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Cavity-assisted mesoscopic transport of fermions: Coherent and dissipative dynamics
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We study the interplay between charge transport and light-matter interactions in a confined geometry by
considering an open, mesoscopic chain of two-orbital systems resonantly coupled to a single bosonic mode
close to its vacuum state. We introduce and benchmark different methods based on self-consistent solutions of
nonequilibrium Green’s functions and numerical simulations of the quantum master equation, and derive both
analytical and numerical results. It is shown that in the dissipative regime where the cavity photon decay rate is
the largest parameter, the light-matter coupling is responsible for a steady-state current enhancement scaling with
the cooperativity parameter. We further identify different regimes of interest depending on the ratio between the
cavity decay rate and the electronic bandwidth. Considering the situation where the lower band has a vanishing
bandwidth, we show that for a high-finesse cavity, the properties of the resonant Bloch state in the upper band are
transferred to the lower one, giving rise to a delocalized state along the chain. Conversely, in the dissipative regime
with low-cavity quality factors, we find that the current enhancement is due to a collective decay of populations

from the upper to the lower band.
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I. INTRODUCTION
A. Context

Investigating how the transport of excitations can be mod-
ified by the coupling to light is a topic of considerable
fundamental and practical interest [1-4]. Recent studies have
predicted drastic modifications of the transport of electron-hole
pairs called excitons when interacting with photons in confined
geometries such as cavities [5] or plasmonic resonators [6].
The modification of exciton transport in a cavity can be
understood using the Tavis-Cummings model [7] (TC), which
describes the collective behavior of N dipoles (two-level
systems) resonantly coupled to a single bosonic mode. As
localized excitons hop toward their nearest-neighboring sites,
the exciton propagation from one side of the cavity to the other
can be bypassed by exchanging energy with polariton modes
delocalized over the entire cavity mode volume. This energy
transfer can be interpreted as a long-range dipole-dipole—type
interaction mediated by the cavity [8].

Studies of charge transport modifications induced by the
coupling to bosonic fields in condensed matter systems have
traditionally focused on electron-phonon interactions [9]. In
polar semiconductors, the latter provide a screening of the
electron motion by the lattice polarization [10-12] (polaron),
which is responsible for increasing the electron effective mass
and reducing the mobility [9]. Electron-phonon coupling in
metals is known to lead to different instabilities at sufficiently
low temperature, such as BCS electron pairing leading to super-
conductivity [13-15] and Peierls-type instabilities responsible
for a metal-insulator phase transition in one-dimensional sys-
tems [16,17]. The crucial difference between electron-photon
and electron-phonon coupling stems from the possibility of
low-energy electron scattering with both vanishing and large
momenta (of the order of the Fermi wave vector k) in the
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latter case. In particular, the aforementioned instabilities occur
due to large-momentum (~2kp) scattering across the Fermi
surface, within a narrow energy band of the order of the
Debye frequency. Conversely, light-matter coupling typically
involves quasivertical electronic excitations across a band
gap, resulting in the absence of both low-energy and large-
momentum excitations. In the macroscopic limit, this usually
provides a decoupling between low-energy charge transport
and light-matter coupling occurring at finite frequencies [18].

An emerging topic of interest is the modification of material
properties using an external electromagnetic radiation [19], and
in particular the possibility of light-induced superconductivity
in the ultraviolet [20] and terahertz portions of the spectrum
[21-27], as well as the emergence of zero-resistance states
in quantum Hall systems subjected to microwave radiation
[28-31]. On the other hand, the study of light-matter interac-
tions in confined geometries is attracting increasing attention
in various fields, such as in quantum optics [32—40], quantum
chemistry [41-45], and condensed matter [46-53], opening
the way to investigate the rich interplay between many-body
physics and strong light-matter interactions [54-56]. In the
case of charge transport, large conductivity enhancements (~
one order of magnitude) have been recently reported consid-
ering organic molecular semiconductors strongly coupled to a
surface plasmon resonator [57]. Inspired by these experiments,
we have introduced a fermionic version of the TC model
[58], showing that the cavity coupling can lead to very large
current enhancements in the asymmetric situation where the
bandwidth associated with tightly bound valence electrons is
much smaller than the bandwidth of delocalized electrons in
the conduction band.

In this paper, we further investigate how the coupling to
a cavity mode can lead to an enhancement of the steady-
state current through a chain of N sites with two orbitals,
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providing complementary methods to investigate this system.
These include the nonequilibrium Green’s function (NGF) and
quantum master equation (QME) methods of reference [58],
together with an effective QME where photonic degrees of
freedom are integrated out. A detailed comparative analysis of
these methods is carried out, leading to new physical results.
In particular, we use a rate-equation approach to derive an
analytical formula for the current enhancement valid for small
coupling strengths, and characterize an efficient regime of
transmission governed by a purely dissipative and nonlocal
dynamics for large coupling strengths. In addition, our results
suggest the existence of quantum states delocalized across the
whole chain in the coherent regime, where the transport is
sustained by cyclic absorption and emission of cavity photons.
Our model might find direct applications in several fields,
such as transport in organic semiconductors [57], quantum dot
arrays [59-65], and nanowires [66—68], as well as for quantum
simulations using ultracold atoms [69,70] or superconducting
qubits [71-73] in the microwave domain.

B. Model

We consider a one-dimensional (1D) chain of N sites with
two electronic orbitals of energy w, (A = 1), where o« = 1,2
stands for lower and upper orbitals, respectively [see Fig. 1(a)].
Each orbital o on site j is coupled to its nearest neighbors
j £ 1 with hopping rate ¢,, resulting in two bands in a tight-
binding picture. In the following, we will always consider
the situation where the upper band is much broader than the
lower one (t; > t;). Depending on N, the upper electronic
bandwidth varies between 2t, (N = 2) and 4¢, (N — 00), and
will be denoted as W, (respectively W; for the lower band).
Electrons are considered as spinless. The edges of the chain
are connected to a source and a drain (leads) with a large bias
voltage across, such that the Fermi level of the source (the
drain) is higher (lower) than any other energy scale in the
system. This allows for injection/extraction in both orbitals
at a rate I',,. Although different injection/extraction rates are
kept for the sake of generality, we will only discuss the results
obtained for I'y = I'y = I'. All energies are in units of wy;
(set to 1), which is assumed to be the largest parameter. The
onsite transition between lower and upper orbitals with energy
w1 = wp — wj is resonantly coupled (with a coupling strength
g) to a single cavity mode with decay rate k. Letting the
contributions from the leads and the extra-cavity photonic
environment aside for now, the 1D chain Hamiltonian can be
written as Hy = H, + H. + H; + H;, where

N
H, = E E weC,, jCajs He= w.a'a
a j=I1

describe the free orbitals and free cavity mode contributions,
respectively. The fermionic operators c,,; and cl’ j» Tespec-
tively, annihilate and create an electron in the orbital o on
site j, and satisfy the anticommutation relations {c,; ,cl,’ j} =
8a,a'0i,j. On the other hand, a and a' denote the bosonic
annihilation and creation operators of a photon in the cavity
mode with energy w,, and satisfy the commutation relation
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FIG. 1. (a) Model for 1D charge transport in the presence of
a cavity. (b) TC model: the Hilbert space associated with a given
site is spanned by the two quantum states represented on the left
side, providing a 2" -states basis for the whole chain. Right side: the
hopping Hamiltonian H, provides a coupling of these states to two new
states with both orbitals either occupied or empty. The chain is thus
spanned by a 4" -states basis. (c) Sketch showing the different regimes
investigated, together with the applicability domains of the different
methods used in this paper. W, and dw denote the upper electronic
bandwidth and the typical separation between two adjacent Bloch
states in the upper band, respectively. NGFs stands for nonequilibrium
Green’s functions, and QME for quantum master equation. The full
QME is valid everywhere on the diagram. The dashed line corresponds
to g2/(kT") = 1 (the left-hand side is the cooperativity), separating
the perturbative regime (above the line) from the nonperturbative
regime (below the line). The horizontal line k = W, represents the
separation between the dissipative regime x >> W, and the coherent
regime xk < W,. Note that since dw — 0 in the macroscopic limit
N — 00, the coupling is therefore always collective in this case. We
remark that the dashed line is not meant to reproduce the exact validity
domain of the effective QME, but rather indicates that its validity
range extends to larger g as k is increased [see for instance Eq. (B15)].

[a,a'] = 1. The nearest-neighbor hopping in both orbitals is
described by the contribution

H, =—Zta
o j

=

-1 N
cf Ca i+ el en (1)
a, j+1%0 ) a,j—1%a,j |

1 j=2
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and the light-matter coupling by the term

N
Hy =g (c} o1+l jea A, )
j=1

with A = a + a'. In the absence of Eq. (1), and if one restricts
the orbital occupation to one per site, Hg corresponds to the TC
Hamiltonian [7] with counter-rotating terms, where the bosonic
field A is coupled to the collective pseudospin operator:

N
1 .
i f
Se=—= () 1 +¢l )
2«/N,~X=1: S

In the case of the TC model, the size of the electronic part of
the Hilbert space is 2" [see Fig. 1(b)], and one can use boson
mapping techniques [74] to find the spectrum of Hg. The cavity
field thus interacts with a collective mode formed of a coherent
superposition of N single-spin excitations, with an enhanced
coupling strength = g+/N called vacuum Rabi frequency
[75]. In particular, the strong coupling regime of cavity QED
[75] is achieved when 2 > k, allowing a quasireversible
energy transfer between the collective dipole and the cavity
field, and providing vacuum Rabi oscillations at a frequency
Q. Instead of the bare cavity resonance, the cavity spectrum
features two polariton resonances separated by a splitting 2€2.

In the presence of H;, however, charge transport can occur
due to the coupling between the two quantum states associated
with each local pseudospin and the two new states with both or-
bitals either occupied or empty [see Fig. 1(b)]. Our model thus
exhibits a larger Hilbert space (4") compared to the TC model,
and features a more complex physics. Introducing the electron

density operator in the orbital o as 7iq; = c; jCa,j> one realizes
that the total density at a given site j is conserved by the light-
matter coupling Hamiltonian, namely, [H;, ), fiy ;1 =0.This
means that in contrast to exciton transport, the cavity-induced
modification of charge transport can only occur through the
interplay between H; and H,. This generalized TC model
could find direct applications in quantum cascade lasers and
photovoltaic devices based on semiconductor nanostructures
such as multiple quantum wells or dots, which can often be
modeled as 1D chains of N ~ 10 sites with two orbitals. In
these devices, charge transport can occur provided that the
electronic wave functions in adjacent nanostructures overlap.
Moreover, it is a motivating perspective to investigate how the
current enhancement due to the coupling to the cavity mode
reported here could lead to device performance improvements
in a realistic situation.

C. Main results

The outline and main results of the paper are summarized
in the following:

(1) InSec.]Il, we explain how to compute the relevant phys-
ical observables (current, populations, electron, and photon
density of states) using different theoretical methods that are
presented in detail. In particular, in Sec. II A, we introduce
a frequency-domain method based on the self-consistent so-
lutions of NGFs, valid in the perturbative regime where the
cooperativity g2/(kI") < 1[above the dashed line on Fig. 1(c)].
The results obtained with this method are benchmarked with a

suitable QME presented in Sec. II B, exact in the rotating-wave
approximation [76] and as long as the Markovian approxima-
tion for the system-baths coupling holds true, but nevertheless
limited to a small number of sites. Although these methods
were already introduced in [58], in this paper we provide a
more detailed and thorough analysis, identifying their validity
domains and pointing out their benefits and limitations. In
addition, we show in Sec. IIC that in the dissipative regime
&/ W, > 1 and for small coupling strengths, an effective QME
can be derived, in which light-matter interactions are entirely
cast into a dissipator g2/«

(2) InSec.III, we propose a thorough analysis of the results
presented in [58], by first discussing the physical properties of
the system in the absence of light-matter coupling (Sec. IITA),
and explaining how the electron density of states (DOS)
is broadened by light-matter interactions in the perturbative
regime (Sec. IIIB). We further explain how polariton modes
arise from the dressing of the photon GF by the electron-hole
polarization. In the asymmetric situation where #, > t, we
show that the light-matter coupling is responsible for opening
a new transmission channel in the lower band, which leads to
an enhancement of the steady-state current. In Sec. IIIC, we
compare the current enhancement predicted by the different
numerical methods, identifying the regimes of interest based
on the ratio between the upper electronic bandwidth W, ~ 1,
and the cavity photon decay rate «. In the dissipative regime
k /W, > 1 already introduced in [58], we find that the current
enhancement scales with the cooperativity.

