation of temperatures.
We derive, within the nonequilibrium Keldysh Green’s function formalism, generic for-
mulas for the charge and heat currents by extending the concept of gravitational field
introduced by Luttinger to the dynamically driven system and by identifying the correct
form of dynamical contact energy. In linear response regime our formalism is validated
from satisfying the Onsager reciprocity relations and demonstrates its utility to reveal
nontrivial dynamical effects of the Coulomb interaction on charge and energy relax-
ations.
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1 Introduction

Nanoelectronics [1] and the emerging field of Thermotronics [2-5] are at the forefront of ma-
nipulating electron charge and energy fluxes through electrostatic and thermal gradients, re-
spectively. The interplay between these technologies, known as Thermoelectricity [6] explores
how a thermal gradient influences charge current and vice versa, expanding the functional-
ity of quantum conductors. Investigating time-dependent transport in nanostructures unlocks
unique insights not achievable with static fields [7-9]. The ability to control these nanoscale
systems with electrical or thermal drivings paves the way for new possibilities in quantum
technologies. Electrically modulated quantum conductors lead to innovative devices like elec-
tron pumps [10-15], dynamical Coulomb Blockade quantum systems [16,17], and AC-driven
nano-electromechanical systems for sensors [ 18]. This setup can function as a quantized emit-
ter, operating as a quantum capacitor in the adiabatic regime and behaving like an RC circuit in
the GHz range, with a unique charge relaxation resistance quantized as R, = h/2e? [7,19,20].
They have demonstrated to serve as single electron sources for quantum computing applica-
tions and metrology [12,21-26].

Similarly, thermally modulated nanoconductors, within the framework of quantum ther-
modynamics [27], are rapidly advancing. Examples include quantum thermal machines [26,
28-32], thermal diodes [33, 34], thermal transistors [35-38], thermal memristors [39] and
thermal capacitors [2—4]. Despite significant progress, time-dependent transport in nanostruc-
tures, especially in thermally driven systems, remains a challenging and vibrant field. Thus
far, researchers have primarily tackled this issue in two scenarios: the incoherent transport
regime [40] and the adiabatic driving [41-44], characterized by a slow time-modulation lead-
ing to a net transport of charge or heat. Adiabatic pumping for the design of thermal ma-
chines [45, 46] is rooted in geometrical concepts like the Berry connection and it has very
broad applications in electronics, thermotronics [5], and quantum information processing.
Recent studies on temperature-driven dynamics in two-level systems engineer an effective
temperature through oscillator frequency manipulation [47]. However, most of the exist-
ing temperature-driven studies heavily rely on scattering theory, lacking the consideration
of Coulomb interaction beyond mean-field treatment and being unable to capture dynamical
excitations induced by nonadiabatic temperature driving in the presence of nontrivial interac-
tions.
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Figure 1: Lateral quantum dot system coupled to a left reservoir (I) and a right reser-
voir (r) that are described by H¢; and H¢,. Each reservoir is under the influence
of a modulated temperature in time with T;(t) and T,(t). Left and right tunneling
barriers are described by Hr; and Hr ., respectively, as indicated. The central part
corresponds a spinful quantum dot. Plunger gates V; and V, control the barrier trans-
parency, an additional gate V, is applied to the quantum dot region to tune the dot
level position denoted by €.

New and exciting functionalities are expected to arise in time-dependent thermally-driven
interacting nanoconductors away from the adiabatic regime. This issue is the central objec-
tive of our work. The primary challenge in introducing a thermal bias lies in achieving a
microscopic formulation. In this context, reconciling the macroscopic nature of temperature
gradients and thermal forces, which arise from statistical averaging, appears to be incompat-
ible. Then, representing these effects in a microscopic quantum mechanical Hamiltonian is
not straightforward. However, in 1964, Luttinger [48, 49] presented a clever and ingenious
solution. He introduced a scalar potential, ¥, referred as a gravitational field, which couples to
the energy density of the system, J;. This scalar field can be viewed as a mechanical conjugate
to the energy density of the system defined as follows

’HG=JJE(r)\I/(r)dr. (D

Luttinger justified his trick by the request for this scalar field to satisfy the Einstein relation, i.e.,
the potential adjusts itself to balance the thermal force, resulting in an identity V¥ = VT /T
in the thermal equilibrium. In this respect, the gravitational field or thermomechanical po-
tential serves as a local proxy for local temperature variations. This theoretical treatment
finds application in determining linear responses to static gradients by introducing the scalar
field [50,51] or equivalently, a vector potential [52]. It proves effective in various scenarios,
including classical systems [53], thermoelectrical transport in quantum systems using density-
functional theory framework [50] and transient current calculations [51,54] in the stationary
regime. In the latter, the adiabatic limit for time-dependent temperature is analyzed using
the nonequilibrium Keldysh Green function (NEGF) formalism [45,46,49,55], employing Lut-
tinger’s trick.

Our work applies Luttinger’s idea to a quantum conductor tunnel-coupled to two electronic
reservoirs subjected to time-dependent temperature modulation [see Fig. 1]. We focus on
a quantum dot (QD), the most generic quantum conductor, featuring multiple local levels
with diverse interactions such as Coulomb interaction and spin-orbit coupling. Our goal is to
derive generic expressions of the electric and heat currents flowing through the QD junctions
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in the framework of the NEGF formalism. For that purpose we adopt the gravitational field
description to address the temperature modulation in time. Our formalism to be proposed is
quite widely applicable in that it can consider diverse and complex quantum conductors and, in
particular, it allows one to deal with the effect of strong Coulomb interaction in a systematic
way, in contrast to previous methods. Also, it can be easily extended to involve geometric
configurations such as quantum mechanical interferometers.

Our formalism, in the course of its development, addresses a very important technical
aspect regarding the correct definition of the dynamical contact energy and its coupling to the
gravitational field. We adopt a tight-binding model to describe the system, which divides the
total Hamiltonian into pieces, namely, the contact (reservoir) regions, the quantum dot, and
the tunneling barriers connecting the contacts to the QD. The contact energy responsible for
the heat current in the corresponding contact

Qe = Hcl +7L’HT€ with A=1/2, 2

should then include not only the energy stored in the contact £ = [, r (described by the Hamil-
tonian Hcy, see Eq. (3)) but also the half of the energy stored in the tunneling barrier coupled
to that contact (described by the Hamiltonian Hr,, see Eq. (5)) [56,57]. Together with ad-
ditional physical requirements (to be explained in Sec. 3) it is natural to couple the Luttinger
field to the contact energy Q, (which therefore includes Hr,). This is the most important
ingredient for a correct application of the Luttinger’s trick to the calculation of the dynamical
heat current.

Accommodating the Luttinger’s trick and employing the NEGF technique, we formulate
expressions for charge and heat currents with a particular emphasis on the linear response
regime. Notably, our formalism yields comprehensive expressions for the currents in relation
to the QD NEGFs [see Egs. (34) and (37)]. In special conditions, by a help of the charge
conservation and a sum rule on the energy change rates, the currents can be obtained solely
in terms of the retarded and advanced components of the QD NEGFs [see Eq. (41)], which
streamlines the computation of the currents. It should be noted that our expressions for cur-
rents are the analogue to those for electrical current induced by a time-dependent electrical
modulation originally presented in the pioneering work by Jauho, Wingreen and Meir [8], but
in our case the time-dependent modulation is done thermally instead.

In demonstrating our Luttinger formalism, we initially apply it to the noninteracting case in
which the fulfillment of the Onsager reciprocity relation validates our approach and moreover
our results align with those obtained from the scattering theory. Extending our formalism to
the interacting case within the Hartree approximation reveals that the Coulomb interaction can
alter the responses for charging and energy relaxations with distinct temperature dependences.
The success of our formalism in these applications suggests its potential for studying dynamical
heat transport in the presence of the Coulomb blockade effect or many-body correlations.

Our paper is organized as follows: In Sec. 2 we introduce our model Hamiltonian and
implement the Luttinger’s trick onto it. We also define the charge and heat currents and find
out the relevant sum rules. In Sec. 3 we express the charge and heat currents in terms of
QD NEGFs by solving the corresponding Dyson’s equations for the NEGE Later, we restrict
ourselves to the linear response regime and further simplify the expressions for the charge
and heat currents with a help of sum rules, which are the main results of our work. Sections 4
and 5 demonstrate the applications of our Luttinger formalism, considering the noninteracting
and interacting cases, respectively. In Sec. 6, we summarize our work and discuss the possible
applications and extensions of our formalism and the experimental proposals.
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2 Thermal fields and currents

For our study, we consider a quantum dot coupled to two fermionic reservoirs. To repre-
sent this configuration, we establish the Hamiltonian in the context of a tight-binding model.
To construct this Hamiltonian, we first consider the distinct components that comprise our
nanoconductor, and then provide an explanation for how to add the term corresponding to
the gravitational field. The tight-binding Hamiltonian comprises three contributions. First,
the Hamiltonian for the electrodes, denoted as ¢ that takes the values of left (I) and right (r),

is given by
He = Z Hep = Z Z € 0kCy1eorClko » (3)
14 ¢ ko

where c;rka is the creation operator for an electron in the lead £ with wavevector k, spin
o(=T,l), and energy €, measured with respect to the Fermi level. Second, the central con-
ductor considered as an interacting localized multi-level quantum dot is described as

Hp = Hp({dy,d' }). 4

Here d,,, annihilates an electron on the localized level m (m = 1,---,N;) where the index m
denotes both the orbital level and the spin. 7 can describe any kind of interactions inside
the quantum dot such as the Coulomb interactions and the spin-orbit couplings. Thirdly, the
tunneling Hamiltonian that connects each of the two electrodes with the central conductor
reads

Hr = ZHTK = Z Z (tfka,md;ichka + t?ka,mcgkodm) ’ )
14

{ mko

where the tunneling amplitude between the lead ¢ and the dot level m is denoted by
tiko,m- Hereafter, for simplicity, we assume that the tunneling amplitude is momentum-
independent ti,,, = tys;,. Accordingly, we define the escaping tunneling rates
T mm = > o TR0 too,m t;}‘a,m, /A for level m and m’ due to the coupling to the contact ¢, where
Po is the density of states in the contacts at the Fermi energy. Later it is convenient to express
the rates in the form of a N; x Ny matrix I'y whose matrix elements are given by Iy /.

