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Abstract

The electron-phonon interaction signi cantly affects the properties of semiconducting materials. Be-
cause of it, the phononic cloud can renormalize electrons, which leads to the emergence of polarons -
a new quasiparticle that now, instead of the electron, plays the role of the current carrier in our system.
The consequences of polaron formation are most easily studied using simpli ed models of electron-
phonon systems. Among these models, the simplest one is the Holstein model, which successfully
reproduces the most important polaronic effects. In practice, the Holstein model is used for testing
and developing various theoretical methods that can subsequently be applied to more complex models
or even real materials. The goal of this dissertation is to investigate the single-particle and transport
properties of the Holstein model using different methods.

Until recently, it was widely accepted that the dynamical mean- eld theory (DMFT) provides a
good description of the single-particle properties of the Holstein model only in the cases of three-
dimensional or even higher-dimensional systems. However, our results show that DMFT actually
provides an excellent description of single-particle properties even in the one-dimensional case, re-
gardless of the regime, which is determined by temperature, phonon frequency, and electron-phonon
coupling strength. We have reached these conclusions by comparing the results obtained using this
method, with the most reliable results currently available in the literature. Although DMFT is approxi-
mate, it is also a nonperturbative method that is exact in two different limits: in the weak coupling limit
and in the atomic limit. Having in mind that DMFT neglects non-local correlations, which are most
pronounced in the one-dimensional case, our conclusions about the high reliability of this method are
expected to continue to hold in an arbitrary number of dimensions as well. This has been explicitly
veri ed on the example of the effective mass in one-, two-, and three-dimensional cases. In addition,
we have also presented a numerical procedure for the application of DMFT that requires very little
computational resources. Therefore, this method allows us to easily generate a large amount of reliable
results in different regimes, which can now be used to assess the quality of any other method. One
such method that we intend to investigate more thoroughly is the cumulant expansion (CE) Method.

In contrast to DMFT, the CE is a perturbative method that does not rely on Dyson's equation for
the calculation of the single-particle properties. Although CE does not provide reliable results in all
regimes, the advantage of this method in comparison to the DMFT is that it can be easily applied
to signi cantly more complex models, and even to real materials. Therefore, it is very important to
determine in which parameter regimes can CE be expected to give an adequate description of the
observed physical system. In this dissertation, this was investigated on the example of the Holstein
model, by comparing the CE with the DMFT results, which we have already established as reliable.
It turns out that, although CE is exact only in the weak coupling and atomic limits, reliable approxi-
mate predictions of this method are possible even for moderate interactions, where the corresponding
spectral function accurately reproduces both the quasiparticle and the rst satellite peak. This is signif-



icantly better than what would be obtained using the lowest-order perturbation theory. In addition, the
high-temperature results of the CE look promising, although we proved, using the spectral sum rules,
that this method cannot be exact in the liffiit 1

For the study of transport properties, we focused on calculating mobility and a somewhat more
general quantity, the optical conductivity. Within the framework of linear response theory, both of these
quantities can be represented as the sum of the so-called bubble term, determined by the single-particle
properties, and vertex corrections. The bubble term for mobilityas calculated numerically, and
detailed comparisons were made between the DMFT and CE predictions. We established that at high
temperatures, the charge mobility assumes a power lawT 2 in the case of very weak coupling,
and / T 3% for somewhat stronger coupling. We analytically proved that in the weak coupling
and atomic limits of the Holstein model, the vertex corrections of mobility are vanishing. In all other
regimes, the contribution of vertex corrections was examined numerically, by calculating the bubble
term using the DMFT and by comparing it to the exact result from the literature.

Keywords: Holstein model, electron-phonon interaction, spectral functions, quasiparticle properties,
dynamical mean eld theory, cumulant expansion method, mobility, optical conductivity, vertex
corrections, spectral sum rules

Research eld: Physics
Research sub eld: Condensed matter physics

UDC number: 538.9
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Chapter 1 - Polaron Physics

Polaron Physics

1.1 Electron-Phonon Interaction in General

Capturing the full many-body effects in systems with electron-phonon interaction remains one of the
major ongoing challenges of the solid state physles]. Because of its ubiquity and importance for a
wide range of phenomena, understanding the impact of electron-phonon interaction continues to attract
considerable attention for both fundamental research and technical applications. The electron-phonon
interaction is responsible for the temperature dependence of carrier mobility in semiconductors, Cooper
pairing in superconductors, and a plethora of other phenomena asiw@llIt also enables the use of
silicon in solar cells by allowing the absorption of visible light through phonon-assisted indirect gap
transitions of electrons, which is crucial since the direct band gap of silicon is too grgle These
and many other examples justify a widespread interest in the study of the effects of electron-phonon
interaction in a broad class of materials.

The electron-phonon system is described by the following Hamiltdriar]

X X 1 X
H = IInkcynkcnk + !q aé aq + pﬁ Omn (k;Q)C?'nqunk aq + ayq ; (1-1)

nk q k;q
mn

where the phonon-phonon coupling and the higher order electron-phonon cépiitigrespect to
atomic displacements) are neglected. The rst term represents the free electron part of the Hamil-
tonian, with",, andc,k being the non-interacting dispersion relation and the electron annihilation
operator, respectively. The second term is the free phonon part of the Hamiltonian! jeisthe
phonon frequency, while, is the phonon annihilation operator. The last term in #dl) describes
the electron-phonon interaction, whe\eis the total number of unit cells of our crystal lattice and
Onn (K; Q) is the electron-phonon coupling strength.

While the electron-phonon systems can be studied both by usirgptiétio methods 2] and
model Hamiltonians, this thesis will be focused on the latter. In this approach, the parameters from
Eq.(1.1)"nk, ! q , andgmn (k; q) are modeled such that the corresponding Hamiltonian ir( )
captures the most signi cant properties of the system we are investigating. For example, in the case
when an electron couples to long wavelf,ng_th acoustical phonons, the electron-phonon coupling con-
stant is of the following forng,, (k;q)/ ~ jqj. Although this type of interaction is present in every
crystal, this is often neglected if there is a stronger electron-phonon coupling mechanism, such as the
piezoelectric couplingn, (k;q) / p% or the Frohlich couplingm, (k;q) / J% [9, 10]. The latter
is responsible for the emergence of new quasiparticles, callgubtheons which represent one of the
central themes of this thesis.

We set~=1.
2These are important for describing the temperature-dependent band structures.

3
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1.2 Polaron Concept

In ionic solids and polar semiconductors, the strongest electron-phonon coupling mechanism is the
Frohlich coupling. It arises due to the longitudinal optical oscillations of charged ionic cores which
create an electric dipole moment that strongly couples to electrons. In the eld-theoretical description,
we say that the electron is renormalized due to its interaction with the cloud of phononic excitations,
thus creating a new quasiparticle called the polaron. The introduction of the polaron concept led
to a paradigm shift in which this new quasiparticle, characterized by its effective mass (which is
different from the electron band mass) and lifetime, is now the current carrier in the system and hence
signi cantly affects the transport properties of the material.

Historically, the origins of polaron physics can be traced back to Landau's 1933 seminal paper
[11] in which he predicted the possibility of electron strongly distorting the crystal lattice, via the
Coulomb interaction, and getting self-trapped in thus created potential withough immobile, the
electron, together with its surrounding potential well, can be recognized as an early manifestation of
what would be later termed a polaron. This work was continued by Solomon Pekar who devised the

rst macroscopic semiclassical model of the polaron. Furthermore, he was the one who coined the term
polaron and realized that this quasiparticle is actually mohife15]. While the polaron's effective

mass was also calculated within this semiclassical mddglif was clear that further progress required

a fully quantum mechanical and microscopic description of the polaron. In today's research, the most
studied quantum models are the Frohlich mo@ell[7] and the Holstein modell[g], but it should also

be noted that there were also other early attempts of quantum approaches bylBeBadoliubov

[20] and Tyablikov [21].

1.3 Holstein Model

Although we motivated the polaron concept using the Frohlich coupling (i.e., the Fréhlich model), the
study of polarons in this thesis will actually be conducted inHioéstein modelThis is the simplest
electron-phonon model in which both the coupling and the phonon frequency fro(.Epare just
constant numbers (i.e., momentum independdrd) [This model was most commonly used to develop
and test a variety of different many-body metho#g][ which can then subsequently be used in more
complex models. Nevertheless, the Holstein molecular crystal model is also very important in order to
understand the role of polarons in real materidld.[This is still a very active eld of research fueled
by new directions in theoretical studies [4, 24-31] and advances in experimental techniques [32].
The Holstein Hamiltonian is de ned as follows

X X X
H= t dg+Hc g m a+a +!y aa: (1.2)

hij i i i
li ) szph } I_"{'i_}

Here,c'(a’) are the electron (phonon) creation operattyss the hopping parametag,s the electron-
phononlgoupling strength, is the frequency of the dispersionless optical phonans, c/c, and
the sum ;; goes only over the nearest neighbbend; . We note that the parametets ~, ks and
lattice constant will be set th. Furthermore, we restrict ourselves to the case when the concentration
of electrons in the system is vanishingly sriadind we treat the electrons as spinless. This is relevant
for the study of weakly doped semiconductors.