(3) In Sec. IID, we further investigate the dissipative
regime [upper part on Fig. 1(c)], providing again a detailed
analysis of the results presented in [58], as well as some
interesting additional results. In particular, we use a rate-
equation method to derive an analytical formula for the current
enhancement valid for small coupling strengths (Sec. IIID 1),
and characterize the presence of collective effects by comput-
ing the different observables numerically in Sec. IIID2. We
show that a collective coupling of many Bloch states to the
cavity mode occurs when g > dw, namely, when the coupling
strength is larger than the typical energy separation between
two adjacent Bloch states in the upper band. In this dissipative,
collective “dressing” regime, the current enhancement stems
from a global transfer of populations from the upper to
the lower band, with only marginal propagation through the
lower band. As already shown in [58], for large coupling
strengths (Sec. IIID 3), we find that the current enhancement
saturates to about twice its value for g = 0. In this regime, we
further demonstrate that the collective coupling is responsible
for the existence of electronic correlations stemming from
nonlocal terms in the Liouvillian, and that transmission through
the chain is governed by a purely dissipative and nonlocal
dynamics.

(4) The “coherent” regime obtained for «/W, < 1 is
studied in Sec. IIIE. When g < Sw, only one given resonant
Bloch state is individually coupled to the cavity mode [left
bottom part on Fig. 1(c)], which is referred to as “individual
dressing regime” [58]. After having characterized the latter by
computing the different observables in Sec. IIIE 1 (following
an analysis similar to the one presented in [58]), here we show
that a transfer of spectral weight ~10% occurs from the upper
to the lower band, resulting in a new state with energy ~w;
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delocalized across the whole chain (Sec. IITE 2). In this case,
the current enhancement can be interpreted as stemming from
coherent dynamics sustained by the absorption and emission of
cavity photons. Ultimately, for N > 1, or when the coupling
strength becomes larger than the upper electronic bandwidth,
we expect to recover a collective coupling of the Bloch states
to the cavity mode [right bottom part on Fig. 1(c)].

(5) Concluding remarks concerning the cavity photons
population and the scaling of the current with the chain length
N are presented in Sec. IIIF, and perspectives are drawn in
Sec. IV.

II. METHODS

This section is structured as follows. In Sec. IIA, we
introduce the steady-state current flowing through the chain
in the presence of light-matter coupling, showing that this
observable can be computed by either formulating the problem
in real time or in the frequency domain. We first focus on
the frequency domain, introducing the total Hamiltonian that
includes the contributions from the environment, and explain
how to compute the steady-state current by solving a set
of self-consistent equations for electron and photon Green’s
functions (GFs). In Sec. II B, we introduce a suitable QME to
compute the current in real time, exact but limited to a small
number of sites. In Sec. IIC, we introduce an effective master
equation valid in the dissipative regime where the fast cavity
field evolution can be adiabatically eliminated, resulting in an
effective QME involving only electronic degrees of freedom.

A. Nonequilibrium Green’s functions

In this section, we focus on the NGFs method. In Sec. ITA 1,
we introduce the total Hamiltonian including the contributions
from the environment. In Sec. II A2, we present the derivation
of the steady-state current written in terms of electron GFs, and
explain how to compute this current by solving a set of self-
consistent equations for electron and photon Green’s functions
in Sec. IT A 3. The Keldysh formalism has already been used to
describe quantum optical systems in the presence of coupling to
a cavity [77,78], as well as fermionic degrees of freedom [79].
The method presented here is based on a generalization of the
model presented in the Chapter 12 of [80], with a treatment of
light-matter coupling similar to the one presented in [81] for
electron-phonon interactions.

1. Total Hamiltonian

In the framework of the NGFs formalism, the environment
is described by Hamiltonian terms. In total, one can write H =
Hg + H; + Hp, where the chain Hamiltonian Hy is given in
Sec. IB.

The two leads injecting and extracting electrons are de-
scribed by the contribution

Hp =Z Z qubl,q,nba,q,rz

@ n=sd q

+ Z Z Z)\a,j,q,n(ca,jbl,q,n + ba,q,ncl,j)v

o n=sd j.q

with coupling constants

Agqfor j =N

Aag.q for j =1
hajias = { a.q A, jqd = {0 for j £ N.

0 forj#1,
(3)

The operators bl,q,,] (bq,q,y) create (annihilate) a fermion in
the state («,q) with energy g in the lead 1, and obey fermionic
commutation relations. The photonic bath responsible for
cavity photon losses is described by the Hamiltonian

Hp = pra;ap + Z HpApA,
p p

where az, and a, denote the extra-cavity photon operators
(obeying bosonic commutation rules) with corresponding en-
ergy wp, and A, = ap + a:,. The cavity photon-bath coupling
strength is denoted as (p. The continuous variables q and p are
arbitrary quantities respectively associated with the electronic
(leads) and photonic baths.

The chain operators can be expanded in the Bloch states
basis as ¢4 ; = Y 1| ¥} Cak> With

(pj: 2 sin mjk , @
ETVN+1 N +1

such that the contribution H, + H, takes the diagonal
form ", o i€y ok With wgr = @g — 214 cos[k/(N +
1)]. The Hamiltonian Hy can thus be partitioned into a diagonal
part Hy = H, + H, + H., with known eigenstates, and the
light-matter interaction (2) treated perturbatively.

2. Steady-state current

In the steady state, the charge current J,, flowing through the
lead n is given by the continuity equation J,, = —ed,(N,) =
—ie{[H,N,]), with J; = —J;. Here, (.. .) denotes the statisti-
cal average with respect to the density operator o of the whole
system (chain+environment), whose evolution is governed by
the total Hamiltonian H. N, = »_, q lJJ;,(L,,b(X,q,,7 is the number
of electrons in the lead 7. As detailed in Appendix A, the
steady-state current can be put in a form reminiscent of the
Landauer formula [82] for equilibrium mesoscopic systems
[80]:

JY_Jd eF(x da)
J = - (@), 5
=25 [52n@ )

where J; (J;) is the steady-state current flowing through the
source (drain), w the frequency, and e the electron charge.
In the high-bias regime, the transmission spectrum T, (w) is
expressed in terms of the electron GFs G, and G as

Ty(w) = Tr[-20" 0 ImG{ () + (¢ — ¢") 0 ImG ()],
6)

where underlined quantities denote N x N matrices, o is the
element-wise Hadamard product, Im stands for imaginary part,
and Tr denotes the sum over all matrix elements. The matrix
elements of o/ are given by o ., = @] ¢],, where ¢ is defined
in Eq. (4), and the matrix elements of the so-called retarded
and “lesser” electron GFs are, respectively, defined (in the
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frequency domain) as

Gopp(@) = _i/

0
+o0 )
dt €' (&} (0w i (T)).

+00

dT & ({Gai(T).E L (O))),

Goiplw) =i /

—0Q

{-,-} denotes the anticommutator. On the other hand, the time-
ordered electron GF is given by the expression

G (T — ') = —i(TEur(T)E, ()

. <T5w,k(7:)5;k/(f/)e_i Jdx H(m)y o

= — G

<e—i fdle(Tl))O

where T denotes the time-ordered product for fermions, and
(...)orefers to the statistical average with respect to the density
operator ¢ of the whole system (chain+environment), whose
evolution is governed by the free Hamiltonian (H without H,
and the interaction terms entering H; and Hp). In Sec. I1A 3,
we explain in detail how the current can be computed by
solving numerically a set of coupled self-consistent equations
for electron GFs.

The first contribution of Eq. (6) involves the trace of
the electron spectral function A (w) = —2ImG)(w) in the
band «. Physically, the quantity ), A,(f‘,z,(w) corresponds
to the normalized electron DOS in the band «. The spectral
function normalization [dw A} (w) = 278, implies that
the effect of light-matter interactions on the steady-state current
is entirely determined by the second term in Eq. (6), which is
proportional to the trace of the “lesser” electron GF. The latter
can be used to compute the steady-state electron populations
in real space as [83]

R L dw -
notj = (not,j> = Z(p]{(pi, /EImGa’k’k,(a)).
kK

Using the spectral function normalization and inverting
the previous equation, the steady-state current Eq. (5) can be
expressed in terms of electron populations at the first and last
site:

Jy —J, Iy
J = 2 d :;ez (1_”10[1 +naN):Xa:eFanaNs

®)

and can be directly computed by simulating the time evolution
of the joint density operator for the chain and the cavity field. In
Sec. II B, we explain how this can be done by using a suitable
QME. We also show in Sec. IIC that the cavity mode can
be adiabatically eliminated in the dissipative regime (lossy
cavity), resulting in an effective QME involving only electronic
degrees of freedom.

3. Self-consistent equations for electrons and photons

We now explain in detail the procedure to compute the
electron GFs entering the expression of the transmission
function (6). It can be shown (see Appendix A) that retarded
and advanced electron GFs obey a Dyson equation of the form

GPw) = ((GC¥ (@) — =f(w) ", ©)

with 8 = r,a, while “lesser” and “greater” GFs are obtained
from the Keldysh equation

Gl(w) = G (0)Z7 ()G, (w), (10)

with y = <,> for lesser and greater. The matrix elements
of the unperturbed GFs Qg(a)) (evaluated in the absence of
light-matter coupling and interactions with the leads) are all
proportional to & i

0
ok’

Gorw(@) =28 18w — wa i) (1 —nl ).

GUip(@) = —2im 8 p8(w — wg )

Sk

G ()= — KK
ak.k w— Wy gk — 0+ ’

QY

and G¥ ,, = (G%, ), where n, = (&} ,&, 1) is the pop-
ulation of the Bloch states («,k) in the initial, noninteracting
ground state.

In the framework of the self-consistent Born approximation
(SCBA), the “lesser” and “greater” electron self-energies (SEs)

can be decomposed as Ef (w) = zi(a)) + >

X7 > where

do’
Br@) = ig? (1 = buw) / X G+ @D @),
a

. do' o
Eia(a)) = lg2 Z(l — 8%0(!) /\Ega/(a) + w )D ((,()/)

12)

represent the electron SE corrections [represented by the dia-
gram in Fig. 2(a)] due to the light-matter coupling, stemming
from the emission/absorption of cavity excitations [poles of
D(w)] when electrons undergo optical transitions between the
two bands. The contributions

X =il 7 ,=—iT,0", (13)

exact as long as the Markovian approximation for the system-
baths coupling holds true, represent the broadening of electron
states due to the coupling between the chain and the leads.
D~ (w) and D=(w), respectively, denote the “greater” and
“lesser” photon GFs defined in the following.

Importantly, we find that the SCBA is exact in the frame-
work of the rotating-wave approximation [76], i.e., when
one neglects the counter-rotating terms O((C; i, jaT +H.c.)
in Eq. (2) (H.c. is the hermitian conjugate). Indeed, by
doing so, the property' (aa)y = (a'a’)o = 0 implies that the
crossed diagram ~g* represented on Fig. 2(b) is absent from
the contribution a(TH;‘Ea,k(t)El ()0 in the perturbative
expansion (7). One can generaliie this result to all orders
regarding diagrams where different photon lines cross each
other. Moreover, it is easy to check that vertex corrections,
which are neglected in the SCBA, precisely provide this type
of diagram. Note that the presence of counter-rotating terms in
Eq. (2) is known to lead to squeezing effects associated with
the so-called ultrastrong coupling regime [84]. In this case,

'This property holds true as long as the photonic part of the
noninteracting ground state is not a squeezed state.
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N Ly O
(d) .
< = /G<G> + 105

" = = ((I17 —II%) 44K (17 - 117))

1
2

—1

b — ((G(m)*l _ Zﬁ>7l

G =G"¥G"

Db — ((Do,@)*l - H‘H)

DY = D' D*

< = /G<U> +37

= S (27 = 29) 4 iH (27 - 59))

DO | =

FIG. 2. (a)Electron SE diagram ~g? corresponding to the SCBA.
(b) Example of vertex corrections diagram ~g* where different
photon lines cross each other, that are not taken into account in
the SCBA. (c) Bubble diagram for the photon SE ~ g? in the
SCBA. Electron GFs are represented as double straight lines while
photon GFs are represented as double wiggly lines. (d) Self-consistent
algorithm used to compute electron and photon GFs. We proceed by
successive iterations starting from the noninteracting electron GFs
(left box with ¥ = 0) until convergence is reached. y = <, > stands
for “lesser” and “greater” GFs, respectively.

an additional contribution proportional to the squared cavity
vector potential generally has to be included in the Hamiltonian
[85-96].