2.1 Luttinger’s trick and Hamiltonian

The idea about the Luttinger’s trick consists of introducing new fields, dubbed as gravitational
fields ¥, (t) which are coupled to the contact energies. We determine the precise form of
this coupling based on the following two arguments. First, as mentioned before, the contact
energies in the framework of a tight-binding formulation should be redefined to account for the
reactance or energy stored in the barrier [56], leading to Q, as specified in Eq. (2). Therefore,
in our setup, the term responsible for the dynamical thermal driving is introduced as

HG:Z\IJK(t)(Qé_<Ql>O)’ (6)
7

where each of the ¥,(t) field is coupled to the excess energy for the contact ¢ with respect
to its equilibrium value (at ¥, = 0); (---), denotes the expectation value at equilibrium. The
coupling to the excess energy is reasonable because for sufficiently weak driving or at low tem-
perature only the excitations around the Fermi level will contribute to the electric and thermal
transports. Furthermore, mathematically, it introduces only the additional time-varying num-
ber, — >3, ¥,(t) (Qy), which does not affect the dynamics of states. The constant A in Qy, the
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coupling coefficient of the gravitational field to the tunneling barrier energy, is set to be 1/2,
but for a time being we keep this symbol as it is in order to track down how the precise value
of this coefficient influences the results.

Second, we require that the coupling to the gravitational field should not affect the effective
coupling between the dot and the leads [49,55] since the dot-lead coupling should be immune
to the temperature in the leads. Interestingly, we find that the coupling in Eq. (6) automatically
satisfies this requirement, at least, in the linear response regime, as we will see later [see
Sec. 3.1].

The complete Hamiltonian for our setup is then described by

H(t) =He+Hp +Hy + He(t) = Hew(t) + Hp + Hy g (0), 7

where we have introduced the time-dependent contact and tunneling Hamiltonians defined as

Haw()= D Haro(t) = D [Hat + 2a¥()Hae — (Ha)o) ], ®8)
14 ¢

for a = C,T and with A =1 and A = A. We assume that the thermal drivings on both the
contacts are periodic with the same frequency Q =27 /7: ¥, (t+7) = ¥, (t). More specifically,
we take a sinusoidal time dependence:

W, (t) =¥, cosQt. 9

Here the factors ¥, are real and can be zero. Since the dynamical variation of the temperature
is taken into account via the gravitaional field, both the contacts are assumed to have the
same chemical potential and the same base temperature T (or the inverse temperature f3) so
that the thermal populations of both the uncoupled contacts are specified by the same Fermi
distribution function f(e).

2.2 Charge currents and charge conservation

We focus in our study on the charge and heat currents transversing the contacts, driven by the
dynamical change of the temperature. The charge currents, or the change rates of the charges
in the contacts ({ =, r) are described in terms of the charge current operators
dN, ie
i =—e— =——[H,N,], (10)
7 dt H [ é]

where Ny = >, C;kgCtZka is the charge number operator for the contact £. Under this con-
sideration, the charge currents, the expectation values of the charge current operators for the
contacts and the quantum dot can be obtained by evaluating

[0 == 3t (D] Do (0) + (e, a1a)
mko
Ig(t)=—e% =—e2%, (11b)

where Vp = ) n,, (withn,, = dr‘;dm) is the charge number operator for the quantum dot.
It should be noted that the charge conservation condition, [#, >, NV; + Np] = 0, guarantees
that their sum vanishes at all time t:

PNAGEIHSGELS (12)
¢
Later we will use this equality to simplify our final results.

6
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2.3 Heat currents and sum rule

The heat currents for the electrodes are derived from the time derivative of the energies stored
at the contacts. Then, according to our choice of the contact energy Q, which incorporates
the contribution from the neighboring tunneling barrier, the heat current for contact £ is given
by [56,57]
) = @. (13)

It should be noted! that multiple choices for the definition of the heat currents for contacts are
a priori possible in the Luttinger formalism, while we find that Eq. (13) is the most suitable
one.

The power supplied by the time-dependent thermal source or the power dissipated is de-
fined as P(t) = (0H/dt) = (JHg/dt) and explicitly expressed as

P(6) = > 9 ((Q0) —(Qu)o) (14)
14

which contains the source contributions from the contacts and the tunneling barriers.

Under the thermal driving, the energy conservation does not hold: P(t) # 0. However,
one can still find an equality similar to Eq. (12). To this purpose, we define the energy change
rates as

Wae(£) = =[H(t), Hagw(D)] (@=GC,T), (15a)

~ ¢

Wo(0) = SIH(0), Hp). (15b)

Then, from Eq. (7), the obvious commutation relation [H(t),H(t)] = 0 leads to a useful
equality

D (Wee(£) + Wiy (£)) + Wp(£) =0, (16)
14

which is to be exploited later.

3 Charge and heat currents in terms of NEGF’s

In the seminal research [8], the charge current flowing through a quantum dot under a dy-
namical electric drive was formulated in a closed form in terms of the interacting QD Green
functions. In a similar way, we formulate here the charge and heat currents in terms of solely
the QD NEGFs when the system is driven by oscillating temperatures. For such purpose we
adopt the nonequilibrium Keldysh formalism and employ the equation-of-motion technique

!A potential argument could state that the appropriate selection of the contact energy operator is
Qy = Herw(t) + AHyo(t), since it incorporates the sources, that is, the contribution to the energy from the
coupling terms of the gravitional fields. Evaluating this alongside Eq. (2), we observe their difference being sec-
ond order in ¥,. As we are operating in a linear response regime, both definitions offer equivalent outcomes for
the heat current to this order. The determination of the correct contact energy operator definition requires a study
into the nonlinear regime, which currently surpasses our research scope. Besides, the power definition is of second
order in ¥, which means that the source contribution to the heat fluxes is of second order and it is consistent with
the indistinguishability between the two candidate definitions for the contact energy.


https://scipost.org
https://scipost.org/SciPostPhys.16.4.094

Scil SciPost Phys. 16, 094 (2024)

together with the Langreth rules [58]. Throughout our paper, we use the retarded/advanced
and lesser QD NEGFs defined as

GRA (£, ') = FiO(£(t — N ({d(0), d', (), (172)
mm’(t t ) - l( m/(t )dm(t»: (17]3)

respectively, and the contact and QD-contact NEGFs are defined in a similar way: For examples,
Givo o () = i(CZ’k’U/(t/)Ceko(t», (18a)
g;,fko(t’ t/) = i(cz-ko-(t/)dm(t»' (18b)

Based on the definition of the Green’s functions, the charge currents (11) and the expecta-
tion values for the contact energy operators (2) are readily expressed in terms of the NEGF “s:

HOETDY t““’T’"(t) oG+ (cc), (19a)
mko
() =ey. i;—tg;m(t, ), (19b)
and
(Heo) = —'Zeekgfko ko (> s (20a)
(Hyy) = Z U mO e (6 6) + (c.C.). (20b)
mko

Note that above we have introduced a time-varying effective tunneling amplitudes,

toxo,m(£) = (1 + AV () texo,m» 21
for convenience. Knowing the time dependence of two expectation values, (Hy) and (Hry),
one can evaluate not only the heat currents (13) and the power (14) but also the energy change
rates for contact £ and the tunneling parts via

Wee(t) = (14 A,%,(1)) (a=CT). (22)

d (Ha€>
dt
Now, by employing the equation-of-motion technique [8], the lesser Green’s functions,
-~ lkU(t t) and Qlkg ko (£5 £), can be cast in terms of solely the QD NEGFs [see Appendix A
for details]. After some algebraic manipulations on gm ko (L 1), the contact charge current
(19a) and the expectation value of energy stored in the tunneling barrier (20b) have compact
forms in terms of self energies and the QD NEGFs:

If(t)=e f dt' Te[GR(¢, )BT (), £) + G=(t, )TN, ) ] + (c.c.), (23a)

iR
(Hog) = _m J dt’ Te[GR(t, )BT (t, ) + G=(t, t)ZH(t, )]+ (c.c.).  (23b)

Here G® and X¢ (a = R, A, <) are the N; x N; matrix representations of the QD Green’s functions
and the self energies, respectively. The traces are done over the QD orbital degrees of freedoms.
The matrix elements of the self energies are defined as

am( ) t* am’(t/)
ko
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where g (¢, t’) with a = R, A, < correspond to the uncoupled contact Green’s functions gov-

erned by the time-dependent Hamiltonian, egk(t)czkaceka, with the time-varying energy,

ea(t) = (1 4+ (1)) €. (25)

It should be noted that the gravitational field ¥, (t) enters into the self energy through the time-
varying tunneling amplitude ty ,,(t) as well as the dynamically driven contact energy € (t).