Within this model, there are four important energy scales: the tempefatthie hopping parameter
to, the phonon frequencly,, and the electron-phonon coupling constgnthe interplay of these

3|t should be noted that Landau's original goal was to explain the F-centers.
4As we will see in the next chapter, this can also be interpreted as if there is only a single electron in the whole crystal.
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Figure 1.1: Schematic plot of different regimes of the 1D Holstein model in(the ) parameter
space.

energy scales leads to a large number of parameter regimes. As shown in Fig. 1.1, to characterize these
regimes it is common to introduce two dimensionless paranieters

R P 13
Colow=2" W=’ (1.3)
whereW=2 is the half bandwidth. Each of these parameter regimes is characterized by different single-

particle and transport properties which, in this thesis, are investigated using the Green's function
formalism [1, 33, 34].

1.3.1 Single Particle Properties

The central quantity for investigating the single-particle properties is the spectral fuAg(ib. If the
interaction is not too strong and the temperature is not too high, the spectral function typically consists
of a sharp quasiparticle peak (i.e., tpelaron peal and incoherent background; see Fig. 1.2. The
incoherent part can be structureless or exhibit clearly separated features which are called satellite peaks
[35]. The spectral functiod\(! ) can be interpreted as a probability density for an electron to have
an energy . In addition, quasiparticle properties (ground state energy, effective mass, lifetime) are
easily extracted from it (see Fig. 1.2). Furthermore, this quantity is also related to the spectrum of the
angle-resolved photoelectron spectroscopy (ARPES) experird2rii$-37]. This is an experimental
technique for probing a material's band structure, in which electrons, ionized by an incident photon
beam, are analyzed in a detector. By measuring the number of detected electrons as a function of their
kinetic energy and emission angle, it extracts the information about the momentum and binding energy
of the electrons prior to ejection [35].

For the Holstein model, spectral functions can be evaluated analytically only in the weak coupling
and the atomic limits], 38, 39]. Other regimes have, over the years, been investigated using a large
number of numerical approaches. In particular, reliable numerical results for the ground state energy
and quasiparticle effective mass were obtained in the late 1990's using the density matrix renormal-
ization group (DMRG) 40, 41] and path integral quantum Monte Carlo (QMC) methotid,[and
also within variational approache$3-45]. At the time, numerically exact spectral functions for a
one-dimensional (1D) system were restricted only tolthe 0 case, and were obtained only within
the DMRG method40, 41]. The main drawback of the QMC method is that it gives correlation func-
tions in imaginary time and obtaining spectral functions and dynamical response functions is often

5In the 1D cas&V=2 = 2tq, which is what we show in Fig. 1.1.
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Figure 1.2: Schematic plot of the spectral function for= 0 andT = 0, which illustrates some

of the useful properties that can be easily extracted from the spectral function. For example, we see
that the position of the polaron peak determines the ground state ébgrasile its spectral weight
determines the renormalization of the electron mass. We note that the polaron peak is actually a Dirac
delta function in the Holstein model, but we used a Lorentzian broadening to make the gure more
illustrative.

impossible since the analytical continuation to the real frequency is numerically ill-de ned procedure.
Interestingly, at nite temperatures the spectral functions were obtained only very recently using nite-

T Lanczos (FTLM) fi6] and nite-T DMRG [47] methods. All these methods have their strengths

and weaknesses depending on the parameter regime and temperature. As usually happens in a strongly
interacting many-body problem, a complete physical picture emerges only by taking into account the
solutions obtained with different methods.

1.3.2 Transport Properties

Transport properties represent a step further from the investigation of just single-particle properties.
One of the most important transport properties are the charge méhitithmore generally, the optical
conductivity. While both of these quantities are easily connected to experiments, their theoretical
calculation is a notoriously dif cult task. One of the ways to calculate these quantities in more general
systems is by using the Boltzmann kinetic equation. A drawback of this approach is the fact that its
domain of validity is not very large. For example, recently studied SyT#8] and Mo$S [32] have
suf ciently strong electron-phonon interaction to fall outside the range where the Boltzmann approach
is expected to give reliable results. These shortcomings of the Boltzmann approach were overcome by
Kubo's linear response theory, which relates the optical conductivity to the current-current correlation
function. However, it should be noted that although our task within this approach is thus reduced to the
calculation of two-particle correlation functions, the linear response theory by itself does not provide
a straightforward prescription to calculate them. In the Holstein model, various approaches have been
used for the calculation of these quantities, such as the Hierarchical equations of mgfiQuantum
Monte Carlo p0], and many other methods as wéillf53]. However, obtaining reliable results in
real materials still presents a challenge.

In Green's functions formalism, it is natural to express the current-current correlation function as

6The charge mobility is de ned as a DC conductivity normalized to the concentration of charge carriers, and their unit
charge.
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a sum of two terms: the so-call&édibble termand the so-calledertex correctionsThe bubble term

is solely determined by the single-particle Green's function and is thus, in conjunction with some
other single-particle methods, often applied even in real materials. However, the contribution of vertex
corrections is largely unknown and is often neglected without justi cation. This is why it is important

to examine both the capabilities of different methods to calculate the bubble part, as well as determine
the signi cance of vertex corrections. To answer these important questions, the Holstein model, due
to its simplicity, presents an ideal starting point.

1.4 Thesis Outline

This thesis is divided into three parts. In the remaining portion of this part, we give an overview of
some of the most basic known results concerning the single-particle properties of the Holstein model.
We consider the two limiting cases (the weak coupling limit and the atomic limit) where the exact
analytic solution is possible, and also show how the spectral sum rules are calculated in principle. In
addition, we also brie y review the mathematical formalism that we use.

In Part Il, the single-particle properties are studied in detail. Motivated by the highly local (i.e.,
almostk-independent) self-energy observed in Réf]] an idea arose to apply the DMFT in the
Holstein model. A detailed review of this method is given in Chapter 1. In Chapter 2, we apply
and thoroughly examine the DMFT in the Holstein model. We nd that it provides an excellent,
numerically cheap, approximate solution for the spectral functions and quasiparticle properties in the
whole range of parameters, in an arbitrary number of dimensions. Surprisingly, a remarkable agreement
with reliable benchmarks is observed even in 1D, where the nonlocal correlations are the strongest.
In Chapter 3, another interesting many-body technique is examined - the cumulant expansion (CE)
method. For this analysis, the DMFT was now used as a benchmark, which is justi ed because of our
earlier ndings. Due to the perturbative nature of the CE, it is not expected that it could outperform
the DMFT. However, unlike the DMFT, the CE method is easily applied in any system, even in real
materials, in a numerically inexpensive way. This is why it is extremely important to examine the
range of validity of this increasingly popular method. As it turns out, the Holstein model is particularly
useful for this purpose.

The transport properties are studied in Part I1l of this thesis. In Chapter 1, we brie y review Kubo's
linear response theorp4]. This review is continued in Chapter 2 which focuses more speci cally
on the calculation of the optical conductivity. Here, we derive a variety of useful results such as the
different relations between the current-current correlation function (both in real and in imaginary time)
and the optical conductivity, the optical sum rule, the expression for the optical conductivity in the
bubble approximation in terms of the spectral functions, the proof that there are no vertex corrections
in the DMFT solution of optical conductivity, etc. The numerical results for the mobility in the bubble
approximation are presented in Chapter 3. We compare the predictions of the CE, DMFT, as well as
the (self-consistent) Migdal approximation. In addition, we analytically prove that the temperature
dependence of mobility, at high temperatures, assumes a power law behavior. In Chapter 4 we prove
the nite-temperature version of the Ward identity, and then using this result in Chapter 5 show that the
bubble approximation within the MA and SCMA is actually in accordance with the conservation of
charge. Furthermore, we demonstrate that the vertex corrections of mobility are vanishing in the cases
of weak coupling and atomic limits. The vertex corrections in other regimes are studied numerically
in Chapter. 6.
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Exploring the Holstein Model: Mathematical Foundations and
Basic Results

In Sec. 1.3, we introduced the Holstein model: we de ned the corresponding Hamiltonian, explained
why this model continues to attract signi cant interest, and gave an overview of the most important
results. In this chapter, we give formal mathematical de nitions of the physical quantities that represent
the backbone of this wotkand also review some basic, already kno@® p5], analytic results which

are essential for understanding the rest of this thesis.