The retarded and advanced electron SEs can then be
efficiently calculated using the real-time equality [83]
X(t)=6(@) (£;(t)— X;(t)), where 0 is the Heaviside
function. Introducing the broadening function X, (@) =
i(X; (w) — X5 (w)), the previous equality can be written in
the frequency domain as

To(@) = 3(—ix (@ +Hix @), (14)
where
1 x (@)
Hix Jw) = —p.V./da)’_“ -
T w— o

denotes the Hilbert transform, and p.v. the Cauchy principal
value. As a causal function, the real and imaginary parts of
2 (w) are related to each other by Kramers-Kronig relations,
as it can be checked directly from Eq. (14). The advanced SE is
given by X¢ () = (X, (). The Sfunction X, (w) describes the
broadening of Bloch states induced by the coupling to the leads
and to the cavity mode, while the real part of X/ (w) provides
a shift of the Bloch state energies wy .
The retarded and “lesser” photon GFs are defined as

+00
D'(w) = —i f dt & ([A1), A(O)]).
0

+00
D= (w) = —i / dt ¢ (A(1)A(0)), (15)

o0

with similar definitions for D%(w) and D~ (w). As for electrons,
one can show (see Appendix A) that D" and D“ satisfy the
Dyson equation

DP(w) = (D% ()™ — TP (@)™, (16)

with 8 = r,a, while D= and D~ are obtained from the Keldysh
equation

D (w) = D" (o)IT” (w) D (w), a7

with y = <,>. The expressions of the noninteracting (in the
cavity vacuum state) photon GFs D°(w) are given by

D’<(w) = =2ind(w + w.),
D% (w) = =2ind(w — w,),

2w,

DOa — ,
@ = i

(18)
and DY = (D%)*.

In the SCBA, the “lesser” and “greater” photon SEs can
again be decomposed as [1S(w) = ng(w) + H%(w), where
the light-matter contribution

M7 (@) = —ig? Y (1 — 80 Tr d—w,G<(w+a)’)G>(a)/)
1 - 8 o, 271,—01 ~a' ’

a,o’

I (@) = —ig® Y (1 — .0 Tr d—w,G>(w+a)’)G<(a)/)
(@) =—ig 2 o > Ca Gy

19)

can be identified with the polarization function associated with
the transition dipole moments, which provides a dressing of the
bare cavity photon GF D°. The polarization is represented by
the bubble diagram shown on Fig. 2(c). On the other hand,
the coupling between the cavity mode and the photon bath is
described by the “exact” SE contribution

M7 (w) = —ikb(—w), Mi(w)=—ikb(w). (20)

Here, we have assumed a vanishing mean population of

extra-cavity photons, namely, (aj,ap) ~ 0. Similarly to elec-
trons, the retarded and advanced photon SEs can be computed
from the equation IT"(¢) = 6(¢)[I1~ (¢) — [1=(¢)], by introduc-
ing a photonic broadening function as in Eq. (14). The retarded
photon GF can be used to define the normalized cavity photon
DOS as

Ac(w) = —21mD" (o), 1)

which can be directly accessed experimentally by measuring
the cavity excitation spectrum. Note that the photon GF
D=(w) is related to the mean cavity photon number in the
steady state (up to small squeezing terms) as 71 = (a'a) =
—J LImD<(0) + 1].

Above, we have shown that electron/photon SEs and GFs
are related to each other by a closed set of integrodifferential
equations. The numerical procedure to solve these equations
self-consistently is sketched on Fig. 2(d): one substitutes the
fully interacting electron GFs in Eq. (19) with the noninteract-
ing ones in Eq. (11), to compute the first-order “lesser” and
“greater” photon SEs given by Egs. (19) and (20). From the
latter, one deduces the retarded and advanced photon SEs and
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then computes the first-order photon GFs using Egs. (16), (17),
and (18). These photon GFs combined with the noninteracting
electron GFs [Eq. (11)] are then used to compute the first-order
electron SEs from Eqgs. (12), (13), and (14), which in turn can
be substituted in the Dyson and Keldysh equations (9) and
(10) to obtain the first-order electron GFs. The whole cycle is
repeated until convergence.

B. Quantum master-equation formalism

In this section, we introduce the full QME relevant to
investigate the system (Sec. IIB 1), and show how it can be
used to compute the steady-state current in Sec. IIB 2.

1. Full quantum master equation

The time evolution of the joint density operator p for the
1D chain and the cavity mode is given by the QME:

0:p = —i[Hs,pl+ Lip+Lyp+ Lpp. (22)

Here, the commutator —i[Hg, p] describes the coherent dy-
namics due to the Hamiltonian Hy = H, + H, + H; + H,
introduced in Sec. I B. In the previous section, we have seen
that while counter-rotating terms are formally included in
the coupling Hamiltonian H;, they do not play any role
in the absence of vertex corrections. Here, we directly use
the rotating-wave approximation and consider the coupling
Hamiltonian

N
H =g Z(C;J-CLJ'CI + aTCI,jcz,j), (23)
j=1
instead of Eq. (2). The additional terms in the right-hand side
of Eq. (22) are due to the coupling of the chain to the external
degrees of freedom. The injection of electrons at the first site
is described by the term [97]

Iy
Lip= Z TD[CI[,]]/J.
o

Similarly, the extraction of electrons at the last site is given
by

Ty
Lyp=Y - Dleanlp.

while the action of D[A] on p is defined by the Lindblad
superoperator [98,99]
D[Alp = —{ATA,p} +2ApAT.

Assuming the extra-cavity photon bath close to its vacuum
state, the cavity photon decay is described by the term

K
Lpp = ED[G]/%

2. Steady-state current

Since we are interested in the steady-state current flowing
through the chain, we now explain how the latter can be
computed from the QME (22). The time evolution of the
expectation value of a generic observable A is given by the
equation

dr (A) = Tr(Ad. p), (24)

where the trace Tr denotes the sum over the diagonal elements
in matrix representation. Using Eq. (22), one can show that the
expectation value of the total charge operator Qg = e Za’ j faj
evolves according to

9:(Qs) = Js + Ja, (25)

where the currents flowing through the source and the drain
(leads) are, respectively, expressed as

. o, .
Jy = eTall =) = 3 | = Tr(AaDlcy 1 10),

o

Lo
Jo ==Y eTulian) = Y S TrlianDlcaxlo).  (26)

The last equalities in the right-hand side of both lines can
be derived by using the cyclic properties of the trace and
fermionic commutation relations. In the steady state, since
d:p = 0, we have 9;(Qg) = 0 and from Eq. (25), J;, = —J;.
It is straightforward to check that the steady-state current
calculated from Eq. (26) corresponds to Eq. (8) of Sec. IT A.
We numerically solve for the steady state, either by computing
the time evolution of Eq. (22) using the Runge-Kutta method
(fourth order) or by looking for the null eigenvector of the
Liouvillian £ (with 9; p = Lp) written in a matrix form [100].
Details on how to implement fermionic operators in matrix
representation can be found in [101].

C. Effective quantum master equation: Pure electron dynamics

In this section, we consider the dissipative regime obtained
when the photon decay rate « is larger than any other energy
scale except w,;. We show that the fast cavity field evolution
can be adiabatically eliminated in this regime, resulting in an
effective QME involving only electronic degrees of freedom.

Itis convenient to introduce the density operator 5 = UpU'
in the rotating frame defined by the unitary operator

U(t) = expli(H, + wya'a)r].
The time evolution of the operator g is then derived as
0cp = —i[H.p1+ L1p+ Lyp+Lep. (27
with the Hamiltonian
H=H +H +H.

The (rescaled) cavity Hamiltonian I—NIC = —Aa'a contains
the detuning A = wy; — w, between the transition and the
cavity mode frequencies w; and w,. Despite the fact that we
will only discuss results obtained in the resonant case A = 0,
we perform the adiabatic elimination in the general situation for
the sake of completeness. The adiabatic elimination procedure
using projectors [102,103] is detailed in Appendix B and
outlined in the following. We first recast the right-hand side
of Eq. (27) as

0:0 = [:gﬁ + cha + Elﬁ’

in terms of the purely electronic part L£,0 = —i[H;,p] +
L1/ + Lyp,the photonicpart L. = L.p + kapa',as well as
the interaction part £;p = —i[H;,5]. The photonic part L. p
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contains the contribution
K K
Lp= (iA — E)cﬂaﬁ + (—iA — E)ﬁcﬁa,

which generally gives rise to damped oscillations for the
relaxation of the cavity field. When the cavity decay rate «
is much larger than the rates governing the electron dynamics
(i.e., t, and I'y), one can separate the fast cavity dynamics
from the electronic one occurring on a comparably long
timescale. In the presence of light-matter interactions, such a
separation is still possible whenever the light-matter coupling
strength g is sufficiently weak. In Appendix B, we present a
detailed derivation of the equation of motion for the electronic
dynamics only, in which the cavity field has been adiabatically
eliminated (retardation effects scaling with #,/x and/or Iy, /k
are neglected), and where the light-matter interaction is treated
to second order. Moreover, we restrict our discussion to the case
where the cavity field remains close to its vacuum state, which
is consistent with the large damping rate «. In this limit, the
time evolution of g, the full density operator projected onto
the cavity vacuum, is governed by the effective QME:

2
R A gA .
0. p=Lp—i| ————=85"S",
BT {Ahuwmz p}
2
gk/2 +om N U

Here, ST = Zj c;jclqj [S~ = (§7)] denotes a collective
raising (lowering) operator for the electrons from the lower
(upper) to the upper (lower) band. In the resonant case (w;; =
,), the time evolution of p can be simplified:

8:p = Lop + Lr,p, (29)

where light-induced interactions between electrons are entirely
cast into the dissipator:

Lrp=—2T.StS™p+pSts™ —28psH),  (30)

with T'. = g%/k. This shows that in the dissipative regime
where k is the largest parameter, light-matter interactions
are governed by the parameter T'.. We remark that such
a term also appears in the case of pseudospins (e.g., in
a two-level atomic description) coupled to a cavity mode
with strong dissipation [102,104,105]. Introducing the local

raising operators s;f = c; ;¢1,j and the corresponding lowering

operators sj_ = CJ{’ €25 the dissipator (30) can be rewritten as

N
Lr.p=—2T) (sfs;p+psts; —2s7ps))
j=1

N
— 2T, Z(S;Lsi_,@ +psTsT =257 ps)). (D)
iJ
i#]
Here, both local and nonlocal coupling terms can be identified,
and correspond to the first and second terms in the right-hand
side of Eq. (31), respectively. In spin-cavity setups, nonlocal
terms can induce spin-spin correlations and ultimately lead

to synchronization and superradiance [102,106,107]. In our
situation, they give rise to nonlocal exchange of interband

excitations, which are partly taken into account in the SCBA.
Regarding charge transport, the dissipator (30) induces a global
(collective) population transfer of electrons from the upper to
the lower band. Indeed, denoting the total electron population
in the band @ by N, =>_ jflaj, its time evolution due o
light-matter interactions in the dissipative regime is

3 (N1) = Tr(N\Lr p) = 4T(STS7),
3:(N2) = Tr(N2Lr p) = —4Tc(STS7),

which provides 9;(N;) = —d;(N,), and demonstrates the
population exchange between the two bands. Moreover, the
rate associated with this population transfer can be related
to the mean intracavity photon number, approximated as
(ata) ~ (4T'./k)(S*S™) in the adiabatic limit [102,106]. The
change of the first band population thus takes the simple form
9;(N;) = «(a'a): The population transfer from the upper to
the lower band is accompanied by the creation of photons
which are then dissipated with the rate «. In Sec. IIID 1, we
derive an analytical estimate for the current enhancement in
the dissipative regime by calculating the time evolution of
expectation values (c;icau,-) with suitable approximations.

III. RESULTS

In this section, we present both analytical and numerical
results using the QME and NGF methods. In Sec. IIT A, we
first discuss the situation without light-matter coupling, by
computing the steady-state current, the electron density profile
in both bands, as well as the time evolution of the electron
spectral function. In Sec. IIIB, we explain how light-matter
interactions lead to a broadening of the electron DOS, and show
that the latter scales with the cooperativity. We further explain
how polariton modes arise from the dressing of the photon GF
by the electron-hole polarization. In Sec. I C, we compare
numerical results for the steady-state current obtained with
the different methods, and distinguish between two regimes
characterized by the ratio between the cavity photon decay
rate k and the upper electronic bandwidth W,. In Sec. IIID,
we investigate the dissipative regime «/ W, > 1 using both
analytical and numerical calculations, and demonstrate the
existence of a collective coupling to light when g exceeds
the energy spacing between adjacent Bloch states in the upper
band. First, an analytical expression of the steady-state current
valid for small coupling strength is given in Sec. IIID 1,
while numerical calculations using both NGFs and QMEs are
presented in Sec. IIID 2. In Sec. IIID 3, we show that nonlocal
electronic correlations occur for large coupling strengths in
this regime. The “coherent” regime «/ W, < 1 is investigated
in Sec. IITE. In particular, numerical results obtained with the
NGFs method for the transmission spectrum and the cavity
photon DOS are presented in Sec. IIIE 1. In Sec. IIIE2, we
compute the time evolution of the electron spectral function in
the lower orbital states, and show that a coherent dynamics
involving delocalized states takes place when g is smaller
than the energy spacing between adjacent Bloch states in the
upper band. Concluding remarks concerning the cavity photon
population and the chain length are given in Sec. IIIF.
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A. Absence of light-matter coupling (g = 0)

Here, we discuss the system properties in the absence of
light-matter coupling by computing the steady-state current,
the electron density spatial profile, as well as the time evolution
of the electron spectral function.