Similarly, by expressing g;kwka(z:, t) in terms of the QD NEGFs, the expectation value of
the contact Hamiltonian is written as

(Hee) —Ecpo = J dt’f dt” Tr[E?R(t, t” tHG<(t',t")

+E7R(e, 7, )GR(, ") + BIS(e, 7, )G, t)]

(26)

where Egyg = —1 1, €k&y, (£, t) are the equilibrium energies contained in the unperturbed
contacts. Note that this constant is irrelevant in our study of heat flow because it does not
contribute to the heat current once the time derivative is taken. The matrix elements of the

self-energy-like term E?b in Eq. (26) are defined as

b /i toko m’(t/) / b // tzkg m” //)
E?’m,m,,(t,t t )E—lz ; Eiio (s EwE (>t )’T,

(27)
ko R

with a,b =R,A, <.

In the presence of the time-dependent terms in the Hamiltonian, the Green’s functions
G(t,t’) depend not on the time difference t —t’ but on t and t’ separately. However, since the
driving is periodic with period 7, the Green’s functions and the self energies are also periodic
with G(t+7,t'+7) = G(t, t’) so that it is more convenient to apply the Fourier transformation
and to move from the time domain to the frequency domain. We adopt the mixed time-energy
representation for the Fourier transformation:

21

—oo n=—00

oo oo
d - / .
G(t,t"h= J 90 pieo(t—t )G(t,w) and G(t,w)= Z G(n, w)e ¢, (28)
Then, the integrals in Egs. (23) and (26) can be expressed in terms of the Fourier components:

d I
J dt' Te[G(e, )ZE(t, )] = [ Z2 iU T (GO, w0 + W) TE (R, )]

4 | 27
nn
(29a)
dw .
dt’ | de” Tr[ 220 (e, ¢, )G (¢, H’)]:Z r—“’e—l<"+“ U T [B2°(n,n’, )G (1, )],

nn’J 2T

(29b)
with
T
E?b(n,n’,w)ElJ dtJdt’fdt”E?b(t, £ ¢/ )e it —t") g=in'Qt'~t) yinQr (30)
T
0

Importantly, the charge and heat currents [see Egs. (23) and (26) together with Eq. (13)] are
now expressed in the frequency domain employing Eqs. (29a) and (29b) solely in terms of the
QD NEGE This constitutes an exact form for the charge and heat currents of an interacting
conductor coupled to fermionic reservoirs.
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One may want to interpret the above ac-driven current in terms of the photo-assisted tun-
neling as done in the Tien-Gordon approach [59]. In this approach, the effect of the driv-
ing is transformed to the appearance of the quasi-energy states («w + nQ2) due to the absorp-
tion/emission processes of photons and the resulting current is then given by the sum of all
possible processes, each of which is weighted by proper Bessel functions with argument pro-
portional to ¥,. This simple interpretation does not work in our case though. The main reason
is that, while in the Tien-Gordon approach the time-dependent field is coupled to the charge
numbers (czkaceka) only, in the temperature-driven case it is coupled to the excitation energies
(e41) as well. Then, the photon-assisted processes with different n are no longer independent
of each other but are instead intermingled with each other and have very complicated energy
dependencies [see Eq. (84)]. Hence, it is not practical to interpret the temperature-driven
current in terms of the photon-assisted processes.

Hereafter we adopt an approximation scheme using a linear expansion in the Luttinger field
W, (t). The reasons are three-fold: (1) The Luttinger scheme was originally proposed to work
only in the linear response regime, (2) the second requirement of our Luttinger setup, making
the effective dot-contact coupling independent of ¥, is satisfied only in the linear response
regime, and (3) in a practical manner the use of the above exact form is limited because it
is quite difficult to obtain manageable analytical expressions for %j(n, w) and E?b (n,n’, w)
working for arbitrary magnitude of ¥,.

3.1 Linear response regime

After deriving the general forms for the charge and heat currents in the system, our intention is
to supply a manageable formulation of such currents in terms of the equilibrium or dynamical
QD Green’s functions. This objective is reachable within the linear response regime, in which
we treat the amplitudes ¥, as the smallest parameters and keep up to their linear order in the
charge and heat fluxes.

Considering that our periodic driving (9) is of the form, W,(t) = (¥, /2)(e¥ +e7*¥), in the
linear expansion with respect to ¥,, only the Fourier components with n,n” = 0, +1 of Z?(n, w)
and E;}b (n,n’, w) should remain finite. While their explicit expressions and derivations can be

found in Appendix B, one should note that from Eq. (83) the linear expansion of Z% A(t, t') is
given by

= t) & FIT (1 + (24— D% (6) 5(t—t), (31)
so that 25/ A(t,t') becomes independent of the gravitational field only when A = 1/2. That is,

only at this choice of A, the requirement that the dot-contact hybridization should be immune
to the temperature change is met.

In the same spirit of the linear expansion, only the n = 0,+1 Fourier components of the
QD Green’s functions should survive: G%(0, w) is in the zeroth order of ¥,, while G*(*1, w)
are linear in ¥;: up to the linear order in ¥,,

G(t, w) ~ G40, w) + e GY(1, w) + e G (—1, w). (32)

In particular, the n = 0 components of the self energies and the QD Green’s functions should
exactly correspond to their equilibrium values at ¥, = 0.

In the linear response regime, the charge and heat currents are described by their first
Fourier components only,

I5m(6) = I (@)e ™ + I (—2)e ™™, (33)

10
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c/h _ rqc/h
e/D(_Q) - [I[/D

are going to express the Fourier components I;/ h(Q) of the charge and heat currents in terms
of the equilibrium QD Green’s functions, G*(0, w) and the nonequilibrium linear components,
GY(%1, w).

with T (£2)]* since no current flows at ¥, = 0. In the following sections, we

3.2 Charge/heat currents and power

In order to obtain the charge current in the linear response regime, we express the contact
charge current (23a) in terms of the Fourier components G(n,w) and %j(n,w) by using
Eq. (292) and then keep only the linear-order terms in ¥, [refer to Appendix B]. The derivation
is quite straightforward and we obtain

1) = ef S Tr[(zm)( ~ (@ +0,) (w + %) (GR(0,  +2) — GA(0, )

+ f(w+ Q) (GR(1, 0+ 2)— G*1,w)) + G(1, w))] , o
and
I5(Q) = ef i—:ﬂTrG<(1,co), (35)
where we have defined
IR ERAC) e (LDY (36)
w—w

[refer to Appendix C for details]. As expected, the charge current depends not only on the
equilibrium QD Green’s functions but also on the dynamical ones, GRA<(1, w), even though
the linear response (¥, — 0) is taken. It is obviously because our perturbations are dynamical
and the dynamical excitations of the system, even though being small, cannot be described
solely in terms of the equilibrium Green’s functions.

Now we turn to the heat transport. In order to find the expressions for the heat currents, the
power, and the energy change rates in the linear response regime, we write down the energies
(23b) and (26) in terms of the Fourier components of G*(n, w), Z}‘l}(n, w), and E;‘b(n, n’, w) by
using Egs. (29a) and (29b) and then keep only the linear-order terms in ¥, [see Appendix B
for details]. Following the explicit derivation in Appendix C, the contact heat current can be
explicitly obtained as

2
e = hf ‘;—: Tr [(2ire)(%Af(w +Q,w) (w + %) (GR(0, w + ) — G0, w))
(37)
— (w + %) (f (@)GR(1, w) — f(w + DG 1, w) + G=(1, w)) ﬂ +IR(),

where I ?T(Q) = —% iTQETL;O is an additional unphysical term. Equations (34) and (37) are our

main results.

The expression given in (37) for the contact heat current needs a discussion. The additional
term I ?T(Q) which is proportional to Ep is an artefact of our Luttinger’s trick. In our setup,
we dynamically drive the contact by the field ¥,(t) and the tunneling barrier by the field
AP, (t) so that an effective energy capacitor which is dynamically driven by the field difference
(1—A)¥,(t) is formed. However, this effect is not contained in the original system and is solely
due to the Luttinger’s setup itself. This artificial setup then gives rise to an additional heat

transfer (1 — A)¥,(t)Ey (up to the linear order) between the contact ¢ and the tunneling
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barrier, resulting in I ?T(Q) in the contact heat current. In fact, in the next section for the
noninteracting system, we compare the results from our Luttinger’s trick and those obtained
from the scattering theory based on the dissipation-fluctuation theorem and find that two
results are identical only when this artefact is not taken into account. Therefore, we will drop
out the term [ ?T(Q) from now on.

Finally, we find the expression for the power of dissipation (14) in the linear response
regime [see Eq. (101)]. In particular, we focus on the time average of the power which is
simplified to

P=—> 0 Re[I}(Q)]. (38)
[/

As expected, it reflects that the time-averaged power is directly related to the real part of the
Fourier component of the contact heat currents. It is because the dissipation happens at the
contacts and the time average picks up only the dissipative effect.

3.3 Application of conservation law and sum rule

Note that our expressions for the charge and heat currents, Egs. (34) and (37) necessitate the
knowledge of the nonequilibrium components G<(1, w) as wells as GR/A(1, w). Technically, it
is much harder to theoretically obtain the lesser Green’s functions than the retarded/advanced
Green’s functions because the lesser ones reflect not only the energy excitations of the system
but also their nonequilibrium distribution. Therefore, our expressions for the currents would
be more useful if the knowledge of the lesser Green’s functions is avoided, especially when the
quantum dot is interacting.