2.1 Mathematical Foundations

The ground state energy, effective mass, spectral function, and correlation function in imaginary time
are among the most important physical properties that characterize many physical systems. All of
these quantities can be easily calculated if the one-particle Green's furiti@his known. Even

the optical conductivity, within the so-called bubble approximation, can be expresseddging
Therefore, it is of paramount importance to establish reliable methods of calculating this quantity
within the Holstein model, for arbitrary values of parametegsg andT. A detailed discussion of

these different methods will be postponed until Part Il of this thesis. For now, we will give a de nition

of this quantity, show how it simpli es when the electron concentration is vanishingly small, which is
the case of our interest, and brie y review h@y (t) is connected to other physical quantities.

2.1.1 One-Particle Green's Function: De nition

The retarded one-particle Green's funcfigsmde ned as
Dn oE
Ge(t)= i (1) &g o (2.1)

whereh ::it denotes the average value in the grand canonical ensemble at temp€&rdheeurly
bracketd ; g denote the anticommutator, while

)= ge™: and K=H ~N: (2.2)

Here,N is the electron number operator. Although in some methods, such as the cumulant expansion,
Green's function is calculated directly on the real-time axis, it is much more common to work with

1Except for the transport properties - these are introduced in Part I11 of this thesis.
2For the remainder of this thesis, the abbreviated term "Green's function" refers to the one-particle Green's function,
unless explicitly speci ed otherwise.
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methods where the calculation is predominantly carried out in the frequency space
1
Ge(l)= 'I'irrg) dte't "Mt G, (1) : (2.3)
Lot g
In fact, perturbation expansion is also usually performed in the Fourier space. The corresponding
Feynman rules can be read off directly from the Hamiltonian in (E®), and are summarized in
Fig. 2.1.

Figure 2.1: Feynman rules for the Holstein model. The quantijty, is equal to unity if the loop is
fermionic, white being zero otherwise.

Furthermore, the Fourier spaGg (! ) enables us to easily nd the spectral function
1
Ac(1)= =ImG(!); (2.4)

which is closely connected to experiments through ARPES measurements. It is important to emphasize
that throughout this whole thesis, we assume that the electron concentration is vanishingly small
ne! 0. Some important simpli cations arise in this limit, which we now investigate. In fact, we will

see that this limit formally allows us to work in the canonical ensemble, with only a single electron in
the entire system.

2.1.2 One-Particle Green's Function: Simpli cations in the Limit of Vanish-
ingly Small Electron Concentrationng! 0

In the grand canonical ensemble, the limit of vanishingly small concentration can be formally obtained
by setting the chemical potential to be far below the conduction bahdl . This limit gives

rise to some important simpli cations. For example, it turns out that the phononic propagator remains
unrenormalizedq€]. This is easily understood because the creation and annihilation of electron-hole
pairs are responsible for the renormalization of the phononic propagator, and there are no holes in the
limit ng ! 0. As a consequence, the most general self-energy Feynman diagram consists of a single
fermion line, and an arbitrary number of attached phonon propagators. Another simpli cation arising
in the limitng ! Ois that we can formally rede ne the Green's function, as if there is only a single
electron in the whole system. We discuss this further in the following text.

9
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Rede nition of the Green's Function

Starting from Eqg. (2.1), let us expand that expression in the energy basis, i.e., let us use the Lehmann
spectral representation

Ge(t)= i (Dh(Mgir i (hga(t)iy (2.5a)
i (1) X mie K gkt Kt i ﬂx mie K &gkt Kt 7o b
= — je e “tdjni > je “ et oge “jni:  (2.5b)

Herez =Tr e X s the partition function, anfhi is the energy basik jni = K ,jni. This can be
further simpli ed as follows

HOR
Z

. . ' X . .
e Krefrtmijg.1e ™ jni Izﬂ e Kre ®rtmjc 1€ gjni: (2.6)

n n

Gk (t) =

B the previous expression, we introduced the identity operhtarhich we now expand a& =
- Jmihmj, and obtain

(D)X K K Kt oy
Gi(t) = e “rng®r Emitmijg jmihmjc,jni
nym
LXK Kt Y i
—- e ’'e hnjc; jmihmijcjni: (2.7)

n;m

Sincee Kn =g (En ) only the terms whergi has zero electrons and an arbitrary number of
phonons can give a nonzero contributiorGg(t). The second line of Eq2.7) thus has to be zero,
since it containgy jni. We are left with only the rst line of Eq(2.7), which corresponds to the rst
term on the right-hand side of Eq. (2.5a). Hence, we conclude that

i (t) X
Z nym
i (t) X
Z

G (t) = e Knd®n Kmtimnjg jmij 2 (2.8a)

mje * &' e ¥ djni (2.8b)

n

Furthermore, we note that the stafes with zero electrons and an arbitrary number of phonons are
also the only ones that give a contribution to the partition function
X X X 4
Z= mje Kjni= e Kn= e Erg™N: (2.9

n n n

This is seen as a consequence of the faetd¥, which suppresses the contribution of states with a
non-zero number of electrons inthd 1 limit. In the following text, this partition function, with
only the phononic contribution, will sometimes be denote@by

From Eq. (2.8a), we see that the Green's function in Fourier space can be calculated as

i X Z1
Ge(')= =  jhmjcjnij?e K~ dte ¢ *Kn Km). (2.10)
Z . 0
n;m
The corresponding spectral functiédn (! ) = 1ImGy(! ) can be obtained using the following
identity Z .,
dte™ = (x)+ i P%; (2.11)

0

10
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giving X
1 Ly
Ac() = - Kojhmjdjnij? (! + K, Kp): (2.12)
n;m
We note that the stat@si have to contain exactly one electron, for the matrix element in(Ed2)
to be nonzero. Having in mind that the stajes have zero electrons, it follows th&t, K., =
E,. Emn+~.Since~! 1 ,we can ensure that the spectral weigh®A{! ) occurs at nite
frequencies if we rede ne the spectral function at the end of our calculation, using the following
prescriptionAg(! ) ! Ax(! +~). An equivalent way to obtain the same result is to simply change
K I H. The rede ned spectral function now reads as
1 X
A1) = - e Erjmjcjnij? (! + En  Em): (2.13)

nm

The corresponding Green's function on a real-time axis can be directly read off frof@.EQ) by
substitutingK ! H. We note that, since the statgs have zero electrons, we can also substitute
e H1 e He Hence

i (t) X

P n

G(!) = mje Hedttge Mt djni = i () t)ito; (2.14)

whereg (t) is now given byg (t) = e€Ht g.e M, while h::it.o denotes the thermal average over the
states with no electrons and an arbitrary number of phonons

Snmje FeTxini
,mje He=Tjnj °

hxi T.0 = (215)

We see that with these new de nitions of Green's (and spectral) function, itis as if there is only a single
electron in the system. When using these de nitions, we will say that we are working in a canonical
ensemble. In the remainder of this thesis, depending on the problem, we will often switch back and
forth between the canonical and grand canonical ensemble, but we will always take into account the
prescriptiolAc(! ) ! Ax(! ~) thatis needed to relate these two.

2.2 Weak Coupling Regime: Migdal Approximation

As we already illustrated in Fig. 1.1, the Holstein model possesses quite a few parameter regimes. In
general, nding a universal method that gives reliable results in all of these regimes is a challenging
task. This is one of the goals of this thesis. However, the aim of this chapter is to get familiar with
some already known results, originally derived by Migd#d][ which will help us to build an intuition

and a foundation upon which other approaches will be based on.