In the absence of light-matter coupling (g = 0), the two
bands are independent and the eigenstates of the chain consist
of two identical sets of the N Bloch states defined in Eq. (4).
The only finite SE contribution [Eq. (13)] is due to the coupling
to the leads, and is proportional to the decay rate I', of the
Bloch states in the band «. The transport properties of the
chain are only driven by the ratio between I'y, and #,, and the
steady-state current does not depend on the chain length N.
Using the spectral function sum rule f dw Ay (w) = 278y
in Eq. (5), the steady-state current J? flowing through the band
o can be written as

o elq dw N , -
J, = 1+ | —Tr[(c” —cg )oImG>(w)]]). ((32)
2 2 -
One can then use Eqgs. (9), (10), (13), and (14) with, e.g.,
N = 2, and obtain the current as

70 _ el'y/2
a — T 2
Iy
1+ (%)

in agreement with the results of [97]. The electron populations
at the edges of the chain follow from Eq. (8):

1

2’
2+T§

(33)

naNzl_nalz

Two different regimes of transport can be distinguished.
When ¢, « Iy, transport is inhibited due to the small lifetime
of Bloch states compared to the typical hopping time. Bloch
states are thus not well resolved and the steady-state current is
given by Ja? ~ Zet(f / 'y & 0. In this situation, the first and last
sites are, respectively, fully occupied and completely empty,
ie., ny &~ 1 and nyey ~ 0. The opposite regime 7, > I'y
features single-electron transport through well-resolved Bloch
states. In this regime, the current J? ~ eI, /2 is only limited
by the rate I, and the first and last sites are half-filled, namely,
Ng1 = ngy = 0.5.

As already mentioned, we only consider the situation
where I'y = 1', =T and t, > I" > t;. The different transport
regimes can be identified in the transmission spectrum 7' (w),
which is represented on Fig. 3 for g = 0. In the vicinity of
the upper orbital w ~ w;,, the relation #, > I" leads to N well-
resolved peaks (Bloch states) of width ~I"/N, distributed over
the bandwidth W, [Fig. 3(a)]. Moreover, all sites are half-filled
[Fig. 3(b)], and the partial current obtained by integrating
T (w) in the vicinity of w; is J20 ~ el'/2. In the vicinity of
the lower orbital w &~ w;, however, the dynamics does not
involve well-resolved Bloch states since #; < I'. This results
in a number of peaks smaller than N within the bandwidth
W, [Fig. 3(c)], a half-filling of all sites except for the first
and last ones [Fig. 3(d)], and therefore a very small current
JP /el ~2(t;/T)* « 1.

It is interesting to analyze the propagation of excitations in
the steady state by considering the electron spectral function

A(;;)j(r) defined as the Fourier transform (over both space

(a) Wa (c) Wy
— 10° — 10
3 3
= =
(o] —
&~ &~
c =
Qo 4 K] 1
€ £
[} (2}
c C
s | s |
10 ! 19 :
0.2 0.4 0.6 0.8 -0.504 -0.502 -05 -0.498 -0.496
Frequency w Frequency w
(b) (d)
1 1
& =
S
S 075 < 075
2 2
S o £ o5
o o
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o 0.25 S 025
o o
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10 II | ‘ 1 10 1
~ I ~
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giln 0 0
0 10 20 30 0 10 20 30
Time Tto Time 714

FIG. 3. (a), (c) (Log-scale) Transmission spectrum T (w) versus
frequency for g = 0, in the vicinity of (a) the upper orbital energy
w, = 0.5 (blue line), and (c) the lower orbital energy w; = —0.5 (red
line). (b), (d) Spatial profiles of the electron density n,; for g = 0, in
(b) the upper orbitals (blue squares), and (d) the lower orbitals (red
squares). (e), (f) Spectral function A%) ;(7) for g = 0 as a function of
position and time, obtained after injection of a particle at site j, = 1
and time 7 = 0 in (e) the upper orbital, and (f) the lower orbital.
Time is in units of the hopping rates in the lower and upper bands,
respectively. Parameters are N =10, t; = 1073, T =102, and
t, =0.1.

and time variables) of the function A,(:,i,(a)) introduced in
Sec. [TA2:

A1) = 2Rel{ca (D).l OD).

Physically, this function can be interpreted as follows:
Considering an electron injected in the steady state at site jy and
time T = O in the level «, its wave function will be decomposed
over the different sites under the time evolution governed by the
total Hamiltonian (including interactions with the leads). The
function A(]‘Z) ;(7) corresponds to the overlap between this wave
function at later time 7 > 0 and that of an electron injected at
time T at an other site j, and provides information on what
the wave function of an electron (or a hole) injected at a given
site at T = 0 looks like after a certain time t. This function
is represented on Figs. 3(e) and 3(f), considering excitations
propagating in the upper and the lower orbitals, respectively.
In the former case, the dynamics of a particle injected in the
upper level of site jo = 1 at T = 0 involves a decomposition
over the different well-resolved Bloch states of the upper band,
resulting in the propagation of this particle throughout the chain

205303-9



DAVID HAGENMULLER et al.

PHYSICAL REVIEW B 97, 205303 (2018)

[Fig. 3(e)]. On the other hand, since #; <« I', propagation in
the lower band is hampered and most of the spectral weight
stays localized at the injection site before being damped after a
typical time ~1/I" [Fig. 3(f)]. In the following, we investigate
how this physical picture is modified when the coupling to the
cavity mode is turned on.

B. Spectral broadening and polaritons

In this section, we compute the first-order GFs and SEs, and
explain how the electron DOS is broadened by the presence
of light-matter interactions. In particular, we show that this
broadening scales with the cooperativity in the dissipative
regime, and explain how the dressing of the photon GF by the
electron-hole polarization results in the appearance of polariton
states.

When g # 0, electrons can undergo interband transitions
concurrently with the absorption/emission of cavity photons
with energy w € [wy; — 2th,wy1 + 2t2] (for #; K tp). This
leads to the hybridization of the two bands, and provides
a modification of the electron DOS and the transmission
spectrum. In Sec. II A, we have seen that the coupling between
the two electronic bands and the cavity field is a self-consistent
problem. The electron dynamics is affected by the electro-
magnetic field through emission/absorption of cavity photons,
and the cavity field is in turn dressed by its interactions with
the electron-hole polarization. The simplest approximation
consists in neglecting the self-consistency” and calculating the
first-order (oxg?) electron SE induced by the coupling to the
leaky cavity mode [or equivalently the broadening function
entering Eq. (14)]. This self-energy is obtained by substituting
the fully interacting electron and photon GFs in Eq. (12) with
the noninteracting electron GFs in Eq. (11), and the photon
GFs calculated without the interband contribution in Eq. (19):

2w,

D' (w) = (34)

2

0? — w? + ikwsgn(w)’

where sgn denotes the sign function. We point out that
considering only the coupling of cavity photons to the external
electromagnetic environment when calculating the photon SE
is expected to be valid in the dissipative regime, where « is the
largest energy scale. At resonance w, = w»j, the first-order
broadening function defined in Sec. I A 3 is calculated as

_ 4icg* @3y (1 = 8u.a )ik
Xk (@) = Z B y o2 )
o [(60 Wq k) w21] + (kwa1)

X ((1

=10, )0(w — wer) + 1 0wk — 0)),

(35)

where n®, is the population of the Bloch state (e, k) in the initial
ground state, without any interactions. This broadening func-
tion is diagonal with respect to k. Considering a Bloch state k

2We find that this approximation gives a correct description only for
very small values of the ratio I'./ I". If it is not the case, neglecting
the self-consistency leads to spurious limiting behaviors as a result
of the breaking of conservation laws such as the continuity equation
for the current.

in the lower band & = 1, its light-induced broadening depends
on the filling of the state k in the upper band o’ = 2. Setting
ngk = 1, the associated electron can undergo a transition from
the upper to the lower band by emitting a photon with energy
w2k — W1 k- Forw = w1k, ONE has Wk — W — W21 ™~ W2, and
if, in addition, x/ W, >> 1 (dissipative regime), one finds

Xikk(w = w1 ) ~ 40, (36)

where I'. = g?/k has been introduced in Sec. IIC. In the
absence of light-matter coupling (g = 0), the SE broaden-
ing X?7k,k(w1,k) is only due to the coupling to the leads,
namely, X10 cx(o1r) T [see Eq. (13)]. Consequently, the
light-inducéd relative broadening of the electron DOS in
the dissipative regime is driven by the ratio I'./T', which
plays the role of a cooperativity parameter. Moreover, the
validity domain of the NGFs method is limited to the pertur-
bative, “quasiparticle” regime with I'./ " < 1. Interestingly,
the broadening of the Bloch states due to the coupling to the
leads, denoted as I', here plays the role of the linewidth of the
quantum emitters in typical cavity QED setups.

Intheregime, > t;, when the coupling strength g becomes
eventually larger than the typical energy spacing between two
adjacent Bloch states in the upper band, a collective coupling
of the different Bloch states to the cavity mode arises, and the
electron-hole polarization given by Eq. (19) can no longer be
neglected. In order to see how this collective coupling is related
to the polarization dressing of the photon GF, one can compute
the first-order retarded photon GF in the absence of cavity
losses. We thus proceed in an opposite way to the one used
previously, by neglecting the contribution due to the coupling
to extra-cavity photons [Eq. (20)], and replacing the fully
interacting electron GFs in Eq. (19) with the noninteracting
ones in Eq. (11). The photon SE is derived as

2(,0 _ 0 _
H"(w)zzzg (nf — nY ) @2k — 1) 37)

— (0 +i0%) — (w24 — 1)

Furthermore, if we also assume #, < w,;, namely, ne-
glecting the upper bandwidth with respect to the transition
frequency, Eq. (37) takes the form of the usual interband
polarization [108—110] (which enters the definition of the
dielectric permittivity [111]) involving a collective response
of the electron states:

2
29,,00)21

M) = ——2 " .
) (0 +i0+)* — w},

(38)

At this level of approximation, the collective vacuum Rabi
frequency is defined as 2, = gv'>_, n%, — n,, and depends
on the initial population imbalance between the two bands.
Replacing Eq. (38) in the Dyson equation (16), the first-order
retarded photon GF can be written as

2wy (a)2 — w%l)
[(w+i0t)? — 0 ](w+i01)? — w?]

D'(w) = (39)

at resonance (w. = wy1). This function exhibits poles at the
polariton frequencies wy = v w%l =+ 2w, 2y, - Note that taking
the cavity decay rate « into account would turn the latter

into quasimodes with imaginary frequency. The effect of this
collective dressing of the photon GF on the electron spectral
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FIG. 4. Relative current enhancement AJ (see text) versus coupling strength g and photon decay rate « (log-scale), obtained from (a) the
effective QME (29), (b) the full QME (22), and (c) the NGFs method. The diagonal dashed line g2/« = cst is a guide to the eye, and the
horizontal solid line corresponds to x = W,. (d), (e) Relative current enhancement A J versus cooperativity I'./ I, for two different values of «
represented by the horizontal dashed lines in the upper panels. (d) k = 0.07 (k/ W, ~ 5). () k = 8 x 107* (x/ W, ~ 0.05). The results are shown
for the effective QME (blue triangles), the full QME (black circles), and the NGFs method (magenta squares). The vertical lines correspond to
[./T = 1.Parameters are N = 3,1, = 1074, T" = 1073, t, = 1072. For the full QME method, the maximum number of photons in the Hilbert

space is set to 3.

broadening can then be studied by computing the electron
SE [Eq. (12)] together with Eqgs. (39) and (11). While the
result depends on the initial populations ”2k at this level of
approximation, it is not the case when the self-consistency is
taken into account, namely, when using the fully interacting
electron GFs in the photon SE [Eq. (19)]. This will be studied
numerically in Sec. I[IID 2.

C. Comparison between the different methods

In this section, we benchmark the different methods used to
compute the steady-state current, and show that the light-matter
coupling is responsible for a current enhancement driven by
the cooperativity parameter in the dissipative regime. We also
compute numerically the broadening function introduced in
Sec. IT A using self-consistent NGFs.

Introducing J° = J + J3, the overall steady-state current
in the absence of light-matter coupling (g = 0) [see Eq. (33)],
we now study numerically the relative current enhancement
AJ = (J/J® — 1 as a function of the coupling parameters g
and «. This is shown on Fig. 4, for an example in the regime
> T >t withN =3, =104, = 1073,andt, = 1072
(W, =~ 0.03).