We have found that it is possible as long as the hybridization matrix I, is proportional to
the identity matrix:

r, =11, (39)

in which condition, Tr[T;G<(1,w)] = T, Tr[G=(1, w)]. This condition cannot accommodate
the general situations in real experiments, but most of qualitative features can be still captured
within this condition. So this simplifying condition is acceptable at least for theoretical studies.

First, the expression for the contact charge current, Eq. (34) can be simplified further if
the charge conservation is taken into account. If we apply the charge conservation (12) up to
the linear order, then we have

D@ +I5() =0, (40)
14

which enables one to write down the integral f dw Tr[G<(1, w)] in terms of the other compo-
nents of the QD Green’s functions [see Eq. (93)]. Then, we can get a nice expression for the
interacting charge current at the contact £ in the linear response regime which writes solely in
terms of the retarded/advanced QD Green’s functions:

dw \Ije/ ZiFe/ \Ile
THO T i [ e (e
(6 eJ 277:[(2 2 2T+Q 2

e/

x Ap(w+Q, w) (w + %) (2i0) Tr[GR(0, w + Q) — GA(0, w) ]

+

sl (@ VR T[G (1, 0+0)-6'(1,w)] ] :

(41)
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with

r=> 1. (42)

[

The expression of the contact heat current, Eq. (37) can be also further simplified in a
similar way. Recall that we have the sum rule (16) for the energy change rates, which gives
rise to

D (Wee(Q) + Wy (Q)) + Wp(2) =0, (43)
L

in the linear response regime. This sum rule enables us to replace the integral
f dw wTr[G<(1, w)] with ones of other QD Green’s functions. However, this sum rule can-
not be constructed without knowing explicitly the form of the QD Hamiltonian Hp, since the
change rate W, (Q2) depends on Hp. Therefore, our strategy is as follows: Once #Hp, is known,
we find out the expression for W(2) in terms of the QD NEGFs in the linear response regime
and then write down the integral f dw wTr[G<(1,w)] in terms of other QD NEGFs by using
the sum rule (43) and the explicit expression for the partial sum, ZZ(WCL;(Q) + W () [see
Eq. (100) in Appendix C].

In the following sections, we apply our formalism to two specific examples: the nonin-
teracting case and the interacting case with the Hartree approximation. Especially, in the
noninteracting case, we demonstrate the justification of the choice A = 1/2 in more details.

4 Noninteracting case

As a first application of our formalism derived in the previous sections, we consider the non-
interacting case in which the QD Hamiltonian (4) is given by

Hp= D €egdld,. (44)

(o2

We assume that the dot-lead coupling is spin-independent so that I', now being 2 x 2 matrix,
is diagonal and given by I' = I'l. The orbital index m is now replaced by the spin index o,
and the trace over m is now the summation over o. It is then quite straightforward to derive
and solve the Dyson’s equations for the QD NEGFs, gg/A(t, t’) and to find out their Fourier
components in the linear response regime [refer to Appendix D for detailed derivations]. The
n = 0 (equilibrium) components of the retarded/advanced QD Green’s functions are found to
be

1

RIACO. o) =
G (0, @) w—€,/hil’’

(45)

and their n = 1 components exactly vanish at A = 1/2, that is, GF/A(£1,w) = 0 since
Z}R/A(:lzl,a)) = 0. On the other hand, G (£1, w) does not vanish at A = 1/2, so the dy-

né?nical components of the QD Green’s functions are still relevant in time-dependent charge
and heat transports. However, as explained in the previous section, we do not seek out the
explicit expression for G (£1, w), but instead resort to the charge conservation (40) and the
sum rule (43) to derive the integrals of g;(i 1, w).

Starting from the general formulas of the charge and heat currents, Egs. (41) and (37),

one can derive the explicit expressions for the charge and heat currents [see Eqgs. (107) and
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Figure 2: Equivalent RC circuit in the low temperature and low frequency limits. The
RC circuit describes both the thermoelectrical (with Y = L) and the thermal admit-
tance (with Y = K) in terms of resistors Ry, capacitors Cy , and the cross resistance
and capacitances Ry, and Cy;,. Refer to the main text for their specifications for
either the thermoelectrical or the thermal transports.

(113)] for the noninteracting case, in terms of the thermoelectric admittances L,;/(€2) and the
thermal admittances K;y/(92):

Wy, '
@)= L@~ @)= K@), (46)
v v
where the diagonal components are decomposed into L, (Q) = L,(Q) — L,;(£2) and
Ky (Q) = Ky (£2) —K,3(22). The self admittances are then found to be
Ly(2) = (20,)e > P1,(9), (472)
g
Ky(2) = (2IL)(—1)Q ) P (2), (47b)
g
and the cross admittances are given by
Lp(9) = Lyy(Q) = 4TiTre > P1,(9), (48a)
Kyp(92) = Kyy(Q) = 4TT,(=h) D Py (D). (48b)
o)
where we have defined
_ [ dw Q\" r A
P (w)= EAf(w+Q,w) w+§ G,(0,0+ Q)G (0, w). (49)

These linear-response admittances can be expressed in terms of an equivalent RC circuit,
as shown in Fig. 2. Under this equivalence, the cross admittances L;, and K, represent the
thermoelectric (Y = L) and thermal conductance (Y = K) between the two contacts, coming
from the parallel configuration of a resistor Ry, and a capacitor Cy, so that

1 1 1
= + - .
ZY,lr(Q) RY,lr 1/1QCY,lr

er(Q) = (50)

On the other hand, the self admittances L, and K, represent the electrical/thermal conduc-
tances for charging/heating and relaxing in the contact £, coming from the serial configurations
of a resistor Ry, and a capacitor Cy , so that

1 1
Zyy(Q) Ry +1/iQCy,

Y, (Q) = (51)
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Generally, the above resistances and capacitances are functions of the frequency Q. However,
in the low-frequency (K2 < kzT) limit, they can be approximated to constants. We also
assume the low-temperature (kg T < I};) condition to apply the Sommerfeld approximation.
The self resistances and capacitances are then approximated to

Iy
Cre= —ethhTFZ:P;(O), (52a)

1 T 2 pr,0)p,(0)

T eGa T [, p, (02
and
I
Cie = thhTF ;PG(O), (53a)
0 2
Rep = ——1 T 25lps(0)] 53b)

26T, [S po(0)]2°

2 k2T . . . . .
where Gy, = % -5~ is the thermal relaxation resistance for a single mode mesoscopic capacitor.

On the other hand, the low-frequency cross resistances and capacitances are found to

Ry, = ! r ! (54a)
P (=G T 20T, 3, py(0)°
20T
Crir = (M GaT = > (0004 (0), (54b)
g
and
Rrir = ! r ! (55a)
© T Gy T 2L, 3, p,(0)
h*Gy T 2T,
Crir =~ =1 2 oo (0. (55b)

(o2

The detailed analysis of the resistances and capacitances will be present in Sec. 4.2.

4.1 Why the choice of A =1/27?

In the original works [56, 57] which explored the heat transport in time domain, it is found
that the meaningful definition of the contact energy should be determined to be Q,(t) with
A =1/2 [see Eq. (2)] because only this choice is consistent with the first and second laws of
thermodynamics. While this argument alone justifies the choice of A = 1/2, in this section we
intend to find more evidence which supports the choice of A = 1/2 by comparing our results for
I;(©2) and I ?(Q) with the previous ones obtained by different methods for the similar systems.

By using the equation-of-motion method, Rosselld, Lopez, and Lim [60] have investigated
the dynamical heat current through the similar setup as ours but with a single contact which
is driven by an ac electric voltage. In calculating the heat current, they also took into account
the energy barrier contribution with A = 1/2, as proposed in Ref. [56]. As expected, our
self thermoelectric admittance L,(2) is exactly equal to their self electrothermal admittance
M,(Q)/T [see Eq. (36) in Ref. [60]] which measures the heat current through the contact with
respect to the ac electric driving in the contact. It justifies that the dynamical gravitational field
in our setup should be coupled to Q, with A = 1/2 in order to get the correct dynamical charge
current. Note that this agreement, M,(2) = TL,(Q2) (where T is the background temperature,

15


https://scipost.org
https://scipost.org/SciPostPhys.16.4.094

Scil SciPost Phys. 16, 094 (2024)

the common temperature in the contacts) also reflects the fact that the reciprocal relation, or
the so-called Onsager’s relation [61] should hold in the thermal transport. However, in the
point of view of the fluctuation-dissipation theorem, both admittances L,(2) and M,(2) in the
linear response regime are related to the same fluctuation

dN, dQ,
dt ’ dt

( 1) (56)

In our setup, the perturbative (gravitational) field is coupled to Q, and (dN,/dt) is measured,
while in Rosselld’s work the external (electric) field is coupled to \V; and (d Q,/d t) is measured.
So, apparently, the agreement might be mathematically trivial because both used the same Q,
with A =1/2.