Here, we explore the weak coupling limit of the Holstein model. In this case, a perturbative
approach is possible. f is very small, it is suf cient to take into account only the lowest-order
Feynman diagram of the self-energy. This is known adMigegal approximation(MA) [55]. In the
grand canonical ensemble, the corresponding self-energy can be expressed as

k(' n) = (2.16)

. . — ; 2.17
N Ity ig kq('n)2 !(2) ( )
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where = "¢~ The sum over Matsubara frequencies can be performed using the well-known
formula: X X
1
= F(@ )= Req W(z)F(2)] (2.18)
n poles of F

wherel(z) = ez—ll is the Bose function. In our case:

1 2! 1 1 1
F(z) = - 5 02: -
ln z k qZ e z hpn+t g Z 'Yo z+!ly
Thus, Eqg. (2.17) simpli es to:
Gy X b(! o) b( !o)

k('- n)_ N ; + i
N . o I n+ kg o hnt+ kg
g_2X b(i! n k q) b(l' n k q)

The last expression can be further simpli ed if we use the following properties

b( 'o)= 1 K(!o); (2.19a)
b(i' n k)= f( kg = 1+f(«k q); (2.19Db)
where we introduced the Fermi functibiz) = ﬁ and take into account that we are working in
the limit of vanishing electron concentratien 1, in which casd ( x 4) 0. Hence
: g X Npn + 1 Nph
)= — . + - ; 2.2
e T (2.20)

q

where we introduced,, = (! o). We note that the right-hand side of the above expression is actually
independent ok. This is because the summation oggpermits us to use a substitutign k Q.
Furthermore, if we perform the Wick rotatioh, ! ! + i0", and use a prescription from Sec. 2.1.2

to formally switch to the canonical ensemble (i.e., the formalism when there is only a single electron
in the system), the self-energy acquires the following form

g° X
(I):W | n | +'0++| "o +'+
q L q ot | : q L) 10

(2.21)

By using the density of stateg"), we can get rid of the summation over the momenta, and rewrite
the self-energy in the following forn

z Npn +1 n
1Yy = 2 " ph ph
(D=0 & = e " T o

): (2.22)

In Part. 1l of this thesis, we will see that the integrals of this type are quite relevant for a variety of
methods. These will be studied in Secs. 1.8.2 and 1.8.3 of Part Il. In particular, both of the terms in
Eq.(2.22)are a special case of the much more general integral ii1Ee)of Part Il. Since Sec. 1.8.2

in Part Il can be read independently of the other sections, we will not repeat the derivation of the
solution and just use the end result. In the case of a 1D system with only the nearest neighbor hopping,

we can use the solution in E@L.108)of Part Il, where we should substituBe = % and
B = % for the rst and the second term in Eq. (2.22), respectively.

3We set the volume of the unit cell to

12
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Remark 1. Expressions in Eq1.106)of Part Il can also be used as a solution of the integral we are
examining. However, then we always need to take into account the@&rrm contrast, Eq(1.108)

in Part Il permits the0" term to be dropped. This is why the latter form of the solution is much more
convenient for numerical implementations.

We note that the solution we obtained for! ) can also be written in a more compact form

()= F(npn +1)S( o)+ &Pnpn S(! + ! o); (2.23)
whereS(! ) is determined by the following set of relations
S(H)y=('?% 4 ¥ for 1> O (2.24)
ReS( ')= ReS(!); for 1> 0O (2.25)
ImS( ')=Im S(!); for 1> O (2.26)

Remark 2. The self-energy within the Migdal approximation can also be calculated in the 2D case.
However, the analytic solution is not necessarily attainable on a general lattice. The dif culty lies
in the calculation of the real part of ! ). In contrast,Im ( ! ) can always be expressed in terms of
the noninteracting density of states. This is easily seen fronfZE2R), since the Plemelj-Sokhotski
theorem 1 1

T 0 P; i (x): (2.27)

directly implies that
Im( )= g*nm+1) (' 'o) g% (! +1!o): (2.28)

2.3 Atomic Limit

The atomic limit corresponds to a regime where the atomic sites are completely decouplgdsiCe.,
As a result, we can concentrate on just a single site, meaning that the relevant Hamiltonian reads as

H= gcdc@+ a)+ ! @da: (2.29)

In this case, is is known that this Hamiltonian can be diagonalized by using a unitary, Lang-Fisrov
transformation [1, 38]

g

L Ye(a &) S

U= e e’>; where S dc(a @): (2.30)

To explicitly check this, let us rst investigate how does this unitary transformation affaat a.
Using the Baker—Campbell-Hausdorff theorem, we see that

Sce S = o[+ SISISi]+ LSS+ o (2.31)
Each of these terms is calculated straightforwardly
[S;d = —gcfc(!ao ay);c = %(a a)f ¢’ cge = %(a a’)c
2
[S;[S:d] = (‘J,—C/C(a &), ,g(a a)c = M c
Yo ' 0 -0
y n

[S;[S; :{:Z:[S;qy: g(al—oa) C: (2.32)

n times
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2.3 - Atomic Limit

Hence, we obtain
eSce S =exp 'g(a a) c: (2.33)
‘0

For a, the analysis is even simpler

Sae 5= a+[Sid+ S[SI[Sidl+ L[SISiSil+

¢4 (¢4
[S1a] = u:[a aY; a] = u:
Mo Mo
[S:[S;a] =0; (2.34)
giving
d
eae = a+ g'_c: (2.35)
0
Therefore, the Hamiltonian is transformed as
eSHe S= ge’de Se’ce S e*ale S+ eae S + | jea’e SeSae S
0 0
+ 1, ay + g_dlc a+ g_d’C
'o 'o
g’dc
=1 2'a ; (2.36)

lo '
where we used the fact thé&t’c)? = ¢’c. As we see, the Hamiltonian has been diagonalized. Its
ground-state energy can be directly read-off, and is given by

Ep= —: (2.37)

One can now proceed with the calculation of the Green's function. This is actually not completely
trivial, even though the Hamiltonian has been diagonalized, due to the faeftdwf andeSae

do not commute with each other. Nevertheless, this calculation is possible to perform completely
analytically using the Feynman disentangling of operators [1], and the result reads as

DS na 2 1
G(I ) _ . for T =0; (2383)
L n! I n! 0 Ep+ i0
p
- p In 2 ° nph(nph + 1) (2npn +1) 24nto f T60 2.38b
= ° K :
") n=1 ! n!' o Ep+i0+ © ’ > | “ )

Here,npn = (€°°T 1) 1, whilel, are the modi ed Bessel functions of the rst kind. At=0, we
see that the spectrdmonsists of the polaron (ground state) delta pedk atE, which is the lowest
energy peak, and a series of delta functions at a distapé®m each other. Additionally, at nite
temperatures, more delta peaks emerge even below the polaron peak.

“The spectrunA(! ) = 1ImG(! ) is most easily obtained using Eq. (2.27).
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2.4 - Spectral Sum Rules

2.4 Spectral Sum Rules

Thenth spectral sum rule is de ned as follows
z 1
M (k) = dlA (M) (2.39)
1
In principle, knowing all the sum rules is equivalent to knowing the exact spectral function. Therefore,
an important characteristic of a given method is its ability to correctly reproduce the spectral sum rules.
However, as discussed by Re83], it is much more important for a method to satisfy all the sum rules
with decent accuracy, than to be able to reproduce only the rst few of them exactly. Nevertheless,
even the rst few sum rules can give an important insight. In Part Il of this thesis, we will use these to
show that the so-called cumulant expansion method is not exact in the high-temperature limit.
Within the Holstein mode, it turns out that the arbitrary sum rule can be calculated analytically. One
of the ways to do this is using the equation of motion technique, which we brie y review following
along the line of Ref [57]. To apply this technique, we rst notice that Eq. (2.39) can be rewritten as

d " =
M n(k) = ia dle "A() (2.40)
L tt 0
Using Eq. (2.13), we obtain
. d n 1 X E . . . . . . It(E E )
M (k) = |d— v e " "mjcgjmihmjc jnie "(&m En
t nm tt 0
_od M1 Xty d " o
= ig 7 e je™ cce Mt jmihmjc,jni = g he ()i @ (2.41)
n;m t! 0 tr 0

As a consequence of the Heisenberg equation of m@ﬂew i[ce; H], the above expression can
be cast into a following form

* +
M (k) = F::[[Ck;H!z'H]:::;ch{ ; (2.42)

n times T

Within the Holstein model, this can be evaluated for arbitrafy67]. Although cumbersome, this
calculation is completely straightforward. The end resultOfor n 8 are listed in Sec. 2.3 of
Part I.
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Single particle properties
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Dynamical Mean-Field Theory

1.1 Introduction

The DMFT is a simple non-perturbative technique that has emerged as a method of choice for the
studies of the Mott physics within the Hubbard modi8,[58]. It was developed in the early 1990's

[58] and has since signi cantly contributed to our understanding of the systems with strong electronic
correlations $3]. This method fully takes into account local quantum uctuations and it becomes
exact in the limit of in nite coordination number (i.e., the limit of in nite dimensiod¢ 1 ), when

the correlations become completely local, meaning that the self-er{efgybecomek-independent.

It is approximate in the case of nite-dimensional systems, but its predictions are often reliable in 3D,
where the coordination number is already quite large, su¢h as6 in the case of a simple cubic
lattice, orZ = 12 in the case of a face-centered cubic lattice.