Figures 4(a)-4(c) correspond, respectively, to the results
obtained from the effective QME (29), the full QME (22), and
the NGF method. We observe an enhancement of the steady-
state current with respect to the noninteracting case g =0,

as the coupling strength is increased for a given decay rate
k . Furthermore, this enhancement is substantially larger in the
high-finesse cavity regime with small «. Note that the full QME
result is exact (assuming the Markovian approximation for the
system-lead coupling) as long as counter-rotating terms can
be neglected in the coupling Hamiltonian (2), which is here
assumed in all cases.

As already discussed in Sec. I1C, the effective QME result
only depends on the parameter I'. = g?/k, which explains
that the lines with constant current enhancement on Fig. 4(a)
scale linearly with log ¢ and logx over the whole range of
parameters. Nevertheless, we point out that this result is only
valid in the dissipative regime where k / W, >> 1. This is shown
on Figs. 4(b) and 4(c), where the full QME and NGF results
feature the same scaling law as the effective QME result
for k/ W, > 1. However, a different scaling law is observed
for k/W, < 1, indicating the emergence of a new regime
with different physical properties than the ones discussed in
Secs. IIC and III B. We will show later on that this regime can
be characterized by a coherent dynamics stemming from the
hybridization of only one Bloch state in the upper band with
the states of the lower band.

The relative current enhancement AJ is represented on
Figs. 4(d) and 4(e) as a function of the cooperativity I'./ T,
for two different values of x (horizontal dashed lines in the
upper panels). The results obtained with the effective QME, the
full QME, and the NGF method are represented as light-blue
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FIG. 5. Relative broadening of the electron DOS log(x /x°) (see
text) versus coupling strength g and photon decay rate « (log-
scale), obtained from the NGFs method (self-consistent calculation).
The dashed line represents the equation I'./I' = 1. Parameters are
identical to those of Fig. 4.

triangles, black circles, and magenta squares, respectively. In
the dissipative regime [Fig. 4(d)], all methods coincide for
I'./T « 1 (perturbative regime). As I'./I" becomes larger
than 1, discrepancies between the NGFs and the full QME
results increase, while the effective and full QME results are
still in a surprisingly good agreement, given that the former
is expected to be valid only for small coupling strengths.
In the “coherent” regime with /W, < 1 [Fig. 4(e)], while
the effective QME fails to reproduce the full QME result
even in the perturbative regime, NGFs provide a surprisingly
good approximation of the current even far away from the
perturbative regime I'./I" >> 1. However, while the current
enhancement obtained from the two master-equation methods
always increases with g, this qualitative trend is not reproduced
by the NGFs method when I,/ " 2 100.

Furthermore, it is interesting to compare the current en-
hancement represented on Fig. 4(c) with the cavity-induced
broadening of the electron DOS [see Secs. [IA3 and IIIB]
computed self-consistently with the NGFs method. We denote
by X = X1 k.k(@1,k,) the broadening function of the resonant
Bloch states with quasimomentum ko = (N + 1)/2 (center of
the bands), evaluated at the energy w = w; ,. This quantity
represents the linewidth of the electron DOS (with a Lorentzian
line shape) in the lower band for g # 0. For g =0, the
broadening of the resonant Bloch states is denoted as x° =
xﬂ k. ko(a’l,ko) and is only determined by the retarded SE due
to the coupling to the leads (see Sec. IIIB). The relative
broadening log(x /x°) is shown on Fig. 5, as a function of g
and « (log-scale). As for the current enhancement, we observe
that the lines with constant relative broadening scale with
the cooperativity I'./T" for /W, > 1, consistently with the
results (36) of the previous section. However, the coherent
regime k/ Wy < 1 features a different scaling law, qualitatively
similar to that of the current enhancement.

D. Dissipative regime /W, > 1

In order to further investigate the physics in the dissipative
regime k/ W, > 1, we now present numerical calculations
using both NGFs in the frequency domain and QME methods
in the time domain. In Sec. IIID 1, we show that an analytical
expression of the current valid for small coupling strengths can
be derived starting from the effective QME, confirming the
scaling of the current enhancement with the cooperativity. In
Sec. [IID2, we present numerical results for the transmission
spectrum and the cavity photon DOS, evidencing the presence
of a collective coupling to light when the coupling strength is
larger than the typical separation between two adjacent Bloch
states. For large coupling strengths, we show that the current
enhancement saturates to about twice its value for g = 0, and
that the system features nonlocal electron-electron correlations
when one goes beyond the perturbative regime I'./ " > 1
[Sec. IIID3].

1. Analytical approach with rate equations

In Sec. TA2, we have seen that the steady-state current
is directly related to the populations of the first/last site in

both orbitals. Hence, the former can be obtained by computing

the expectation values (c;ica, jhwithi=j=1lori=j=

N. In the absence of light-matter interactions (g = 0), the
expectation values (cl’ ;Ca,j) €volve as

N-—1
0 (ch iCaj) = ity ¥l (Bes1 jCart + 80 jCans1)
(=1
N—-1

— ity Y (el gy + Sexrich )ea)
=1

[y
- 7(51'1 + 61 +&in + 5jN)<Cl,iCa,j)
+ Fasilajls (40)

where we have used 9, (cl iCaj) = Tr(c:; ;Ca,jLeP) according
to Eq. (24). Equation (40) forms a closed set of linear differen-
tial equations. When solving these equations in the case of un-
coupled bands, and plugging the solution in Eq. (8), one recov-
ers the overall steady-state current which is the sum of the in-
dividual currents [see Eq. (33)] flowing through the two bands.

We now explain how to modify Eq. (40) in the presence
of light-matter interactions in the dissipative regime. In the
resonant case A = 0, we see from Eq. (29) that

Bl Caj) = Tr(ch Caj Lep) + Tr(c) ca i Lr.p). (A1)

where Lr p originates from the light-matter coupling and is
given by Eq. (30). The second term in the right-hand side of
Eq. (41) can be written as

Tr(c];’icl,_,-/lr( p) =2, (C; iCl, jS_ + S-"_CJIf €2, j),

Te(c} 2 Lr.p) = —2Tc{ch 01587 + STel ea))  (42)

for « = 1 and 2, respectively. The differential equation (41)
thus contains four-operator products, in contrast to the nonin-
teracting case with only quadratic operators [see Eq. (40)].
Full computation of the expectation values thus involves
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higher-order correlation functions, and the NGFs method can
be efficiently used in this case (see Sec. I A3). In order to
get a first estimate of the current enhancement, we discard
nonlocal contributions arising from the second term in the
right-hand side of Eq. (31). We have verified numerically that
the effective QME with and without nonlocal coupling terms
in the dissipator gives comparable results for small g, as we
will discuss in more detail in Sec. IIID 3. If, in addition, we
factorize the expectation value of four-operator products as

(Anifia) = () (Aa), (43)
Eq. (42) provides
Tr(Ay; Lr, p) = 4T (A2} (1 — (1:)),
Tr(fiy; Lr, p) = —4T (i) (1 — (711;)). (44)

We now solve the differential equation (41), neglecting the
second term of the right-hand side when i # j, and using
Eq. (44) for i = j. At this level of approximation, the cavity
mode induces a local population transfer from the upper to the
lower orbitals at each site. One can check numerically that the
steady-state current is nearly independent of the chain length
N aslongast; < I'. We therefore restrict the calculation to the
case N = 2. For the sake of simplicity, we limit the derivation
to the case 1y =0 and I'y = ', = I'. The time evolution of
the mean population n;; in the lower band at the first site is
obtained as

0c(fi1) = 0;nyy = =Ty + T +4cny (1 —nyy).

In the steady state, d.n;; = 0, which provides the solu-
tion n;; = 1. Furthermore, as a solution of the equations
dc(c]ycin) = —T{c en) and 3 (clyen) = —T(elen), the
lower orbital coherence (c{zc“) = (CI (C12) vanishes in the
steady state. The remaining set of equations can be rewritten
as

91y = —I'nyy — 26C + T,
0:nay = —I'nay + 26C — 4T cnp(l — nyp),
Ornip = —Inip +4Ccnpn(l —np),
0:C = =I'C + tr(n21 — n), (45)

where we have introduced the imaginary part of the upper

orbital coherence C = Im(c;czz). The latter is related to the
local current in the upper band between the first and the second
site. Setting the left-hand side of Eq. (45) to zero, one can
compute the overall steady-state current J = el'(ny; + 1) as

B eT'2/2
B2+ ¢)/2+ 124

(46)

with
4lcnypy + T
AT (np + 1)+ T

Since the population ny, > 0, the function ¢ is positive and
has an upper bound 1. This value is reached, for instance, in
the absence of light-matter coupling I, = 0. In this case, one
can verify that the current coincides with Eq. (33). Further
inspection shows that whenever I'. # 0, ¢ < 1, resulting in
an enhancement of the steady-state current. Nevertheless, we

¢=

expect the result (46) to be a reasonable approximation only
for small I', (small coupling strength), as pointed out before.
It is therefore convenient to expand Eq. (46) to the lowest non-
vanishing order in I';, which provides

J=J1+A0)+0(2),

where J? is the overall steady-state current for g = 0, and the
relative current enhancement AJ introduced in Sec. IIIC is

given by
13 T,
AJ =25—— (—) (47)
t; +T2/4\ T

In this regime, the current enhancement is induced by a

population transfer from the upper to the lower band. Indeed,
the upper band population at the last site

0 17 +T2/2 (T, )
= 1-2——-—— o(r
nay nzz[ t22 n F2/4 T + ( C)

0o _ _16/2
22 7 24r12/4
the population in the upper band at the last site for g = 0. As
I'. increases, the population in the lower band at the last site
increases as

is a decreasing function of I'.. Here, n denotes

2
niy = 2% 2,
t;y +T%/4T

and vanishes for g = 0 (as long as #; = 0). Importantly, the
overall population at the last site increases with I';, which ex-
plains the observed current enhancement [58]. In the previous
derivation, we only considered the local terms in the dissipator
(31), which is valid for small coupling strengths, and further
discarded the contributions of these terms to the time evolution
of the intraband coherence dC/dt [i # j in Eq. (41)]. Taking
them explicitly into account, the last equation of motion in
Eq. (45) is modified as

0:C = —T'C+ tr(ny1 — ) —2I'c(2 —nyy —nip)C, (48)

where we have used a factorization procedure similar to
Eq. (43) for the four-operator products entering the last term
in the right-hand side of Eq. (48). This term describes an
additional damping of the intraband coherence due to the light-
matter coupling. Since the intraband coherence is proportional
to the local current, we therefore expect this correction to lead
to a smaller current enhancement. Moreover, we have checked
numerically that it can even lead to a reduction of the overall
current when #, < I'. In this paper, we only focus on the regime
t» > I', where one can show that the effect of the additional
term in Eq. (48) becomes negligible for the relative current
enhancement. In this case, Eq. (47) simply reduces to

AJ =2T,./T.

Here, we clearly confirm the relevance of the cooperativity
I'./ T, as found in Secs. III B and III C. Nevertheless, we point
out that nonlocal contributions entering the dissipator (31)
have not been taken into account in this derivation. Therefore,
this analytical estimation is unable to describe any collective
effects arising from these nonlocal terms, namely, long-range
electronic correlations due to the collective coupling to the
cavity mode [106,107]. As we will see in the next section,
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FIG. 6. (a) Sketch of the energy bands in the dissipative regime
with#, = 5 x 1073 and ¥ = 0.1. (b) (Log-scale) Cavity photon DOS
A (). (c) (Log-scale) Transmission spectrum 7;(w) in the vicinity
of the lower orbital energy w; = —0.5. (d) (Log-scale) Transmission
spectrum 73 (w) in the vicinity of the upper orbital energy w, = 0.5.
The black circles correspond to g = 0, while the red, blue, and green
lines correspond to g = 2.2 x 1073, The chain lengthis N = 11, and
the other parametersare t; =5 x 10 and ' = 5 x 107,

these terms play a crucial role beyond the perturbative regime
r./I' > 1.

2. Transmission spectrum and cavity DOS

In the dissipative regime /W, >> 1, all Bloch states are
comprised within the cavity linewidth, which allows a col-
lective coupling to arise when the coupling strength is larger
than the typical separation between two adjacent Bloch states,
namely, g > v = wy j41 — wz,k} This regime is referred
to as “collective dressing regime” [58]. Frequency domain
calculations using the NGFs method are shown on Fig. 6,
for an example with N =11, #; =5 x 1075, T =5x%x 1074,
th=5x1073, k =0.1 (k/W, ~20), and g =2.2 x 1073
(/T =~ 0.1).