The second previous work to be compared with is the work done by Lim, Lépez, and
Sanchez [62] which has applied the scattering theory to the single-contact QD setup to obtain
the dynamical charge and heat current in the linear response regime when the contact is driven
either by an ac voltage or by an ac temperature. Note that in the scattering theory approach
the barrier plays the role of the scatterer only, so no energy is stored in it and the contact
energy is defined with respect to H, only. They calculated the low-frequency responses of
the currents with respect to the ac voltage and temperature, via the fluctuation-dissipation
relation which they assumes to hold. We have found that our low-frequency expansion of
the self admittances, Egs. (52) and (53) are in good agreement with the scattering-theory
predictions [see Egs. (7), (8), and (9) in Ref. [62]]. This agreement strongly justifies our
use of A = 1/2, especially because they are derived from two different approaches: We have
directly calculated the dissipative part by adopting the Luttinger’s trick, while in Ref. [62] the
admittances were obtained by calculating the fluctuations based on the scattering theory. Also,
this agreement implies that the fluctuation-dissipation theorem holds for thermal transport, at
least in the non-interacting and single-contact case.

4.2 More analysis on charge/heat currents

Since the physical discussion on the low-frequency self admittances, R, /x , and Cj,  , has al-
ready been done in Ref. [62], we focus on the cross admittances here. First, the low-frequency
and low-temperature expansions of the cross resistances Ry /x ;, are physically reasonable and
are in agreement with the scattering-theory prediction. For example, the low-temperature
cross thermal conductance 1/Ry, [see the black dotted line in Fig. 3 (a)] was predicted to
be proportional to the electric conductance (e?/h)(2[}I,./T) Yo Po(0) [63], which is well re-
flected in Eq. (55), while the low-temperature cross thermoelectric conductance 1/R; ;. [see
the black dotted line in Fig. 3 (c)] is proportional to ), . p/ (0) as expected. It should be noted
that the fluctuation-dissipation theorem applied to the heat transport through two-contact sys-
tems is no longer valid because scattering events that connect two different terminals induce
a nonvanishing term for the equilibrium heat-heat correlation function at the low tempera-
ture limit, which is incompatible with the expected behavior of K;,.(2) [63, 64]. Therefore,
one cannot exploit the fluctuation-dissipation theorem to study the dynamic heat transport
through the quantum-dot systems described in terms of the tight-binding model. It signifies
that our Luttinger formalism is the promising candidate for the systematic study of dynamical
temperature driving.

Figure 3 displays the dot-level dependencies of the thermal/thermoelectric conductances
and capacitances for a wide range of temperatures. The thermoelectric conductance 1/R; ;.
and capacitances Cj ;, share similar dependence on the dot level, whose qualitative feature
does not change much as the temperature increases [see Figs. 3 (¢) and (d)]. While the thermal
conductance 1/Rg;, and capacitances Cy ;. also share similar dependence on the dot level,
they change from single-peak shape to double-peak one as the temperature increases [see
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Figure 3: (a) The cross thermal conductance 1 /RK’lr and (b) the cross thermal ca-
pacitance Cy ., and (c) the cross thermoelectric conductance 1/R; ;, and (d) the
cross thermoelectric capacitance Cj ;. in the low-frequency limit as functions of the
spin-degenerate dot level ¢, in the noninteracting case with the symmetric coupling,
[ =I,. Each curve corresponds to the different temperature kg T /AT’ whose value is
annotated. The resistances and capacitors for the cross admittances are defined via
Eq. (50) and the corresponding cross thermal and thermoelectric admittances are
evaluated via Eq. (48) by using given values of temperatures and the value of fre-
quency chosen numerically as small as possible. The black dotted lines correspond
to the low-temperature limits as given by Egs. (54) and (55).

Figs. 3 (a) and (b)]. Recall that the heat current depends not only on the carrier occupation but
also the carrier energy. At high temperatures, high-energy carrier can make more contribution
to the heat current, which is the reason why the heat current can be larger at the off-resonant
condition, as demonstrated in Figs. 3 (a) and (b).

Very interesting property peculiar to the noninteracting condition can be found in the RC
times defined as

Ty = Ry Cyel and 7Ty =I[Ry;,Cyy,l, (57)

for Y = L,K. In the noninteracting case, the self and cross RC times are always equal to each
other, that is,

Tyl =Ty, =Ty,ir» (58)

for both Y = L,K. It is because the self and cross admittances share the same frequency
dependence: From Egs. (47) and (48), one can find that L,(2) and L;.(Q2) are proportional
to Y., P1,(Q), while K,(Q) and K;,() are proportional to ), P, (). As we will see in the
next section, this is not the case for interacting QD systems. That is, the comparison between
the self and cross response times can be used to measure the effect of the interaction. Figure 4
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Figure 4: (a) The RC times T ;, = Tk ¢ from thermal admittance and (b) the RC time
T11r = 71 from thermoelectric admittance in the low-frequency limit as functions of
the spin-degenerate dot level €, in the noninteracting case with the same parameters
as in Fig. 3. The black dotted lines correspond to the low-temperature limits as given
by Eq. (59).

shows the dot-level dependence of the RC times. The black dotted lines correspond to the
low-temperature limit which is given by

2olps(0)F?
2o Po(0)
While 7, ;, shows the behavior similar to the QD density of states which broadens as the

temperature increases, T ;. features the double-peak structure at high temperatures.
Finally, the time-averaged power (38) for the noninteracting case is obtained as

TLir= 2ﬁz’-K,lr =h (59)

2
P)=-> %\y;szzc;’g}zm + %(\PZR—\I”) : (60)
1] K,Ir
We then found that in the low-frequency limit only the second term remains finite so that
only the cross thermal resistance Ry ;, is responsible for the energy dissipation. Interestingly,
this second term for the dissipation is identical to its electric counterpart, V2/2R where V is
the electric voltage drop and R is the electric resistance between the two contacts. We again
would like to stress that Eq. (60) is a natural outcome obtained by following the procedure
based on our Luttinger formalism, without resorting to some heuristic arguments. Therefore
our formalism is proven to provide a systematic way to investigate the dynamical heat transport
in the linear response regime.

5 Interacting case: Hartree approximation

Our formalism is not limited to the noninteracting case. The charge and heat currents,
Egs. (41) and (37) can be calculated as long as the equilibrium and n = 1 components of the
retarded/advanced QD Green’s functions are provided. In this section we take into account
the Coulomb interaction in the quantum dot which is now described by

%D=Z€O-dg_da+UTlTTll. (61)

(o

Unfortunately, in the presence of finite Coulomb interaction, it is impossible to obtain any
analytical form of the QD NEGFs without a proper approximation. Here we adopt the simplest
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Figure 5: (a) The cross thermal conductance 1 /RK,lr and (b) the cross thermal ca-
pacitance Cg,, and (c) the cross thermoelectric conductance 1/R; ;, and (d) the
cross thermoelectric capacitance Cj ;. in the low-frequency limit as functions of the
spin-degenerate dot level ¢, in the interacting case with U /AT = 0.9 and the symmet-
ric coupling, I; = T,.. Each curve corresponds to the different temperature kz T /AT
whose value is annotated.

approximation: the Hartree approximation which reduces the two-particle correlations to one-
particle ones as

{({do(t),ns(t")ds(t)}) ~ (ns(t")){({ds (1), ds(£)}) . (62)

Then, the Dyson’s equations for the QD NEGFs are found to be basically similar to those for
the noninteracting case but with the retarded/advanced self energies being now replaced by

SR, t) = SRA ) + (1 — f’)% (ns(0)) . (63)

Note that lesser self energy %5 (¢, t’) remains unchanged compared to the noninteracting case.

This additional term in E};/ fIF(t, t’) induces two changes compared to the noninteracting case:

(1) The effective dot level is shifted from the unperturbed one,
U
€ 2 €oHF = €5 T %na(o), (64)
where
dw R A
no(0) = | S=f (0)GR(0, w)2NGA0, ), (65)

is the equilibrium QD occupation which should be determined in a self-consistent way. Note
that the equilibrium QD Green’s functions now depend on €, y5:
1

R/A(( = . 66
ga ( 760) w_GO',HF/h:tiF ( )
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(2) The n = 1 Fourier component of the QD Green’s functions are now finite:

GRA(L, w) = G40, 0 + Q)%na(l, DGHA(0, w), 67)

where
dw
n,(1,Q) = f —G (1, w), (68)
2mi

is the n = 1 Fourier component of the QD occupation. By using the charge conservation, one
can obtain the explicit expression of n (1, Q) which is found to be

\7
n,(1,Q) = —; — 20X, (9), (69)
with
P, () + 2FUPOG(Q)J%(Q)

X, ()= (70)
1- (%) Py (2)Py5(2)

Then, following the recipe proposed in our formalism [see Appendix E for further explana-
tions], the charge and heat currents can be obtained [see Eqgs. (121a) and (121b)] and the
corresponding self/cross thermoelectric and thermal admittances are found to be

Lzl%) ={le Z[Pla(ﬂH =Py, (X5 (Q)] (71a)

Kzll(m_ﬂ( h)Z[P 20 (82) + UPw(ﬂ)X (Q)] (71b)
and

%(Fﬂ) ;[Pw(ﬂﬂ ?TUPOG(Q)X (Q)] (72a)

IZ;I(?)_( h)Z[Pza(QH—Pm(Q)XU(Q)] (72b)

These admittances clearly display the corrections due to the Coulomb interaction, as shown
in Fig. 5: The resonance is shifted and the curves are slightly deformed compared to the
noninteracting case, but no qualitative changes are observed. For examples, the low-frequency
and low-temperature cross resistances R ;, and Ry ;, are found to be identical to those in the
noninteracting case except €, being replaced by €, yp. Therefore, it is not convenient to find
a solid evidence on the effect of the Coulomb interaction from the dot-level dependence of the
resistances and capacitances.