It turns out that the DMFT can also be applied to the Holstein mdulettly on the real frequency
axis[56], completely avoiding the use of numerically unstable analytical continuation. It was soon
recognized’$9, 60] that the DMFT gives qualitatively correct spectral functions and conductivity for
the 3D Holstein model. Lowering the number of dimensions of the system increases the importance
of non-local correlations. Thus, one might expect that the DMFT solution would not be as accurate
in lower-dimensional systems, particularly in 1D. However, this was never explicitly checked, and
only the DMFT solution for the Bethe lattice was used in comparisons with the numerically exact
results for the ground state properties in one dimensi@n gl]. The quantitative agreement was
rather poor suggesting that the DMFT cannot provide a realistic description of the low-dimensional
Holstein model due to the importance of nonlocal correlati®®% 43, 61]. It turns out that this is
actually a misconception. The FTLM results from Réf[showed that the self-energy has only small
k dependence in the 1D Holstein model, for the regime when the electron-phonon coupling strength is
comparable to the phonon frequency and the hopping parameter. Guided by this indication, we applied
the DMFT in the case of a Holstein model for the nite-dimensional hypercubic latiegg We
solved the numerical instabilities that emerged, constructed a highly ef cient numerical scheme, gave
a comprehensive analysis of this method, and thus explicitly demonstrated that the DMFT can in fact
give an accurate description of the single particle properties of the Holstein model in 1D. Having in
mind that 1D is the least favorable case for the DMFT since the non-local correlations are the strongest,
it is expected that reliable predictions of this method will persistrignumber of dimensions as well.

In the subsequent sections of this chapter, we present a detailed review of the dynamical mean- eld
theory, following Refs. [58, 63] and references therein.
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Figure 1.1: (a) Our original Holstein lattice problem. Blue and green balls represent lattice sites and
electrons, respectively. Phonons are represented as little waves on blue balls. (ko) i thelimit

we can focus on just one single site, regarding everything else as an electron reservaoir. In this limit the
problem is fully characterized using only the local Green's funcGgnand local self-energy i . (c)
Inthed!1 limit the problem can be fully mapped to the impurity problem. The gure shows one
possible scenario of the impurity's time evolution. Since the impurity problem is characterized by the
impurity Green's functiorGin, and impurity self-energy in,, the mapping is realized by equating

Gi = Gimp and i = imp.

1.2 Getting to Know DMFT: An Intuitive Approach

Before giving a formal derivation of the DMFT equations in the subsequent sections, let us rst try
to understand the foundational concepts using a less rigorous appr8awte DMFT is, as noted in

Sec. 1.1, exact wheah! 1 , this limit will be used to motivate the main ideas behind this method.
Let us start with the nite-dimensional Holstein lattice problem on a hypercubic lattice, shown in
Fig. 1.1(a). Since all lattice sites are equivalent, let us focus on one arbitrary lattice site, which we
call theimpurity. One could now ask themselves, how does the impurity perceive its surroundings?
In 1D, 2D, and 3D cases, it sees a discrete set of sites with a nite nurBtheof(nearest neighbors.
However, if we keep increasing the number of dimensions, the impurity's surroundings starts to acquire

1This is also a convenient place to introduce the terminology that is standardly used.
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a structureless form, which we call the (electraegervoir Thus, it is intuitively cleat that in the limit
d!1 , ouroriginal Holstein lattice problem is equivalent (i.e., reduces to) an effective single-site
problem, called the (Holstein-Andersam)purity problem; see Fig. 1.1(b). This is simpler than the
original problem, but much more sophisticated than the regular mean- eld theory which reduces the
original problem to a single-particle problem. In fact, the dynamics of the impurity problem is quite
rich, and is illustrated in Fig. 1.1(c). We see that the electrons can hop back and forth between the
impurity and the reservoir, and this dynamics can be described by introducing the sovitaltsd
eld Go(!), playing the role of the dynamical (i.e., frequency-dependent) mean- eld. Furthermore,
the impurity site can also accompany an arbitrary number of phonons, where the phonon frequency
and electron-phonon coupling strength remain the same as in the lattice formulation of the problem,
shown in panel 1.1(a).

The electron-phonon interaction on the impurity site is not taken into accouagy), which can
thus be interpreted as a free propagator. The complete description of the impurity problem, therefore,
requires the introduction of another quantity: the full (or interacting) Green's funGigg(! ), which
(in the time domain) represents the probability amplitude that the electron will stay at the impurity
site. The interpretation dbo(! ) andGin, (! ) as the free and interacting Green's function suggests
that we could also de ne the impurity self-energy using the Dyson equation

mp(1)= Go™(!) G (1): (2.1)

Although this seems unnecessary at this point, this enables us to connect the lattice problem from
panel 1.1(a) to the impurity problem from panels 1.1(b) and 1.1(c). To accomplish this, it is natural to
require that i, (! ) andGimp (! ) coincide with the corresponding quantitites from the original lattice
problem ;i (!) andG; (! ) respectively. This allows us to make the notation simpler in the following
text by dropping the subscripts and simply writing

mp(1) = i (M)=(1); Gmp(!) = Gi(t)= G(!) (1.2)

While all of this will be mathematically justi ed in the sections to come, it is important to note that
none of this would be possible if the electron-phonon interaction was not local, meaning that all
creation and annihilation operators of the interaction terms have to correspond to the same lattice
site. Otherwise, there would be some more complicated interaction between the impurity site and the
rest of the lattice, so we could not describe the full dynamics using only the two quantities which are
connected via the Dyson equation: the self-energy (describing the interaction on the impurity
site) and the Weiss elds, (describing the hopping, i.e., hybridization between the impurity and the
rest of the system).

We have now successfully rewritten our original lattice problem as an impurity problem. However,
two questions arise:

1. The Weiss eldGy(! ) is still unknown. How can we calculate this quantity?

2. OnceGy(! ) is known, how can we solve the impurity problem? Stated differently, how is the
self-energy( ! ) calculated in the impurity problem &q(! ) is given?

2Although we give a rigorous proof of all of these statements in the following sections, this statement becomes much
more apparent if we note that the self-energy becomes loc@l ) = i (! ) i; inthelimitd!1 . This will be proved
in Sec. 1.4djsing the skeleton expansion of the self-energy and the fact that it features the Green's functions that scale as
Gj.j, ! 1= Zj,j,, whereZj,;, represents the number of sijgswhich are equivalent to sifg. This scaling can be seen
as a consequence of the fact tlegt;, is interpreted as the probability amplitude for a particle to hop from between sites
j1andj,.
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Starting with the second question, it turns out that the impurity problem can actually be solved com-

pletely analytically in terms of the continued fraction expansion. These can also be expressed as
recursion relations which are much more convenient for numerical implementations. The derivation

will be presented in Sec. 1.9, but for now we just list the results:

(1)=Gy'(t) G () (1.3a)
G(1)= io Golg!l) eA(O);)‘; : ;L)(! S (L.3b)
AP (1) = o +(p(:1) !pl?z AT (1.3c)
BP(!) = 6. Eg:l‘;jol))nggpﬂ)(! ) (1.3d)
AM1y=0; B)(1)=0: (1.3e)

Eq.(1.3)is known as thémpurity solver it takesGo(! ) as an input, and provides ! ) as an output. To
use it, we rst need to calculate the quantitifée&?) andB?, which are determined recursively, starting
from (1.3e)and going back t¢1.3d)and(1.3c) Then,G(! ) is calculated usingl.3b) which enables
us to use Dyson Ed1.3a)to obtain ( ! ). ForT = 0 the equations simplify and the self-energy can
be written as

(1)=BP): (1.4)

Rewriting it as a continued fractiovkﬁo)(! ) represents just a nite fraction that takes into account
the emission of phonons, whi® (! ) is an in nite continued fraction, which takes into account the
absorption of phonons.
Let us now go back to the rst question. The Weiss &Bj(! ), and thus the self-energy ! )
can be determined using the self-consistency loop, as shown in Fig. 1.2. We start by using some
initial guess forGy, and calculate( ! ) using the impurity solver. Then, we calculate the full Green's
functionG(! ) using
X Z, wy g
G)=Gi)= o Qe

T T LTy o)

whereN is the number of lattice site5y is the noninteracting dispersion relation, ar{ti) is the
noninteracting density of states. Then, the Weiss eld in the next interaGigéty(! ) can be calculated
via the Dyson equation. Now, we check whether

iGo™(")  Go(1)j <"tals (1.6)

where" o is a xed predetermined value of tolerance which is typically somewhere argynd 10 #

or smaller. If Eq(1.6)is satis ed, the DMFT loop terminates and G, andG are found. Otherwise,

Gp®" is used in the impurity solver and the procedure is repeated until convergence is reached.
We note that the density of state@') in Eq. (1.5)is the only place where the lattice type comes

into play. Hence, even though the DMFT equations were formally derived in thediinit , the

algorithm in Fig. 1.2 can also be used in nite-dimensional case, with appropriately chf9e®f

course, DMFT should then be regarded as an approximate method.
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Figure 1.2: Visualization of the DMFT algorithm which connecGy(! ), (!') andG(! ) self-
consistently. The self-energy ! ) takes into account all many-body effects on the impurity site,
whereas5q(! ) is the "free" impurity propagator which incorporates the effects of all other §3gs)

Is the local Green's function.