In this regime with large photon damping, the interband
transitions with frequencies w; y — w; between the states of the
quasiflat lower band and the upper band Bloch states [Fig. 6(a)]
are all quasiresonant to the broad bare cavity mode of width «
[black circles on Fig. 6(b)], resulting in a collective coupling
of the Bloch states to the cavity mode when g > dw (in this
case Sw < 2.5 x 1073). The photon DOS [Eq. (21)] is shown
as a green line on Fig. 6(b) for g = 2.2 x 1073, The central
region of width W, & 4t, and centered at w;; consists of N — 1

3This feature can be qualitatively understood from the spectrum
of an effective, bosonic TC Hamiltonian (obtained from the TC
model, by considering the leading-order of the Holstein-Primakoff
[116] expansion of spin operators in terms of bosons) Hrc =
w.ata + Z,iv:l(wz,k — a)l)blbk +g Z,Ll(bza + bea®), where bk,bz
are bosonic operators associated with the N interband transitions.

peaks originating from the individual dressing of interband
transitions. As explained in more details in the following, the
finite photon spectral weight present in this region is crucial
to the existence of the current enhancement, as it connects the
two bands through absorption and emission of cavity photons.

Figures 6(c) and 6(d) display the transmission spectrum
given by Eq. (6) for g = 0 (black circles), g =2.2 x 1073
(colored lines), in the vicinity of the lower and upper orbital
energies w; and w,, respectively. The key feature is that the
narrow transmission associated with the partial current J; ~
2et?/ T flowing through the lower band for g¢ = 0 is broadened
by a quantity ~I";, giving rise to the current enhancement
(AJ = 0.1). On the other hand, the transmission in the vicinity
of w; is only slightly reduced with respect to the case g = 0.

The cavity photon DOS calculated with the full QME
and the NGFs methods is represented on Figs. 7(a) and
7(b), in the perturbative regime (I'./ " = 0.1) and at large
coupling strength (I'./I" = 145), respectively. The former
case [Fig. 7(a)] corresponds to Fig. 6(b) for N = 3 instead
of N =11, but with the same other parameters. Here, the
two methods are in good agreement, showing the validity of
the NGFs method in the perturbative regime I'./I" < 1. On
the other hand, when g > §w (8w < 0.03 in this case), the
collective coupling gives rise to two polariton peaks separated
by a splitting which we define as Qg > g [Fig. 7(b)].

Importantly, the result obtained with the NGFs method
features a small photon spectral weight in the central region of
width W,, and inaccurately predicts that this photon spectral
weight vanishes in the limit of large coupling strengths. This
explains why the current enhancement computed with NGFs
decreases in this region, as observed in [58]. Indeed, when no
photon weight is present in the range [wy; — 26, w21 + 212],
photon absorption or emission can not take place between the
two bands, resulting in a vanishing current enhancement. In
contrast, as predicted by the full QME, the photonic weight in
the central region saturates to a finite value as g is increased
while the two polariton peaks further split. This is consistent
with the observation of Sec. IIIC that the (exact) current
enhancement computed with the full QME always increases
with g. The relative current enhancements obtained in the case
of small and large coupling strengths correspond, respectively,
to AJ = 0.13 for both methods [Fig. 7(a)], and AJ = 0.56 for
NGFs and AJ = 0.7 for the full QME [Fig. 7(b)]. Note that
the asymmetry of the polariton peaks computed with NGFs
is inherited from the asymmetry of the first-order photon GF
[Eq. (34)], only valid in the perturbative regime, namely, when
the SE due to the coupling to extra-cavity photons is much
smaller than the bare cavity photon energy k¥ < ..

On Fig. 7(c), we use the NGFs method to compare the
polariton half-splitting Q25 with the vacuum Rabi frequency
defined as 2, = g+/N; — N, (see Sec. IlIB), where N, =
> j Na,j 1s obtained from the steady-state population imbal-
ance between the two bands for g # 0 [110]. As already men-
tioned in [58], we observe that these two quantities coincide
in the dissipative regime, thereby connecting to the physics of
the TC model [7] where the relevant coupling strength is not
g but the collective coupling constant €2,. Importantly, since
sites with both orbitals occupied (or empty) are not effectively
coupled to light, we always find Q, < g+/N, in contrast to the
TC model (see Sec. IB).
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FIG. 7. (a), (b) (Log-scale) Cavity photon DOS A (w) for N = 3, computed with the full QME method using the quantum regression theorem
(thin black line) and the NGFs method (thick green line). (a) Small coupling strength g = 2.2 x 1073 (I',/ " ~ 0.1). (b) Large coupling strength
g =8.5x 1072 (I'./T" & 145). (c) Polariton half-splitting g (solid line) and vacuum Rabi frequency €2, (dashed line) as a function of g for
N =11, computed with the NGFs method. Other parameters are the same as in Fig. 6, and the maximum number of photons in the calculation

using the full QME is set to 2.

As a side comment, we have already mentioned that the full
QME method predicts that the total current admits an upper
limit <eI" as g — oo. We find numerically that for #, > I >
t1, and for the two values k = 8 x 10~* (coherent regime) and
k = 0.07 (dissipative regime) (see Fig. 4), this upper bound
becomes closer to el” (twice the current for g = 0) when
counter-rotating terms are included in the coupling Hamilto-
nian (23). This shows that higher-order correlations such as the
one depicted on Fig. 2(b) are important to determine the full
current enhancement in the limit of large coupling strengths.
These effects will be further investigated in a future work.

3. Nonlocal correlations

As already mentioned in Sec. I C, an interesting point is the
existence of nonlocal electron-electron correlations for large
coupling strengths. This can be seen on Fig. 8, where we have
represented the steady-state current computed with different
approximations as a function of the cooperativity. Figure 8(a)
displays a comparison between the full QME results with
fermions (filled circles) and hard-core bosons (empty circles).
The discrepancy observed for I'. /I > 1 points to the existence
of fermionic correlations that can not be reproduced with

@ (b) |
0.9 )
J o8 0-0-6 ¢
el 0.7
0.6
0.5 .
10 1072 10° 102 10 102 10° 102

r./r r./r

FIG. 8. Steady-state current J/eI" as a function of the cooper-
ativity I'./ ' (log-scale) for N = 3. (a) Calculation using the full
QME with fermions (filled circles) and hard-core bosons (empty
circles). (b) Same quantity computed with the effective QME, using
the full dissipator (31) (filled triangles) or only the local terms (empty
triangles). Other parameters are identical to those of Fig. 6, and the
maximum number of photons in the calculation using the full QME
is set to 2.

hard-core bosons. On Fig. 8(b), we have represented the results
obtained with the effective QME, using either the full dissipator
of Eq. (31) (filled triangles) or only the local terms in the
right-hand side of the same equation (empty triangles). We
remark that these local terms would correspond to a situation
in which each site is individually coupled to its own lossy cavity
(with decay rate « and coupling strength g).

Moreover, we observe on Fig. 8(b) that nonlocal terms play
an important role as one moves away from the perturbative
regime. This points to the existence of nonlocal electronic
correlations for ',/ T" > 1, that are obtained only when consid-
ering that all sites are coupled to the same cavity mode. These
correlations can be understood by transforming the light-matter
coupling Hamiltonian (2) in terms of a two-body retarded
interaction between electrons, as in the case of electron-phonon
interactions for BCS superconductivity [112]. This is done by
rearranging the real-time electron GF given by Eq. (7), after
having replaced H by the light-matter coupling Hamiltonian
(2) without counter-rotating terms. The latter is then rewritten
exactly as

2
Hi(t) = % > /dt’D’(r — )e} (1] [(Derj(Deri(T)
i#]
+H.c.,

where D"(t — t’) is the real-time retarded photon GF en-
tering Eq. (15). In this form, the light-matter coupling can
be interpreted as a retarded dipole-dipole interaction, where
an interband excitation is created on site i and destroyed at
later time on site j. This plays the role of a retarded, long-
wavelength interaction mediated by the cavity mode, which
induces long-range correlations ocg?. Note that the overall
correlations can be described by including the static Coulomb
repulsion, which will not be addressed in this paper.

E. Coherent regime /W, < 1

We now focus on the “coherent” regime where k/ W, < 1,
and in particular on the “individual dressing regime” occurring
when the coupling strength g is smaller than the typical
separation between two adjacent Bloch states in the upper band
[58]. After having characterized the transmission spectrum and
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FIG. 9. (a) Sketch of the energy bands in the individual dressing
regime with t, = 0.1 and x = 107, S denotes the typical energy
spacing between adjacent Bloch states in the upper band. (b) (Log-
scale) Cavity photon DOS A.(w). (c) (Log-scale) Transmission
spectrum 7 (w) in the vicinity of the lower orbital energy w; = —0.5.
(d) (Log-scale) Transmission spectrum 7»(w) in the vicinity of the
upper orbital energy w, = 0.5. The black circles correspond to g = 0,
while the red, blue, and green lines correspond to g = 2.2 x 1073,
The other parameters are identical to those of Fig. 6 (N =11,
Hh=5x1073and " =5 x 107%).

the cavity photon DOS using the NGFs method in Sec. IIIE 1,
we compare the electron density profiles along the chain
obtained in the dissipative and in the coherent regime in
Sec. IITE2. Furthermore, by computing the time evolution
of the electron spectral function, we show that in contrast
to the dissipative regime where the electronic excitations
stay essentially localized, a small transfer of electron spectral
weight occurs between the two bands in the individual dressing
regime, resulting in the emergence of a delocalized state in the
lower band.

1. Transmission spectrum and cavity DOS

Frequency-domain calculations using the NGFs method
are presented on Fig. 9, for an example with N =11, #; =
5x10°, T=5x10"%16 =01,k =107* (x/W, & 2.5 x
107%), and g =2.2 x 107 (I'./T" & 100). In this regime,
3w < 0.05, and each transition between the states of the lower
band (not resolved) and the different Bloch states of the upper
band can therefore be addressed individually by the narrow
cavity mode. As already mentioned, we focus on the situation
where the cavity mode is resonant with the transition between
the flat lower band and the Bloch state lying in the center
of the upper band [ky = (N + 1)/2 for N odd]. The latter
corresponds to a spatial half-period of two sites with the
maximum Bloch velocity 2¢, [Fig. 9(a)].

The cavity photon DOS given by Eq. (21) is represented on
Fig. 9(b) in this regime. The bare cavity mode centered at w|
(black circles) is dressed by the resonant interband transition
resulting in a broadened cavity resonance, as well as small

Position j Position j

FIG. 10. Spatial profile of the electron population n,; for g =
2.2 x 1073 and N = 11. Populations in the lower (o« = 1) and upper
(o = 2) orbitals are, respectively, depicted as red and blue squares.
(a) Dissipative regime withz, = 5 x 1073 and k = 0.1. (b) Individual
dressing regime with t, = 0.1 and ¥ = 10~*. Other parameters are
identical to those of Fig. 6.

satellite peaks originating from the dressing of the detuned
interband transitions (green line). The transmission spectrum
T, (w) is shown on Figs. 9(c) and 9(d), for g = 0 (black circles),
g=22x 1073 (colored lines), in the vicinity of w; and w»,
respectively. Similarly as in the dissipative regime, we observe
a broad peak centered at w; [Fig. 9(c)], responsible for the
current enhancement (AJ = 0.16). In the vicinity of w,, the
peak corresponding to the resonant Bloch state in the upper
band is reduced compared to the case g = 0 [Fig. 9(d)]. In
this regime, the light-matter coupling is clearly dominated by
this resonant Bloch state (note the log-scale). The other small
peaks are reminiscent of the off-resonant Bloch states that are
only weakly coupled to the cavity field.

2. Coherent dynamics and spectral weight transfer

The particular band hybridization occurring in the individ-
ual dressing regime can be further investigated by computing
the electron populations along the chain (NGFs method), and
compare it to the population profile in the dissipative regime.
This is represented on Fig. 10forg = 2.2 x 107 and N = 11.

First, in the dissipative regime [Fig. 10(a)], the current
enhancement associated with the new transmission channel
in the vicinity of w; can be interpreted as a transfer of
population from the upper to the lower band (see Sec. IIID 1).
On Fig. 10(a), we observe that the lower orbital populations
strongly increase when g # 0, while the upper band popula-
tions slightly decrease. In this regime, large photonic losses
are responsible for a global (collective) transfer of populations
down to the lower band. On the other hand, the population
n1y in the lower level of the last site is depopulated due to the
coupling to the drain. Importantly, for g # 0, nq y # 1 — ng.1
(as it was the case for g = 0), and the partial currents J; and
J, resulting from the integration of 7i(w) and T»(w) do not
correspond to the currents el'n; y and el'n, x as one could
have naively expected from Eq. (8). This implies that for g # 0,
Ji and J, can not be interpreted as two independent currents
respectively flowing through the lower and the upper orbitals,
as a result of band hybridization.