Instead, we focus on the RC times. In the presence of the Coulomb interaction, the self
and cross RC times are not equal to each other any longer:

Tre# T and  Trg # T (73)

as demonstrated in Figs. 6 (a) and (b). The Coulomb corrections in Y; and Y;, (Y = L,K) are
different [compare Eq. (71) with Eq. (72)] and make their frequency dependence different
from each other. As matter of fact, the difference between them is proportional to U for
weak Coulomb interaction. By performing the low-frequency and low-temperature expansions
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Figure 6: (a) The RC times 7 ;. (solid lines) and 7y ; (dotted lines) from thermal
admittance and (b) the RC time 7 ;, (solid lines) and 7 ; (dotted lines) from ther-
moelectric admittance in the low-frequency limit as functions of the spin-degenerate
dot level €4 in the interacting case with the same parameters as in Fig. 5. (c)
max,, [Tx ;- — Tk, ] and (d) max,, [T ; — 7] as functions of the temperature. The
dotted lines are asymptotes in the T — 0 limit.

similar to those done in the noninteracting case, one can find that, for spin-degenerate case
with p1(0) = p(0) = py,

hU p; P

Togr —TLe = 7(%—}1—1%)4'0(7"2), (742)
hU 72

TR ir — TR = 7?(193 T)p% (1 T hTpy ) +0(TY). (74b)

These expansions show that (1) both 7 ;,—7 ; and T ;,—T , are finite in the presence of the
Coulomb interaction and (2) 7y ;. — T ¢ saturates in the T = 0 limit, while 7y ;. — T, scales
as T2. These asymtotic behaviors for low temperatures are clearly manifested for a rather
wide range of the temperature, as demonstrated in Figs. 6 (c) and (d). We expect that these
temperature dependencies of the differences between the RC times can be used to identify the
effect of the Coulomb interaction as long as U is sufficiently small.

It should be noted that these temperature dependences due to the Coulomb corrections
originate from the dynamical excitations reflected in the n = 1 components of the QD Green’s
functions, gg/ A<(1, ), and not from the effective level shift in € ur- Our Luttinger formalism
takes into account the dynamical excitations systematically and correctly, even in the presence
of the Coulomb interaction. Therefore, the utility of our formalism becomes more evident in
the interacting systems.

In order to investigate the effect of the strong Coulomb interaction on the thermoelectric
and thermal admittances, one should go beyond the Hartree approximation, taking into ac-
count the higher-order terms in the equation-of-motion method. For example, as long as the
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Coulomb blockade is concerned, one can apply the Meir-Wingreen-Lee approximations [ 65,66 ]
to our formalism, which will be our future work.

6 Conclusions

We have formulated a general formalism, based on the Luttinger’s trick, to calculate the dy-
namic charge and heat currents through a multi-level quantum dot which is driven by time-
dependent temperatures. Our Luttinger formalism is built on the correct definition of the dy-
namical contact energy and the requirement for the effective dot-contact coupling. It provides
the general expressions for the linear-response charge and heat currents, given by Egs. (34)
and (37), respectively, which can be calculated as long as the n = 0 (equilibrium) and n =1
Fourier components of the retarded/advanced and lesser QD Green’s functions are known. Fur-
thermore, with the help of charge conservation and the vanishing sum of the energy change
rates, the knowledge of the lesser QD Green’s functions can be avoided as long as some con-
ditions are met.

The physically important point of our formalism is that it goes beyond the static and adi-
abatic condition for temperature modulation and it can capture naturally and systematically
the effect due to dynamical excitations driven by the nonadiabatic temperature driving. Our
formalism is then expected to be very adequate and useful, considering the state-of-the-art
technology which enables very fast modulation of temperatures. Furthermore, our formalism
works even in the presence of the Coulomb interaction and can reveal the role of the inter-
action in nonequilibrium thermal responses. Its application to the interacting case studied in
Sec. 5 clearly demonstrates the success of our formalism in this regard, even though it has
been done only in the Hartree approximation.

While the applications of our formalism present in this paper [see Secs. 4 and 5] are limited
to the single-level quantum-dot system, it can be applied to any multi-level quantum-dot junc-
tions so as to study the effect of multiple levels and spin-orbit interactions on the temperature-
driven transport. Since our formalism allows the quantum dot to be any finite systems, it can
also consider the case of multiple quantum dots. Furthermore, some interferometer-like ge-
ometry such as the junction with a quantum-embedded ring can be also incorporated into our
formalism. As long as one ignores the Coulomb interactions in these systems, the equation-of-
motion method can be readily exploited to derive the required retarded/advanced QD Green’s
functions and subsequently the dynamical charge and heat currents.

Real challenge is to take into account the Coulomb interaction in a non-perturbative way.
There is no analytical solution in this case without proper approximations. Usually, it is very
hard to obtain the exact form of equilibrium QD Green’s functions let alone their dynamical
(n = 1) Fourier components. One promising method to deal with the Coulomb interaction in
a non-perturbative way is to use the numerical renormalization group [67] in order to obtain
the QD Green’s functions in a numerical way. While originally the numerical renormalization
group is restricted to the equilibrium case, recently its extension, so-called the time-dependent
numerical renormalization group, is improved to deal with the nonequilibrium case with a
periodic driving [ 68,69], so that the two-time QD Green’s functions are successfully calculated.
While it has some issues about the accuracy, we believe that this method can be safely used to
study the linear response regime in which the driving is sufficiently weak.

Another interesting theoretical challenge is to extend the Luttinger formalism beyond the
linear regime. The original proposal of the Luttinger’s trick [48] was based on the linear re-
sponse regime so that the gradient of the gravitational field is identified with the gradient of
the temperature. In fact, there is no physically reliable justification of the use of the Luttinger’s
trick beyond the linear regime. However, recently some tried to extend the Luttinger’s idea
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into the nonlinear-regime study of the nanostructures: the steady-state and transient behav-
iors of charge and heat currents after sudden quench of the gravitational field [50, 54] and
temperature-driven adiabatic pumping [49, 55]. The predictions made by these works are
quite interesting and nontrivial, while their validity of the prediction is uncertain and to be
confirmed in experiments. So, knowing that there is no systematic way to deal with the time-
dependent temperature, it may be very physically interesting to extend our formalism beyond
the linear response regime so that a new physics is explored.

Finally, we would like to address briefly the experimental realization of our scheme. In
order to test our predictions, a time-dependent modulation and control of temperature in the
reservoirs should be experimentally implemented. We think, for example, that our theory
may be tested in spin qubits [40] with detunnings of order of few meV that corresponds to ac
frequencies for the temperature modulation of about hundreds of MHz. These are frequencies
that are experimentally accessible nowadays. Alternatively, for higher frequencies (in the GHz
and THz range), a design of time-dependent temperature signals by employing a collection
of quantum harmonic oscillators that mediate the interactions between the quantum system
and a thermal bath has been recently proposed in Ref. [47]. It is worth noting that in order to
realize our prediction, the driving frequency should be not too low. It is because our scheme
is based on the quantum-mechanically coherent state during the driving so the period of the
driving should be shorter than the decoherence time, which in turn requires frequencies in the
GHz regime in quantum-dot systems [19]. In short, the main hurdle to deal with is to maintain
the quantum coherence long enough during the temperature modulation.
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A Nonequilibrium Green functions and Dyson’s equations
In our study we employ the nonequilibrium Keldysh formalism to express charge and heat

current in terms of the QD Green’s functions. It is convenient to recast the Green’s functions
in a matrix form as

_ |9, t) Gu(¢t,t)

_[g>(t,t’) gf(t,t’)}’ 75)
where G5 5(6,t) = {IB(A@N), Gistt) = —i{ADBY()), and
g;(fl)g(t, t') = —i(Iﬁ(E)A(t)BT(t’ )|) are the lesser, greater, and (anti-)time-ordered Green’s

functions between operators A and B, respectively. The retarded and advanced Green’s func-
tions can be obtained through GR = G*—G=< and G = G<—G'. Here A and B can be either the
dot operator d,, or the contact operator ¢y, and accordingly, the QD, contact, and QD-contact
Green’s functions are defined as given in Egs. (17) and (18). We apply the equation-of-motion
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technique with respect to the Hamiltonian (7). For convenience, we introduce the time-varying
tunneling amplitudes (21) and contact energy (25) so that the contact and tunneling Hamil-
tonians can be written as

Heo(t) = Z en(t)e) o oo (76a)
ko

Hreo(O)= D (toom(Dd] oo + thom(Oiiy dm ) (76b)
mko

apart from the time-dependent numbers which do not affect the dynamics of the Green’s func-
tions.