It should also be mentioned that EG.5) admits an exact solution in 1D and 2D square lattices with
nearest neighbour hopping (see Sec. 1.8):

1 i
G°(1)=Re Gt i Im—p— (1.7)
203B(1) 1 gl 2tea 1 B(1)?
K -2
20 \ = B() .
G(!) Bty (1.8)

_ P
“?d= 1 KkZsin® isthe complete elliptic integral of the rst kind, while
B(')=(! (1))=2to: (2.9)

In the rest of this chapter, we present a detailed derivation of the DMFT equations. We start by
discussing the limit ! 1

whereK (k) 0
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1.3 Renormalization of the Physical Quantities in the Limit of
In nite Number of Dimensions d! 1

Building upon the heuristic treatment from Secs. 1.1 and 1.2, we now present a more formal analysis
of the limitd ! 1 [58, 63, 64]. To begin with, it is important to note that this limit cannot be
performed completely straightforwardly. Otherwise, as we will see, the kinetic energy might become
in nitely larger than the potential energy, making this limit trivial. El;o_avoid this, we will show that it

is necessary to renormalize the hopping parameter as fotlpivsto= 2d. This will turn out to have

direct consequences on the scaling of the Green's functions (with resp¢ctirad most importantly

on the self-energy which ultimately proves to be momentum-independentdhlthe limit.

1.3.1 Renormalization of the Hopping Parameter in the Limitd ! 1

Before starting our analysis it is important to point out that all energy quantities need to be normalized
with respect to the number of lattice sites (or volume) and the concentration of charge aasriers

in order to make them nite. This is not a property of tde 1  limit, and needs to be done in

the nite-dimensional case as well. The normalization with respect to the concentration of charge
carriers is necessary since we are working in the limit when the chemical potésitidl 1 . In

the following text, we will make our phrasing concise by simply using the term (kinetic or potential)
energy, assuming that the given quantity is normalized appropriately.

Let us now determine the scaling of potential and kinetic energy with respett3mce the
electron-phonon interaction is local in the Holstein model, we see that the potential energy scales as
O(d°). However, the electron kinetic part is different. The corresponding noninteracting kinetic energy
can be written as R, \

Ewin _ g d'le (1)

Nn. ; dle ' 1)

(1.10)

where (!) is the density of states, which in the case of hypercubic lattickdimensions can be

expressed as follows
!

1 X 1 X xd
()= = (! "= = I +2tg cosk;
N N .
k k jTl
Z, Z, dk xd '
= I+ 2t coski ; (1.11)
o o () S

. . . - P .
where we used that the noninteracting dispersidn s 2tg jd:1 cosk; . Let us now interprek; as
a random variable with a probability distributiggk;) = zl Then,"¢ can be written as a sum

xd
=Y (1.12)
j=1
whereY; = 2ty cosk; are also random variables, while Eq. (1.11) can be is the expectation value
* |+
xd
)= ! Y, (1.13)

j=1

3In the case when the chemical potential is nite, the normalization with respegtigunnecessary.

24



P
which can be interpreted as the expectation value of the random vatialste jd:1 Y;. Hence,
according to the central limit theorerdq], in the limitd ! 1 , the density of states becomes a
Gaussian

)2
()= p—e i7; (1.14)
where the variance is determined by
Z2 dk
2=d Y? =4dt} 2—co§k=2dtg: (1.15)

0

Plugging all of this back into Eq1.10) we see that the kinetic energy, in the limit of in nite number

of dimensions, becomes .,

Exin ez 9
= = : 1.16
Nne o3 (10
We conclude that, in order to make the kinetic energy scale the same way as the potentiaDgd&rgy
and in order keep the Gaussian variance nite, we need to renormalize the hopping parameter

to
to ! —: 1.17
0 PE ( )

or equivalently to introduce a parametethat is nite by de nition and equal ta = 2dt3.

1.3.2 Renormalization of the Green's Function in the Limitd ! 1

Let us now inspect what are the consequences of the sd‘zv;lihgl:IO d on the Green's functions

G;j (! ). Before we start, we note that in this section we will consider that the chemical potential is

a large, but nite, negative number (insteadeft 1 ). For all our purposes, this is physically
equivalent, but makes the analysis somewhat easier since the energy now only needs to be normalized
with respect to the number of lattice sites, and not with respect to the charge carrier concentration. We
could have also done this in the previous section, in whictbc_ase we would concludg;thdt is

nite if we renormalize the hopping parameter such that 1= d.

1.3.2.1 Renormalization ofG; (! ) wheni andj are Nearest Neighbours

The kinetic energy can be written as

X X X X
Ekin = to I'[:IYCJI = ito Gij (t 10 ); (118)
i j2 i j2.

where ; denotes the sites that are nearest neighbours to.sg8mce the system is translationally
invariant, we conclude th&; = G;; j;, implying that the sum ovarin Eq. (1.18)actually contains
N identical terms. Thus, we conclude that
Exn _ .. X
N'” =itg Gy j(t! 0): (1.19)
i2

1 P
Since the left hand side scales@&d®), tg is scaled a©(d 2), and the sum i2 , scales a®)(d),

we deduce that 1
Gij / p—a; (1.20)

in the case whenhandj are nearest neighbours.
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1.3.2.2 Renormalization ofG; (! ) in the Case of Arbitrary i and |

We rst note that the scaling of Green's function with respeatl ®hould not depend on the strength
of electron-phonon coupling or the temperature. Hence, the scali@j afan be determined by
inspecting the free propagatorat= 0, which can be written as a resolvent [63]
D E
.1
(1Y) = [ .
G'J ( ) I 11 f\J ’

wherel is the identity matrix, andtis the hopping matrik The scaling of the Green's functid®;
with respect tal is thus solely a consequence of its functional dependentg dinerefore, one of the
ways to proceed is to calculate the leading terms, with respegt &b the co-factors and determinant
ofthe matrix! 1  f. The ratio of these two quantities represents the leading term ¢fLE2{) These
are most easily calculated using

(1.21)

a1 a2z 13 ais

dy1 A2 QApz Axg Il X

Qg1 8z azz Az il = sign( )ar a2 a3 @yas @, (1.22)
Au1 Q42 43 g

where we sum over all possible permutationsJsing this, we get
Gy / d 2R Rik; (1.23)

wherekR  R% denotes the so-called Manhattan distance. It is de ned by

xd
kR R%= jrR, RY: (1.24)

r=1

This result could have been expected since it is in line with our physical intuition: since the hopping
part of the Hamiltonian connects only the nearest neighbors, the particlekieed® ; k hops in order
to get from site to sitej . Due to the fact that the Green'slgu_nction between nearest neighbors scales
asl= d(see Eq(1.20), we could anticipate tha®; / (1= d)*R' Rik However, it is important to
note that we cannots&; ! O, eveninthe strictlimid! 1 . Thisis because, althoudh; gives
in nitely small contribution, there are in nitely many paths that an electron can take. Thus, the overall
contribution can be nite.

Our next task is to see what kind of implications does the scaling law of Green's function has on
the self-energy.