In the individual dressing regime [Fig. 10(b)], however, the
density profiles exhibit small oscillations with a period of two
sites consistent with the resonant coupling of the central Bloch
state [kgp = (N + 1)/2]. Furthermore, the density profile in the
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FIG. 11. (a), (b) Contour plot of the spectral function A;:J{_/(r) of the lower band as a function of position and time. An electron is injected
in the lower level at site j, = 1 and time T = 0. The chain length is N = 11 and the coupling strength g = 2.2 x 1073, (a) Dissipative regime
with t, =5 x 1073 and « = 0.1. (b) Individual dressing regime with , = 0.1 and k = 10™*. A transfer of spectral weight occurs at a time T
represented as a vertical line. (c) The time 7 is represented as a function of the coupling strength. Other parameters are identical to those of

Fig. 6.

lower band (red line) is reminiscent of the uncoupled case
represented on Fig. 3(d), but with a larger effective hopping 7|
reducing (increasing) the population of the first (last) site. In
this case, the current enhancement can be associated with a
coherent hopping dynamics, sustained by the absorption and
emission of cavity photons.

To further evidence the existence of a coherent dynamics
in the individual dressing regime, we compare the spectral
function A(](IJ) (D) introduced in Sec. IITA in the collective
(dissipative) and the individual dressing regimes. This func-
tion is computed using NGFs, and shown on Fig. 11, with
Jjo=1,g=22x 1073, N = 11. In the dissipative regime
[Fig. 11(a)], a particle injected at the first site for g # 0
stays essentially localized, and no propagation occurs through
the lower band whatsoever, not even with the small hopping
rate ¢; as in the case g =0 [Fig. 3(f)]. In this case, the
dynamics consists of a collective damping of populations
from the upper to the lower band, involving localized states
(superpositions of different Bloch states). Pictorially, the large
photon damping rate constantly projects the system onto its
initial state (similarly to the quantum Zeno effect [113,114]),
thereby preventing the hopping through the chain to occur.

In the individual dressing regime [Fig. 11(b)], however, we
observe a small transfer of spectral weight ~10% occurring
after a time T with a period of two sites, which shows that
the properties of the resonant upper band Bloch state are
transferred in the lower band. This results in a new state with
energy ~w; delocalized across the whole chain. In this sense,
this corresponds to an effective hopping mechanism restoring
propagation in the quasiblocked lower band. However, one can
not a priori write an Hamiltonian term which reproduces this
single-Bloch-state dynamics, as nearest neighbors hopping in
a 1D chain involve the complete set of the chain Bloch states.
Finally, we find that the spectral weight transfer induced by the
coupling to the cavity mode occurs at a time 7 ~ 1/g, which
corresponds to a typical time after which coherences appear in
the lower band [Fig. 11(c)].

Similarly as in the dissipative regime, we find that two
polariton peaks appear in the cavity photon DOS (outside

the upper electronic bandwidth), when g exceeds the typical
energy separation §w between two adjacent Bloch states in the
upper band. In the individual dressing regime, however, Qg #
2, indicating that the dynamics does not involve a collective
response of the Bloch states [58]. Ultimately, for k << W, and
g > dw, all Bloch states are coupled to the cavity mode, and we
expect to recover the physics of the collective dressing regime
[see Fig. 1(c)]. We point out, however, that a quantitative study
is difficult as neither the effective QME nor the NGFs method
are valid in this strongly nonperturbative regime. The full QME
is the only suitable method, but identifying collective effects
is hard since this method is in any case limited to small N.

F. Photons and scaling with N

As concluding remarks, we have checked that the mean
cavity photon number in the steady state 7 = (afa) (see end
of Sec. I A) remains small even for large coupling strength
(7 < 1072 inthe dissipative regime,and 72 < 1in the individual
dressing regime), showing that the cavity operates in the
quantum regime close to the vacuum state. Our methods can be
easily generalized to consider a finite mean photon population
Np in the bath, in which case we find that the current en-
hancement depends on the rescaled coupling strength g+/Np.
On the other hand, order-of-magnitude current enhancements
can occur when considering different injection/extraction rates
I'y # T, for the two bands (e.g., for I'y > I',), as well as a
small photon population Np < 1. In this case, still considering
t) < I'yand 1, > I'y, the small injection/extraction rate in the
upper band provides a strong reduction of the bare current
~el, /2 obtained for g = 0, leading to current enhancements
only limited by the ratio I'; / I' when g # 0 [58].

For given g and «, we find that the saturation value for
the steady-state current decreases sublinearly when increasing
the chain length N, restricting the scope of our study to
mesoscopic systems. In addition, the current typically exhibits
small oscillations between odd and even values of N, with
slightly larger values for N odd. The existence of a Bloch state
resonant with the cavity mode for N odd leads to a slightly
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larger current enhancement than for N even, where the two
closest states to the upper band center w, are only quasiresonant
with the cavity mode. In the limit N > 1, the separation
between adjacent Bloch states close to the upper band center
is ~2mt,/N. Still considering a cavity mode resonant with
the transition between the lower flat band and the upper band
center, the number of interband transitions within the linewidth
Kk is thus ~N«k/t,, and one can conclude that the individual
band dressing in the large-N regime is only limited by the
cavity quality factor. Ultimately, when Nk /t, > 1, the system
always enters the collective dressing regime.

IV. CONCLUSION

In conclusion, we have studied in detail the interplay
between the transport of fermions through a 1D mesoscopic
chain of two-orbital systems and light-matter coupling to a
single cavity mode close to its vacuum state. We have derived
both analytical and numerical results using complementary
methods based on Keldysh and QME techniques, providing
new perspectives for the investigation of many-body fermionic
systems coupled to confined photons. We have compared the
steady-state current obtained with these different methods, and
shown that light-matter coupling leads to a current enhance-
ment. Depending on the ratio between the cavity photon decay
rate and the upper electronic bandwidth, different regimes
have been identified and discussed. In the dissipative regime,
an analytical formula for the current enhancement valid for
small coupling strengths has been derived, showing that the
current enhancement scales with the cooperativity. We have
characterized the presence of a collective coupling of all the
Bloch states to the cavity mode, when the coupling strength is
larger than the typical energy separation between two adjacent
Bloch states in the upper band. In the dissipative regime, the
current enhancement is shown to stem from a global transfer
of populations from the upper to the lower band, with only
marginal propagation through the latter. In the coherent regime,
however, we have shown that when the coupling strength
is smaller than the typical energy separation between two
adjacent Bloch states in the upper band, only the resonant
Bloch state is “individually” coupled to the cavity mode.
Moreover, a small transfer of spectral weight occurs from
the upper to the lower band, resulting in a new state with
energy ~w) delocalized across the whole chain. In this case,
the current enhancement has been interpreted as stemming
from a coherent hopping dynamics sustained by the absorption
and emission of cavity photons. Ultimately, when the coupling
strength becomes larger than the upper electronic bandwidth,
or when the system size becomes large, we expect to recover
the collective dressing regime.

In a realistic situation, additional random potentials due to
disorder and impurities will affect transport properties through
the chain. In the presence of light-matter coupling at optical
frequencies, orbitals are separated by a large gap ~1 eV, and
since low-energy valence states are typically less affected
by short-range random potentials than the upper delocalized
orbitals, we expect that the effective transmission channel
provided by the coupling to the cavity should be more robust
to disorder than the standard channel involving the upper
orbitals for g = 0. Possible extensions of this model include

considering a frequency-dependent lead coupling and/or cavity
decay rate to study how non-Markovian (memory) effects
affect our results. Further investigations could be also devoted
to the symmetric case with equal lower and upper electronic
bandwidths for g # 0. In this situation, charge transport can
be reduced as the system exhibits interference between the
different quantum paths connecting the same orbital at two
distant sites for some specific coupling g. It would thus be
interesting to study how this competes with the time-reversed
loop trajectories leading to Anderson localization in random
lattices [115]. Our model might find direct applications in
several fields, such as transport in organic semiconductors [57]
and quantum dot arrays [59,60,64,65], which have recently
been coupled to surface plasmon resonators [41,42,57] and
microwave cavities [61-63].

ACKNOWLEDGMENTS

We are grateful to S. Azzini, T. Chervy, R. Citro, T. Ebbesen,
C. Genet, E. Orgiu, and P. Samori for fruitful discussions. Work
in Strasbourg was supported by the ERC St-Grant ColDSIM
(Grant No. 307688), with additional funding from Rysq and
ANR-FWF grant BLUESHIELD. C.G. acknowledges support
from the Max Planck Society and from the COST action NQO
1403 (Nano-scale Quantum Optics). This work is supported
by IdEx Unistra (project STEMQuS) with funding managed
by the French National Research Agency as part of the
“Investments for the future program.”

APPENDIX A: KELDYSH FORMALISM

In this Appendix, we propose a detailed derivation of the
results presented in Sec. I A. We first write the steady-state
current in terms of electron GFs, and then show that electron
and photon GFs can be computed by solving a closed set of
equations involving electron and photon SEs. We consider
h =1, and use the short-hand notations 9, = a and 8¢¢;) =
e, f(r), for function and functional derivatives, respectlvely

Steady-state current. As seen in Sec. I A, the steady-state
current J, flowing through the lead 7 is proportional to
the commutator between the total Hamiltonian H and the
number of electrons in the lead n. A direct calculation of this
commutator allows us to express J, in terms of a GF which
describes the correlations between the leads and the chain:

= —2622@,{'%(“1/

where Re stands for real part, A, 4 is defined in Eq. (3), and
G k.q.n(@) denotes the Fourier transform of the “lesser” mixed
system-leads GF G 7 kg, ﬂ( — 1’), which can be obtained from

the time-ordered GF

Re[G:

[Gorgn@]  (AD

Ga,k.q,n(f - 7:,) = (A2)

—i(T e (T)b), 4 (T)).

T denotes the time-ordered product for fermions. Taking
the time derivative 9, of Eq. (A2), and computing the different

commutators entering the Heisenberg equation 8,/b;q,,7(r/) =
i[H,bl,q,n](t/), the equation of motion of G q,,(t — ') is
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derived as
(—idy —0)Gakgn = —haq ) 0 Gakp»  (A3)
-
where Gy p(t — 1) = —i(TEO,,k(t)E;k,(r’)) is the time-

ordered GF of the chain, referred to as the “electron GE.”
Equation (A3) can be formally solved in the frequency domain
as

Ga,k,q,r](w) = _)Loz,q Z ﬁalﬁ Ga,k,k’(w)gq,n(w)v (A4)
k/

where Gy (w) and Gg,(w) denote the Fourier trans-
forms of the electron GF and the lead GF Gg,(r — ') =
—i(Tba,q,,,(r)bl,q,,,(r’))o, and (...)o refers to the quantum
average in the ground state of the Hamiltonian H without
the interaction terms H;, H;, and Hp. One can then use the
Langreth rules [80] in Eq. (A4) to compute the “lesser” GF:

Gikan(@ == haq Y 00 Gl p(@)Gy ()
-

~ g P PL G (@G (@), (AS)

k'

with r and a for retarded and advanced GFs, respectively. Using
the results

g,;,](w) = 2im8(w — wg)ny(w),
1

—wq — 0+ (A6)

Gan(@) = —

where 0" denotes an infinitesimal positive quantity and n,(w)
is the Fermi occupation number of the lead n, we substitute
Eq. (AS) in the expression of the current (Al), and con-
vert the summation over q into a frequency integral Zq —

fooo dw p(w), where p(w) represents the electron density of
states in the leads. Introducing the tunneling rate between the
chain and the leads as I'y, = 27'r,o(a))ki(w) (assumed to be
energy independent), we finally recover Egs. (5) and (6). Note
that we have assumed n;(w) = 1 and ny(w) = 0V w (high-bias
regime).