Via the equation-of-motion method, it is straightforward to obtain the following Dyson’s
equations:

Zk m”(t ) —~
mfka'(t t )—Jdtﬁzgmm//(t t”)UTTBgEkU(t ) (773)
ko o (6 ) = 84081406 5o Bureo (£, )

t* ( //)

~ (k 5

+ f dt// gEko(t: t”)T3 Z %Qm g/klo-/(t ) (77b)
m

where 74 is the third Pauli matrix in the Keldysh space and g, (t,t") denotes the uncou-

pled contact Green’s function matrix as introduced in the main text. Explicitly, the uncoupled
contact Green’s functions are given by

S (t, t') = FiO((e — t/))e~F Jd"ealt, (78a)
nga(t’ t) = e~ Ju dt’lfek(f//)if(ea()’ (78b)
where f(¢€) is the Fermi function at the temperature T and the phase factor is evaluated as
e—% f:/ dt”en(t") — e_%eék(t_t/"'@l(t)_‘f’l(tl)) , (79)
with
t
i~ / / \IJK .
%(t):J dt ‘lfg(t)IESIDQt. (80)
0

In order to evaluate the charge and heat currents, we need to get the expressions for
ék (t,t’)and glk Z’k’a’(t t’) [see Egs. (19a), (20a), and (20b) ] from the Dyson’s equations
(77a) and (77b):

méko(t t)_ZJdt// mm//(t t“)mL() €<ko(t//> t/)

m//

ﬂwm_()

+GR (¢, t") ot t )], (81a)

G tko () = & (t: )

t?ka m”(t”)
+ Z dt” | ar” s (g?ko'(t’ t”)gR,, W( ¢ t///)glko'(t/// /)
m//m///

h
+ g;ko.(t, t//)g;?.l//m///(t//, t///)g?ka(t///
t (")
+g?ko'(t t”)g<,, W // t///)gAkg(t”/ )lkamT (81]3)

24


https://scipost.org
https://scipost.org/SciPostPhys.16.4.094

Scil SciPost Phys. 16, 094 (2024)

We insert the above expressions into Egs. (19a), (20a), and (20b) and obtain Egs. (23) and
(26) in terms of the relevant self energies % defined as Eq. (24) and the self-energy-like terms
Ez}b defined as Eq. (27).

B Explicit expressions and linear expansions of Z?/A/ =(t,t") and
E?R/<R/A<(t, t/, t//)

To evaluate the charge and heat currents via Egs. (23) and (26), one needs to know the ex-
plicit expressions for the self energies Xj(t, t') [see Eq. (24)] and the self-energy-like forms
E;‘b (¢,t',t") [see Eq. (27)]. For simplicity, we take the wide-band limit with a constant density
of states p, for both the contacts, which allows us to replace the sum >, F(eg) by the integral

oo
Po f_oo de F(e).
Using the explicit expressions for g?lfg/ <(t,t’), one can express the self energies
le/AK(t, t') as

SFACE, ) = F2TO(F(t — t))(1 + A% (6))(1 + A%, () J ‘;—“e—iw(f—f’@f(f)—@(“)), (82a)
T
S5 (6, ') = 20T, (1+ A%, (0)(1 + A\Pg(t/))f i—‘: £ (w)e i@t +T(O-T () (82b)

where w = ¢/l and we have used f (w) instead of f (fiw), for simplicity. The integration over
« can be done for 2% A giving rise to

(1+ 4% (0))

R/A / .
by t,t")=Fil'
¢ (6 =Fi, 1+,(t)

o5(t—t"), (83)
where we have used the fact that [¥;| < 1: The temperature oscillation amplitude cannot
be larger than the base temperature T itself. The corresponding Fourier components, Zi/n A w)
can be also obtained in an analytical form (we do not write down the detailed expression here)
which involves the regularized generalized hypergeometric functions. However, unfortunately,
no simple analytical expressions for (¢, t") nor Zzn(w) are available. Specifically, by using

the identity /P sin®t — Zoo o e ] (B) where J,(x) are the first kind Bessel functions and

n=—
with a help of recurrence relations for J,(x), one can obtain

B (@) =2 > f(com)Jner(%wm)Jm(%wm) (1 + MQ) (1 + A—mﬂ) , (84)

m m

with w,, = w —mQ. For general value of ¥, this expression is not adequate for analytical nor
numerical analysis since it requires the summation over m from —oo to oo.
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The situation becomes worse for E?b(t, t’,t”) whose explicit expressions involve more
complicated integration:

E‘?R(t, t',t") = =2ikT,0(t — t)O(t — t”)(1 + AT, (t")(1 + A¥,(t"))

Jr i_::we—ia)(t’—t”+@[(t’)—‘f'z(f")) , (85a)

278, ¢, 1) = —2iAT,0(t — t”)(1 + AT, (t))(1 + A% (t"))

X

x rd_wwf(w)e—iw(f/—t"‘“ie(tl)—‘f’e(t”)) (85b)
J 27 ’

2, ¢/, ") = [E7R (e, ¢, )] (850)

Unfortunately, for general values of ¥,, the integrations over w and the Fourier transforma-
tion do not yield any manageable analytical expressions. On the other hand, we have found
that the linear expansion of the self energies with respect to ¥, yields reliable and analytical
expressions. Therefore, in our study we focus on the linear response regime.

Before presenting the linear expansion of the self energies, the reliability of the linear
expansion should be examined. The linear expansion in ¥, approximates the exponential
function in the integrals, Egs. (82) and (85) as

e OO & 1 — (T (1)~ T(1), (86)

before the integration over w is done. While ¥, is assumed to be small enough, in fact, w¥,
is not small for large values of w which definitely happen during the integration over cw,
which may disqualify the use of the linear expansion. However, we have confirmed that this
expansion produces correct results. Our justifications are two-fold. First, in the linear response
regime, only the contact excitations close to the Fermi level are relevant: Note that € = fiw is
the contact excitation energy. Hence, the correctness of the approximation at higher energies
does not matter. Secondly, we have explicitly adopted a regularization function n(w) to the
gravitational field so that the thermal driving is really effective only to the low-energy states:
¥, — n(w)¥,. Specifically, we have chosen a Gaussian regularization n(w) = exp[—(w/wg)?]
with a constant w, which determines the range of energies to be meaningfully coupled to the
gravitational field. Then, the linear expansion is well justified because wn(w)¥(t) is small
for all values of w: Note that n(w) decreases exponentially with w. Then, at the final stage
of the calculations, we take w, — ©0 to restore the original coupling of the gravitational
field. We have confirmed that the result obtained from the regularization and taking the limit
of wy — ©0 is identical to that obtained by using the linear expansion, Eq. (86) from the
beginning.

Applying the linear expansion (86) and performing the Fourier transformation (28) to
»R/A/ <(t,t’), one can obtain

e > >

87
500 =5 - Le) =% (A - %) (Zin)%, ®7
and
370, w) = f(w)(2iTy),
QN0
Ef(il,w):—Af(co:I:Q,w)(w:I:E)(21I‘g)?e 88)

1 v
#(2-3 )G+ foneir) T

-
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where the definition of A¢(w, w’) is given by Eq. (36). As one can see, in the linear response
regime, the n = 0 Fourier components are nothing but the equilibrium values at ¥, = 0, and
the n = 1 components are linear in ¥, while all the higher components (|n| > 2) vanish up
to the linear order in ¥,. One can note that the n = 1 components become a lot simpler at
A =1/2: In particular, 25/“‘(:&1, w) vanish at A =1/2.

The linear expansion is now applied to E?b(n, n’, w) [see Eq. (30)]. Up to the linear order
in ¥, only the Fourier components with |n| < 1, |n/| <1 and |n +n’| < 1 are relevant:

2/7(0,0, w) = —IooMw(2iTy),

' v
2AR(£1,0, ) = +2(1 — A)ihw(zire)—e , (89)

(O 1, w)=F— ﬁ(o):l: )(21[‘5)

and
2:7(0,0, w) ——Ioof(w)hw(Zle)
ER(£1,0,w) = iQAwf(CO FQ,w)h (w = Q) (2lre)—
:F()L—l)i[f(w)hw+f(w$ﬂ)ﬁ(w¢ﬂ)](2ire)%, o0
2570, £1, w) = ;;2 Fl)w(2iT,),
and

2/<(0,0, w) = [E77(0,0, w)]",
2)<(+1,0,w) = [E;7(+1,0, w)]", 91)
2<(0,%1,w) =[E7R(0, 1, co:I:Q)]

with I, = f oo At ©(—t). Note that owing to the constant I, the equilibrium contributions,

E?A/ R</ <A(O, 0, w) are divergingly large. However, we have found that these diverging con-

tributions cancel out each other exactly in the zeroth-order term of the linear expansion of
Eq. (26):

(1)~ B = | S [280.0.006°0,0)

+E7%(0,0, 0)GR(0, w) + E1<(0,0, w)G*(0, co)]
= IOOJ ‘;—:thr[(Zire)(Gﬂo,w) + f () (GR(0, w) — G*(0, w))) ]
=0,
where in the last line we have used the equality,
G<(0,w) + f () (GR(0, w) — G*0, w)) =0, (92)

which holds generally in equilibrium for any interacting quantum-dot junctions.
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C Linear regime: Charge and heat currents and sum rules

The charge currents in the linear regime can be obtained by expressing (23a) in terms of
the Fourier components G(n, w) and %,(n, w) via (29a) and then by keeping terms up to the
linear order in ,. It is then quite straightforward to obtain the explicit expression, giving rise
to Eq. (34). In the derivation, we have used the expressions for 25/ Al <(n, w) [see Egs. (87)
and (88)] with A =1/2.