1.4 Self-energy in the Limit of an In nite Number of Dimensions

The self-energy can be written as a sum of one-patrticle irreducible Feynman diagrams, as shown in
the rst row of Fig. 1.3. Since the Green's functions are scaled as i(Eg3) it is expected that
this will have direct consequences on the self-energy: in fact, it turns out that the self-energy is local
i ()= () i.Inotherwords, the self-energy is momentum independent in the Fourier space
k(!)= ( !). This was originally proved by Metzner and D. Vollhardt. Here, we review the proof
of that statement.
In the rst row of Fig. 1.3, the self-energy is written as a functional of the free propadayj].
It is also possible to express it as functional of the interacting propadajr by replacing the solid

“Hopping matrix looks the same as the Hamiltonian matrix if wegdet 0O and! o ! 0.
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Figure 1.3: Feynman diagrams for the self-energy.

lines (noninteracting propagators) with double solid lines (interacting propagators), and omitting the
diagrams that have the self-energy insertions (for example, see Fig.1.4(a)) in order to avoid double
counting of the diagrams. As a result, we get the so-caledleton expansionvhich is shown in

the second row of Fig. 1.3. In Fig. 1.4 we show some diagrams that are omitted in the skeleton

Figure 1.4: Examples of diagrams that are not included in the skeleton expansion of the self-energy.
Panel (a) is not included as the fermion line has self-energy insertion. Panels (b) and (c) do not
contribute in the limit of vanishing electron concentration, which is the case we are considering.
Otherwise, these diagrams would be included. The diagram in panel (d) is not contributing in the limit

of vanishing electron concentration, and in addition, it also has a self-energy insertion.

expansion, either due to the self-energy insertions or due to the fact that they do not contribute in
the limit of vanishing electron concentration. We note that the derivation that we present (about the
k-independence of the self-energy) will also work in the case when the electron concentration is nite,
l.e., in the case when the diagrams in Figs. 1.4(b)— 1.4(c) would be included.

To proceed, we rst prove that every two vertices of the self-energy skeleton diagrams have to be
connected by at least three distinct paths. We will prove this by contradiction. Suppose that there exist
two vertices andj (see panel 1.5(a)), in the skeleton expansion of the self-energy, that are connected
by two or less distinct paths. We immediately see that a path between these necessarily has to exist,
in order for the diagram to be connected; see Fig. 1.5(b). In fact, there also needs to be a second path
between andj . Otherwise, the diagram would not be one-particle irreducible. All three possibilities
in which two paths can connecandj are shown in Figs. 1.5(%1.5(g). Now, we need to establish
what happens to the rest of the fermion lines that are not connected to anything. From the form of
the bare electron-phonon vertex, we see that each fermion line is connected to either a vertex or to an
ingoing/outgoing line. Thus, two fermion lines from Figs. 1,9{t.5(g) have to be connected to an
ingoing/outgoing line (there is only one ingoing and one outgoing line), while other two are somehow
connected. As we supposed that there is no third path that connanty , Figs. 1.5(d)-1.5(d,)
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Figure 1.5: Visual proof that every two vertices (here denoted landj ) have to be connected by
at least three distinct paths (the blue dotted line denotes one distinct path, which does not have to go
directly fromi toj, and may traverse intermediate vertices in between.).

illustrate all forms that a diagram might assume. However, each of these diagrams has a self-energy
insertion see Figs. 1.5(p1.5(g). Hence, these are not skeleton diagrams, which is a contradiction.
We conclude that the assumption must have been false, which means that there are at least three distinct
paths between each two vertices of the self-energy skeleton diagrams.

Let us now choose arbitrary vertéexand keep it xed. Then, for every other internal veriex
we need to take into account at least three distinct paths betvwaged]j , and the summation over
The siteg, and thus the summation ovjercan be divided into classes, such that each class consists
of mutually equivalent sites. In each of these claskRs, Rk is constant. Thus, the contribution

of propagators, going fromto j is of the order ofO(d 2*Ri Rik) or less if we pass through some
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additional sites betweenandj (see Eq(1.23)). Furthermore, the contribution of the sum over the
class we are considering can be at most of the ordéx(df?i Ri¥). The overall contribution for 6 j

is thus of the order 0®(d zRi Rik), or less, while it is of the order @ (d°) fori = j. From here,

we can deduce that all propagators in the skeleton expansion of the self-energy are local propagators
Gii (! ). As a consequence, we do not have to worry about the conservation of momentum at the vertices.
Furthermore, we can also see that the self-energy is diagonal in coordinate representétipr

i (') ij,1.e., momentum independent in Fourier spag€! ) = ( ! ). This can be further con rmed
from the de nition of Fourier transform, using the translational invariangg(! ) = ; ;(!)
X
()= ¥ (1.25)

j
As before, we can break the sum into the sum over different classes, and a sum within each class. Then,
i (1) scalesa®(d 2kR; k), as there are at least three paths betwee@sitelj . Furthermore, the sum
over the elements of one class scale®©&d?i¥). Hence, only the terrn = 0 gives a nonvanishing
contribution in the limitd ! 1, proving that the self-energy is indeed local.

Our next step is to prove that the Holstein lattice model can be mapped onto the impurity problem,
in the limitd ! 1 . Before we do that, let us rst reduce the number of degrees of freedom by
integrating out the phonons. This way, the rest of the derivation will be completely analogous to the
derivation in the Hubbard model.

1.5 Integrating out the Phononic Degrees of Freedom

The Hamiltonian in Eq(1.2) de nes the Holstein model. Equivalently, we can also switch to the
functional formalism, where the partition function can be written as a path integral over the electronic
and phononic degrees of freedomeof®, wheresS is the action of our theory. As we will see, the
integral over the phononic degrees of freedom can be performed exactly as a consequence of the fact
that the Hamiltoniar{1.2) is linear with respect ta¥ anda. As a result, we get an effective action,
where only the electronic degrees of freedom are left. Now the resulting electron-electron interaction
iIs much more complicated: although still local, it is now time (i.e., frequency) dependent. These
retardation effects are a compensation for the phohdtevertheless, we will see that we can still
perform an exact mapping to the impurity problem in the lichitl . This is a consequence of the
fact that DMFT can capture temporal correlations exactly, while spatial correlations are neglected.
Let us now be more mathematically formal. Lebe phononic eld, and Grasmann electron
eld. Then, the partition function can be written as follows [66, 67]

Z Z
Z= D[; ] D[; Jexp Sal; 1 Senl; 1 Sepnlis ;3 1; (1.26)
where
z #
X @
Sel; 1= d () @ i)+ Ha(s ) (1.27a)
0 .
z "y #
X @
Senl; 1= d iOg 1O+ Ha(G ) (1.27b)
z j
Sel pnl: 7 3 1= dHe pnl;: 3 It (1.27¢)

0

5The analogous situation happens in a more familiar example of electrodynamics.
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Ha(; ),Hpn(; ),andHe pn[;; ; ]aregiven b§Eq.(1.2), after we perform the substitution

c! (),! (),a! (),anda¥! (), which works both in the coordinate and Fourier
space. Let us write these out explicitly:
X X
He = to i) O+ 50)0) = M k() kO (1.282)
hij i k
X X
Hph = !o i( ) i()="1o k() «C ) (1.28b)

k

X
Hel ph = 0 i) C) )+ ()

g X
= pﬁ kegq( ) k() o )+ q()
k.q
g X
= o na() GO+ W) (1.28¢)
g
P . . .
whereng = |, « «k+q iSthe Fourier transform af; = ; ;. Let us now rewrite Eq. (1.26) as
Z
Zz= D[; le%>l1 D[; lexp Swml: 1 Sapl:;: ; 1: (1.29)
| {z }
Z1
If we integrate over and , we can introducé,; such thaZ, = const e Sil: 1 and the whole
partition function can be written as
Z Z
Z=const D[; JeSl leSli 1 const D[; JeS U I (1.30)
Here, we introduced the so-called effective actore [ !, where the phononic degrees of freedom

have been integrated out. Calculating this quantity is the main task of this section.
To do so, we rst perform the Fourier transform of the eld operators from the imaginary time
to the Matsubara frequency space, in order to get rid of the derivative with respeict Ex. (1.27)

z

1 i 1 X i
a:n = P= d q( )e " q( ): P= q;ne " (1-313-)
0 n
1 Z ) 1 X .
gn=P= d q()&"; al )= P= qn€ " " (1.31b)

0 n

where , = 2nT and!, = (2n+ 1) T are the bosonic and fermionic Matsubara frequencies
respectively. Sinca  consists of two fermionic operators, it is a bosonic operator. Hence:

1 X .
Nngl)=pP= nNgne'"; (1.32a)
1 4 : 14 X .
Ngn=P=  dn ()€ =p= d gl ) k()€ (1.32b)
0 0

k

SWe note that Eq(1.2)is written in the 1D case, while now we need to work in théimensional case. This is only
re ected inHg, which in this case reads &k = tg hij i c}’cj +H:.c. = i i qu , Wheretj = to if i andj
are nearest neighbours, while otherwise bejng 0.
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Now, plugging Eqgs(1.32) (1.31)into Eq.(1.28) and all of this into Eq(1.27) we see thaZ ; from
Eq. (1.30) can be straightforwardly calculated as follows

Z C 5 | g X )
Zq,= D[; J]exp gn(lo 1 n) gnt P= Ngn g nt qn - (1.33)
a;n N g;n

P— o _— :
The factorg= N multiplies two terms: let us make the substitutoh  ninthe rst of those terms

and a substitutioq ! g in the second of those terms
z C | g X )
Z,= DI[; J]exp gn(lo 1 n) gnt P= N g n gntNgn gn - (1.34)
a;n N g;n