Dyson equation for electron GFs. In order to compute the
transmission spectrum (6), we now need an equation of motion
of the time-ordered electron GFs. As before, we compute the
time derivative d; G4 1 (t — T’), use the Heisenberg equation
0:Co 1 (t) = i[H,Cqy 1](7), and obtain

(l 8‘[ - a)a,k)Got,k,k/

=88t — 1)+ 8 Y (1 = Sua) Fur ko

o

= 3 haa® Ganai: (A7)
Q.1
where Ggyoix(t — 1) = —i(Tba,q,n(T)ELk(T'» is a mixed

system-lead GF similar to the one defined in Eq. (A2),
and Fy o 1(t — 7)) = —i(TEa/,k(r)Elik,(t/)A(t)) is a higher-
order correlation function mixing the electronic and photonic
degrees of freedom. First, the equation of motion for the Fourier
transform G o k(@) is derived similarly as before and reads

as

Ganak(@) = —hagq ) 0! Gan(@)Gopo 1(@).
k/

(A8)

Second, the correlation function Fy 44 (t — ') can be
written in terms of single-particle GFs by considering a
term H' = J A in the Hamiltonian, where J denotes a van-
ishing current source [81]. Taking the functional derivative
870G k(T —T'), Wwhere Gy o/ (T — T') is given by

(T (D)) (T [An i),

Guo ko (T — 1) = —i (o Jam A, )
(A9)
we obtain
Fupar(t —1)=ig Yy /{dT}Ga/,k,k, (T — 1A ke ake
ki ko
x ({ThD(w3 — )G po h(T2 — T,
(A10)

where {t} =11,1,73, [{dt} = [dt[dv,[drs. The time-
ordered photon GF is defined as

D(13 — 1) = §5(0)(A(13)) = —i(T A(13)A(7)),

and the so-called vertex function as
-1
Aot k0 ke (T1,T2,T3) = —§5<A<r3)> Gy kot (T1 — T2)

It can be shown that this vertex function satisfies a self-
consistent equation [81]. The SCBA consists in considering
only the leading term (undressed vertex) of this self-consistent
equation, which provides

Ao i ai(T,7',7") = (1 = 80,08k 1 8(r — T)8(T — T").
(A1)

Higher-order corrections in A correspond to the so-called
vertex corrections associated with crossed diagrams [81] such
as the one sketched on Fig. 2(b), which are neglected in the
SCBA. Using Egs. (A8), (A10), and (Al1), the equation of
motion (A7) written in the frequency domain takes the form

D (G4 @) = Bk (@) Gty i (@) = Sp e
ki

with the SCBA self-energy:
) do' / ’
2:oz,k,k’(a)) =18 (1 - aa,a’) EGQ’,k,k’(w +w )D(a) )

+ Y A2 @00 Gan(@), (A12)
q.n

and the noninteracting time-ordered GF Ggy x.x(@). Still con-
sidering the high-bias regime, we now use the Langreth rules
together with Eq. (A6), and convert the summation over q
in Eq. (A12) into a frequency integral. This leads to the
expressions of the “lesser” and “greater” electron SEs given
by Eqgs. (12) and (13).

Dyson equation for photon GFs. The equation of motion
for the time-ordered photon GF D(w) can be derived by taking
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the second time derivative of the cavity vector potential A(t),
and then use the Heisenberg equation 9. A(t) = i[H,A](t)
two times in a row. As in the previous section, we consider
a vanishing source term H' = J A in the Hamiltonian H. The
functional derivative of the ground-state expectation of the
obtained equation with respect to J(t’) yields the following
equation of motion for D(t — 7’):

arz @c /
— —— |D(t —1)
2w, 2

=8(t—1)—ig) > (18

a0k

X (T,T+) + Z ,U«pr(T - T/),
p

a.a’)aj(r’)Ga,k,ot’,k
(A13)

where the time 7+ = v + 0%, and the mixed GF Dy(t — 1') =
—i(T Ap(7)A(t")) describes correlations between the cavity
mode and the electromagnetic environment. The equation of
motion for Dy, can be derived similarly as before (by calculating
its second time derivative):

(=87 — wp) Dp(t — 7') = 2wpup D(x — T,

which is solved in the frequency domain as Dp(w) =
tpDp(w)D(w). Here, Dp(w) is the Fourier transform of the
(time-ordered) extra-cavity photon GF —i (T Ap(1)A_p(t"))o.
Using Eq. (A9), the second term in the right-hand side of
Eq. (A13) can be written in the form

8Gaka’k(f T )

57(t) Z /{dT}Ga ol (T = T Aoy s

K ko
x ({tHD(t3 — )Gy o k(12 — TT),
(A14)

where the vertex function is given by Eq. (All). In the
SCBA, we only consider the leading order Ay ¢ o 1 (7,7’ 7") =
(1 — 84,0 )8k 8(t — T)8(r — "), which we substitute in
Eq. (A14) to put the equation of motion (A13) into the form

(D)™ = T(w)) D(w) = 1

with the cavity photon SE:

—ig? Y Tr(l = 8uu)

+ ) 1y Dp(w),
P

and the bare cavity photon GF D°(w). The summation over the
continuous index p can again be converted into a frequency
integral, namely, Zp — fooo dw po(w), where po(w) denotes
the extra-cavity photon density of states. We introduce the
cavity photon decay rate as k = 27 po(w)?(w) (assumed to
be frequency independent), and use the Langreth rules in
Eq. (A15). Assuming a vanishing mean population in the
photon bath, i.e., (al];ap) = 0, one can compute the (noninter-
acting) extra-cavity photon GFs as D; (w) = =2imd(w — wp)
and D; (w) = =2imd(w + wp), and show that the “lesser”” and
“greater” photon SEs correspond to Egs. (19) and (20).

M(w) =

(A15)

APPENDIX B: ELIMINATION OF THE CAVITY FIELD

In this Appendix, we show that p, the projection of the
density operator § (in the rotating frame) onto the cavity
vacuum state, evolves according to Eq. (28) in the dissipative
regime.

Dissipative regime. We consider the case when the cavity
decay rate « is large compared to the other rates. In particular,
k is larger than the injection/extraction rates I',, and tunneling
rates 7, governing the uncoupled evolution of the electronic
degrees of freedom, and larger than the coupling strength g
between electronic and bosonic variables. This choice has two
main consequences:

(i) We expect the strongly damped cavity field to stay close
to its vacuum state (steady state for g = 0).

(i) The electrons’ observables evolve on a much longer
timescale than the one associated with the cavity field.

The last point allows us to adiabatically eliminate the light
field from the overall dynamics. For this purpose, we first define
the electron reduced density operator

> Buns
n

Z (n pln) =

which is a density matrix for the electronic degrees of freedom
only. Trr[A] = )", (n| A |n) denotes the trace of the observ-
able A over the cavity field, and |n) with n =0,1,2, ... is
the photonic part of the (Fock) state containing n photons. As
already mentioned, we assume that the light field is close to
its vacuum state, i.e., g, = Poo. In the following, we derive a
closed time evolution for the relevant part pyy of the reduced
density operator [102,103].

Projectors and coupled differential equations. We introduce
the projectors P and Q with

Pp = (0]710)10) (O] = poo |0) (O] = p,

Z pl’”ﬂ |n E

nm;éO

Per = Trp[p] =

Using the decomposition (see Sec. I1C)
0.0 = (‘Ce + ‘Cc + ‘Cl +Ic);51
with 7, = kapa', together with the property P 4+ Q = 1, the

coupled differential equations for ¢ and p can be written as

O0cp=PLH+ P(L;+I1c)p, (B1)

0.0 =0Li1p+ QL.+ Lo+ L +I)p. (B2)

The formal solution of Eq. (B2) is given by

B(t) = e QULetLe)dt B(to )+/ ’eQ(E(-JrEe)(T*T/)V(.[’)’

To

(B3)
with
V()= QL p(T") + QL +T)p(),

and 67 = 7 — 19. The formal solution (B3) can be plugged
into Eq. (B1), and keeping terms up to second order in £, we
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obtain

T
3:p ~PL+ PL / dv'eQEHET=N O L p(T)

To

+ PIL-/d'L'/ Q(LAL)(T—1")

To

o
x QL / dteCEHEITTIOL p(x), (B
0
with the initial condition g(7p) = 0 (cavity initially prepared
in its vacuum state).

Timescale separation and integration. We first focus on the
second term in the right-hand side of Eq. (B4), which, after
change of variables, reads as

8T
PL, / dt/eQEHEIT or, 6(t — 7). (B5)
0
Letting the operator Q L, act on p, one obtains
QL p(t — ') = —igS poo(t — 1) |1) (0| + He., (B6)

Zj C;[,jclj [$* =
(S7)']. Subsequently, according to Eq. (BS), we apply the
free evolution exp[Q(L. + L.)T'] to the previous expression
Eq. (B6):

with the collective lowering operator S~ =

8t
/ dt/eQ(EL+£e)T'Q£I,5(.[ —7)

0
ST
~ / d'(—ig)S Aoo(t — 7 [1) (0] (A=) 4 Hee.,
0
(B7)

where we have used e@£et£™ x ¢QLT in the integrand.
This approximation is justified in the dissipative regime where
iA — /2] > T'y,ty. Corrections to the previous approxi-
mation could be taken into account, e.g., by using partial
integration. They are expected to scale with #, /|i A — « /2| and
I'y/li A — k /2| and are small whenever the light-field evolves
on a much shorter timescale than the electronic degrees of
freedom. The timescale separation allows us to further neglect
the variation of pyy during the relaxation time ~1/k of the
cavity, namely,

foo(t — )27 & poo()eli A=) (B8)

We point out that since the evolution of Fyp is gov-
erned by both the electronic term L.5y in Eq. (B4), and
the photon-mediated effective dynamics which we aim at
calculating, checking the assumption (B8) will be required
(for consistency) at the end of the calculation. Under these
approximations, the second term in the right-hand side of
Eq. (B4) takes the form

8T
PL; / dt'eC%T QL p(T)
0

= —2iTA[STS™p(r)(1 — A=3)Ty _Hc]
— AT [STS p(r)(1 — A=50T) y Hel,  (BY)

where 'y = m and I",, =7 A2 . We now turn to the
third term in the right-hand side of Eq (B4). After change of
variables, integration provides

St—1'
PIf dt'eQtr Qﬁ/ dt"e%“"" QL p(z)

— AT, S™H(T)ST(1 4 e — 27" cos(AST)), (B10)
where we have used poo(t — v’ — ") =~ Boo(t) and made use
of similar considerations as for the second term in the right-
hand side of Eq. (B4). Collecting the two contributions (B9)

and (B10), and substituting them in Eq. (B4), we finally obtain

d:p=PLP—2TA[STS p(r)(1 — 127207)
— 2T [S*TS™p(x)(1 — 22Ty 4 H.c.]

— H.c.]

< cos(AST)).
(B11)

+ 4T ST H(T)ST( + 77 — 2e™

This result shows that the photon-mediated dynamics of the
electrons scales with I'x and I',.. Those rates should be small
compared to k in order to use the timescale separation, and
in particular the approximation (B8). This provides an upper
bound for the coupling strength g. We point out that neglecting
further corrections scaling with 'y and ', in Eq. (B8) is
consistent with the approximation of keeping terms only up
to second order in £; in Eq. (B4). In the regime x5t > 1,
the effective master equation (28) can be finally derived from
Eq. (B11):

0:p =Lreap = Lep — 2iFA[S+S_ua]
— 2T (STS™p+ pSTS™ —25 pSH). (B12)
Coarse graining and discussion. In the regime of parameters
considered here, a coarse-grained timescale At satisfying
At Tt (B13)
can be introduced. Using Eqgs. (B11) and (B13), one can
show that the evolution of the reduced density operator on
the timescale At is

AT+ At) — p(r) /f“’dr,ar/ﬁ(r’)
At . At

with © > 79, and where consistently with the approxima-
tions used in Eqs. (B7) and (B8), contributions ~(x A7)~}
and ~I', At,t, At have been neglected. The effective master
equation (28) is well established on such a footing, and it is
not suitable to describe the dynamics occurring on timescales
smaller than 1/« . In addition, At has to be small compared to
the timescale associated with the photon-mediated dynamics,
such that At(L.q — L.)p(7) is negligible. Together with the
condition At > «~!, this provides an upper bound for the
coupling strength g, whose exact form depends on the states
that are involved in the dynamics, and whether collective
effects play a role or not. In coupled spin-cavity systems

a Acred;a(f)’

(B14)
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(with A = 0), the condition
VN g KK

has been considered sufficient, or even required [102]. We
expect that the condition (B15) is also sufficient in our
fermionic model to use the timescale separation. As a matter
of fact, since quantum states with both orbitals either empty
or fully occupied are not coupled to light, the collective
coupling constant in our open fermionic model is <g+/N
(see Sec. IIID2), which places us on the safe side regarding
Eq. (B15). Note that the equations of motion (B12) and
(B14) are given in the adiabatic limit, and retardation effects
between cavity and electronic dynamics [107] are neglected.
We conclude this Appendix by a short discussion on how to
compute the mean photon number of the cavity mode, when
the latter can be considered as close to its vacuum state.
Photon number. In the adiabatic limit considered above, and
for A = 0, it can be shown that the mean photon number is well

(B15)

approximated by the formula [102,106]

g2
(k/2)?

(ata) ~ (STS7). (B16)

Drawing the conjecture

(STST) = st )+ ) (sitsy) <D sy
i i#) i
from numerical simulations, and using Eq. (B16) together with
(s;7s7) = (An(1 — fAyy) < 1,
we obtain (afa) < (K[\%z. Restricting the light-matter coupling
strength to values such that the condition (B15) is fulfilled,
one can thus reasonably expect the cavity mode to stay close

to its vacuum state, consistently with the timescale separation
argument discussed before.
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