Our system conserves the total charge so that the charge conservation (40) holds. As
long as the condition (39) holds, the charge conservation condition can be used to remove
f dw Tr[G=(1, w)] from the expression for the charge current. By inserting the expressions of
the QD charge current (35) and the contact charge current (34) into the charge conservation
(40), one can solve the integral f dwTr[G<(1,w)] in terms of other QD Green’s functions:
with A =1/2,

J do Tr[G<(1, )]
27

S - — [_;(zire)%Af(w+ﬂ,w)(w+g)Tr[GR(O:“Q)_GA(O’w)]

21 2T +Q

+f(0+ Q)N T [GR(1, 0+ 02)— G4 (1, w)] ] )
(93)

By inserting Eq. (93) into the contact charge current (34), one gets Eq. (41).
For obtaining the heat currents we first take the average energies that are then expanded
into

(Hre) = Ergo(1— A%,(£)) + Eg(Q)e ™% + Ery(—Q)e™™, (94a)
(Hee) = Ecpo + Ece(Q)e ™™ + E¢ (—Q)e™ ™, (94b)
with
Ep(Q) = hJ d—‘”_ Tr [25(1, ) (GR(0, w + ) + G(0, w))
27
(95)
+ f (o +Q)(2iT) (GR(1, w + Q) + G*(1, w)) ] ,
and
Ec(Q) = f ‘;—w Tr [E;R(L 0, + Q) (GR(0, w + 2) — G*0, w)) + E*(1,0, w)G=(0, w)
" (96)
+E78(0,1, 0w+ ) (GR(1, 0 + 2) — G*(1, w)) + E(0, 1, w)G=(1, w)] ,
and the tunneling barrier energy at equilibrium
d
Eppo=Hh J 2—7‘[‘)1 f(w)Tr[(2iT,) (GR(0, w) + GH(0, w))] . (97)

Then, from Egs. (13) and (22), the contact heat currents and the energy change rates in the
linear regime are expressed in terms of E¢7¢(2):

We(Q) = —iQE(2), (98a)
\\

Wr(Q) = —if (ETe(Q) —~ ?‘AETKO) , (98b)

I(Q) = Wy (Q) + AWy (), (98¢)
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where the Fourier components of the energy change rates in the linear regime are defined as

Were() = Wepe(Q)e ™™ + We pe (—Q)e™™ . (99)

Employing these expressions and for A = 1/2 the Fourier component of the heat current in the
linear regime is obtained as (37).

We have another similar sum rule for the energy change rates, Eq. (16), which is written
in the linear regime as Eq. (43). While W(t) = d (Hp) /dt = (i/R){[H, Hp]) requires the
specification of Hp, the other terms in the sum rule can be written as

Z(ch(9)+wn(m)—2( i) (Ece(9)+ETe(Q) qu;f)
14

_ZhJ—Tr[(ZlI‘e)( Ap(w+9, co)(w+ ) (GR(0, w +2) —G(0, w))
+%%Af(w+ﬂ,w)(w+%)(GR(O,w+Q)+GA(O,w))
—(w+Q)f(w)GR(l,w)+wf(w+sz)GA(1,w)—(w+%)cﬁu,m)}
(100)

This expression can be used to write the integral fdco wTr[G=(1, w)] in terms of other QD
Green’s functions, via the sum rule (43).

Finally, we find the expression for the power of dissipation (14) in the linear response
regime. Up to the lowest order in ¥,, the power reads

P(t)—Z\IJg(t)[ _lm(E Q)+ En (02 ))+(c.c.)], (101)

which is of the second order in ¥,.

D Noninteracting Case: QD Green Functions and Charge/Heat
Currents

By applying the equation-of-motion method to the noninteracting Hamiltonian (44), one can
obtain the Dyson’s equation for the QD Green’s functions

"
Eko o

~ t")
Go(t, t)=go(t,t) + ZJ dt"Gg 1o (8, 1) =738, (t", 1), (102)
lk

where g,(t, t') are the unpertubed QD Green’s functions whose explicit expressions are identi-
cal to those of the uncoupled contact Green’s functions (78) with the replacement of €, (t) by
€. By combining Egs. (102) and (77a), one can find the Dyson’s equation for the QD Green’s
functions in terms of the self energies (82),

Go(t,t) =8, (t,t") + J dt”J dt”' G, (t,t") T8, (t", ") 138, (17, 1), (103)
or, more specifically, the equations for retarded/advanced QD Green’s functions,

GRIA(L, t) = ghA(e, ) + f de” f dt” GRIA(e, tYERIA(, R ), (104)
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For the linear expansion, it is convenient to express the Dyson’s equation in frequency domain
so that

GRIA(t, w) = (1 + Z U GRIA(¢, w + nQ)ERA(n, co)) gfM(w). (105)

By using the linear expansions (87) of ZI;/A(n, w) and by keeping up to the linear order in ¥,,
the n = 0 (equilibrium) and n = 1 components of the retarded/advanced QD Green’s functions
are found to be

1
GRIA0, w) = , (106a)
(85" ()] 1T
GRIA(L, w) = GRA0, w + Q) ZFA(1, w)GRA(0, ), (106b)

with Zg/A(l,w) =>,= R/A(l w). Note that at A = 1/2, ZR/A(l w) is zero up to the linear
order in ¥, so that gg/A(l, ) also vanishes. Then, by exploiting the properties of the equi-

librium noninteracting QD Green’s functions (45) and the vanishingness of Zl?/; (1, w), one
can get the explicit expression for the charge current from the general formula of the charge
current (41):

IE(Q) = Ty(—e) > P1, (), (107)

with

T, = —%(2@)9 ikl (4n,T,), (108)
with ¥; = ¥, and vice versa.

In order to find the explicit expression for the heat current, one should know the integrals
of G3(1,w), that is, fdcog;(l,w) and fdco wG>(1,w). In the noninteracting case, one
can easily derive the linear expansions of the lesser QD Green’s functions G (t, w) from the
Dyson’s equation (103). However, as proposed in the main text, we instead exploit the charge
conservation (93) and the sum rule (43) for the energy change rates in order to express the
integrals of G (1, w), that is, f dw§;(1,w) and f dw G5 (1, w) in terms of the equilibrium
retarded/advanced QD Green’s functions. Below we derive their explicit expressions. From
the charge conservation (93), by using the properties of the equilibrium QD Green’s functions
(45) and 95/ 4(1, w) = 0, one can get

d L7
f ﬁgj(l, ==, §(2lFe)Pw(Q) : (109)

14

Refer the definition of P;,(£2) to Eq. (49). For the noninteracting QD Hamiltonian, the energy
change rate Wp(t) is identified as

Wo(t) = = Z (no (1) = dtZ J d‘”Zmn @), (110)

and its Fourier component in the linear regime is found to be

Wp(Q) =— J —Qg<(1 w). (11D
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Now, by inserting the expressions for W, (2) and the partial sum (100) into the sum rule (43),
one can find that

Jd_”(w+%)g;(1,w)=—z %(mrg)ng(m. (112)

21 7

By inserting this integral into the general expression for the heat current, Eq. (37), we obtain
the explicit expression for the heat current for the noninteracting case.

IN(9) =Tl > P (D). (113)

E Interacting case: The Hartree approximation

In the presence of the Coulomb interaction described by the interacting Hamiltonian (61), the
Dyson’s equation for the QD NEGFs has an additional term proportional to U:

~ . U ~ =
Go(t,t) =go(t,t) + f dt”—gd(,,n(.,do(t, t")738,(t",t")

//) (114
lka o

Jdt//go éko(t t//) 3§a(t//> t/):

where gAdwnédo(t, t") are the Green’s functions between the operators d(t) and ns(t")d,(t").
Here we adopt the Hartree approximation (62) so that

GRA ()~ GRAL ) (1)) (115)

Then, we recover the non-interacting Dyson’s equations (103) but with the self energy being
now replaced by the Hartree one defined as Eq. (63). The Fourier components of the Hartree
self energies in the linear response regime are then

%F(o @)=+l + %na(o) (116a)
U
S, w) = +15(1,9), (116b)

where n5(0) and ns(1,) are the n = 0 (equilibrium) and n = 1 Fourier components of the
QD occupation (n,(t)), given by Egs. (65) and (68), respectively. Hence, the equilibrium re-
tarded/advanced QD Green’s functions are modified accordingly [see Eq. (66)] and, according
to Eq. (106b), the n = 1 components of the retarded/advanced QD Green’s functions are now
finite [see Eq. (67)].

Since gg/A(ﬂ, w) are now finite, the integrals off dw§G3(1,w) and f dw wG3(1, w) will
have additional terms. First, from the charge conservation (93), by using the properties of the
equilibrium QD Green’s functions (66) and the explicit expressions (67) for gg/A(l, w), one
can get

do . v U .
J 3205 (1) == > SH TP (@) + 2 ng (1, Q)(2T)Po, (), (117)

{

and this integral, combined with Eq. (67), can be used to obtain the explicit expression for
n,(1,Q), resulting in Eq. (69). For the QD Hamiltonian (61), the energy change rate Wy(t) is
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identified as

Wo(t) = - (Z €q (ng(1)) + U<nT(t)nl(t)>) ~ L (;e (no(0)) + U (my(1)) (nl(r)>) :
(118)

in the spirit of the Hartree approximation. Its Fourier component in the linear regime is then
found to be

d
Wp(Q) = —Z Ga,HFJ %Qg;(lwa (119)

Now, by inserting the expressions for W, (2) and the partial sum (100) into the sum rule (43),
one can find that

de 1\ .. v, U
f %(O)'FE)gg(l,w):_Zelé(zlre)PZU(Q)_%né(l,ﬂ)ﬂpw(ﬂ)
(120)

dw Q
- [ 820+ 5) Utz so s moza.w).
By inserting this integral into the general expression for the heat current, Eq. (37), we can
get the explicit expression for the heat current. Finally, the charge and heat currents in the
Hartree approximation are obtained as

U
IEQ) = Ty(—e) D P (D) + 7] %(—e)Zpo(,(mpw(n), (121a)
U
[{(@)=Teh Y Pag(Q) +T{ 1 D Pio(DPr5(D), (121b)
with
T, = —%(2@)9(%) + 2 e ). (122)
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