This is now a standard Gaussian integral that is calculated as follows

Z
1
D[v;v]e VAV*W*wW® = v e, (1.35)
ThusZ ; reduces to
( )
qn ! 0 I n ( N qn ! O I n )
Y 1 #?X 1o
S P N Tge gt e e (136)
g;n -’ 0 n g;n n

P .
where the last equality is obtained using the fact that, =N q; nNg:;n is vanishing. This is seen
. Lo N . .
as a consequence of the fact that the expression under the summation is an odd fumctiéenue,
we nally obtain an expression fd8, from Eq. (1.30)

Sel:; 1=Sal; 1+Si[; ]=Sal; 1 InZy
gZX | X

=Sals 1 |2'+° N g onNgn*+ IN(lo i) (1.37)
qn 0 n g;n

The rst and the last term represent the free electron and the free phonon action respectively, while
the middle term represents the effective electron-electron interaction. Since we are interested in the
electron Green's function, the free phonon action is unimportant, and will hence be dropped in the
further analysis.
Let us now concentrate on the effective electron-electron interaction
2 X 1
Sgl el[; ]: gW | c2)-+0 2n a nNgn' (138)

an -’ n

If we go back to the domain, we can explicitly see the retarded nature of effective electron-electron
interaction
Z
@X 1, 1 X .
W I g+ r%p_— o d 1 k1 q( l) k1( 1)el !
1 © X .
p—_ d 2 k2+q( 2) k2( 2)e o 2 (139)

0 Ko

Sgl el[ : ] —




If we now recall that the phonon propagator reads as

D E
Do 9 T ag()+aq() a9+ a9

1X 2 SV
= — — e ' D ; 1.40
then Eq. (1.39) can be straightforwardly transformed to
el el 92 z z X
Se °Ls ]:m ; do . di D(2 1) k+q(2) ki a( 1) k(1) k(2): (1.41)
g;k1k2

If we now also go back from the momentum to coordinate space, the \Baolean be written as

z (g @ X
Se[; 1= d i() @ () to i()0)+ 50)40)
0 j i i
7 )
9 X
vy dD( 9 PO 509 50) (1.42)

j
In order to see how this effective action is connected to the impurity problem, we use the so-called
cavity method.

1.6 Cavity Method

1.6.1 Overview

In this section, we start analyzing how is our original lattice problem connected to the impurity
problem, and how the exact mapping can be performed in thedilt . To do this, we start from

the effective action in Eq(1.42) (see Fig. 1.6(a)) and separate the contribution from one arbitrary
site (see Fig. 1.6(c)), its connection to the other sites (see Fig. 1.6(d)), and the rest of the lattice
(see Fig. 1.6(b)). The site we selected plays the role of the impurity site, and everything else will be
integrated over, in the functional formalism. Later, we will show that the resulting action coincides
with the action of the impurity problem in the limit! 1 . This approach is known as tlcavity
method Let us now present a more formal, mathematical derivation.

Figure 1.6: lllustration of the cavity method.

’As we discussed, the free phonon part will be dropped.
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1.6.2 Cavity Construction

As we explained above, the effective acti®n can be rewritten as follows

Se =SO+5,+ S; (1.43)
where (
z X X
s@= d i( ) g ~ () ti () ()
0 i60 ij 60
gzz X )
) d D 9 () (9 9 () (1.444a)
0 i60
z o ,Z
S= 4 o) g = o)FG dDC 9 o) ol 9ol ) a()  (Laab)
0 0
Z X Z
S= 0d o i() ol )+ ta o) i() = Od S(): (1.44c)
|- {z }
S()

In order to make the notation somewhat simpler, we introduc8@ ) and alsa;; , that is nonzero
only wheni andj are nearest neighbors, in which case it is equéd.tdlow, we want to integrate over
all jand ;fori 60 in Eqg. (1.30). Itis thus natural to rewrite the partition function as follows
S z Y s® s
Z= D[ o o™ D[ i; ile : (1.45)
i60
While this cannot be calculated analytically in general, it is possible to express it in terms of the
Green's functions. This can be done as follows

Z Z z
| D[ ; JeS? S= | D[ i; ile ¥ exp , d S()
i60 2 |$o )
= D[ i i]e S
i60 ( ~ )
exp d tio j() ol )*tg o) () = (1.46)

i
Using the fact that;o = tg;, and introducing; tjo o, the previous expression becomes
Z Z
Y Y
D[ i; ile . D[ i; ile s
i60 i60
| | (7 X )
exp Od i) O+ 50)0) = (14
i

We derived that the right-hand side of H3.47)is actually a generating functionaq, 68] of a
lattice le_qta a cavity, where; and ; represent the source terms. It is thus possible to immediately

express 4 D[ i) ile s®  Sinterms of the Green's functions. However, we will employ a more
pedestrian approach.
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1.6.3 Expressing the Generating Functional in Terms of the Green's Functions

In general, ifS is the action of the theofythen the Green's functions are de ned as

( 1)nG(n)( 11:2 n nj 2n 2n -+ n+l n+1)
1°Y .
=2 DL e (i (e G ()
1 h i
= _Tr e (H ~'<'\)T‘cl( 1) (),  (ne) i, (2n)
B E
= Te,(D)ie, (), Che)iiid, (2n) (1.48)

In the last two lines, we listed the corresponding expressions in the operator formalism. These can be
used to easily switch between the functional and operator formalisms.
Going back to Eq. (1.47), we can expand the second line in the Taylor series
Z
Y
D[ i; iles” ®
i60 " B
= D[ i; ile = d () ;0)+ 50);0) = (149
0

i60 n=0 = j

If we switched back to the operator fpgaalism, there would be averaging over the eld operators for
i 60, butnotfori =0, duetothe factor ~ ., D[ i; ile 5. Hence, terms with odd in Eq.(1.49)
are necessarily vanishing, as they have odd number of creation/annihilation operators that are averaged
over. Thus
Z
Y D[ i; iles” S
60

—ZYD[']eS“”)4 X Zd Zd 1
= E i Fan ()]
i60 n=0 ji:jon O 0 (2n)!
() Ot G () 50 O ) ()t e Cn) e () (2.50)

In the last line, when we multiply everything out, there 2feterms (note thag2n)! > 22" forn > 1).
However, only terms with an equal number of creation and annihilation operators are nonzero, and
there are only 2n” = (2n)!=(n!)? of these. Furthermore, all of these terms are equal. This can be seen
as a consequence of: i) the fact that bothand  are bosonic (i.e., commuting); ii) the fact that we
sumovel;:::jzn andintegrate over, ::: ., , thus we can always perform arbitrary permutation of
indices. Hence, our expression simpli es as follows

2y ©

D[ +; [Je5" °
réo0
—ZYD[']eS“’)Xlxxzd zdzd Zd
- rror (on\1 1 T n I

r60 n=0 (Zn)!il:::injl:::jn 0 0 0 0

2n PR DR . PR .

a el Ge) wla) o n(e) n(p) o n(R) nCR) it n(y)s (1.51)

8We are here just stating a general de nition of Green's function. This is still not restricted to the case of the lattice
with a cavity.
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We will now move the source termsto the left and rename the indices.::jn ! jn:::j1, such that
we obtain

Z
Y D[ i (Jes” S
réo
Z v S(O)X 1 X X Z Z Z Z
= D[ r r]e (n!)z' S OdT1 OdTn Odrl Od]"n
r60 n=0 i1:in j1:n

()it i (r) jn(]‘n)::: i ( ]‘1) ()it () jn(]‘n)::: i 1‘1): (1.52)

Then = 0 term is just the partition function for the lattice with a cavity
z Y ©)
yAREE D[ i: ile 5: (1.53)
i60

If we separate this term, Eg. (1.52) becomes

Z
Y
D[ ,; (Jes” ¢
r60
o o 1 X X Z Z Z Z
=Z0+Z Qe dr, dr, dp dr,
n=1 oigmin jisin 0 0 0 0
1
o DL e ()i ) inlp)i n(y): (1.54)
r60

Using Eqg.(1.48) we see that the last line of the previous expression represents the cavity Green's
function. Hence

Z
Y D[ +; e SO s
réo
b3 ( 1+t X X £ z z ZA
=z0 z © - dr, dr, dp dr,
n=1 (n!) irinjiin O 0 0 0
iz ( 'Tl)::: in('Tn) jn(j”n)::: i j*l)Gi(??::in;jl:::jn('Tl::: Ty Fece Tn); (1.55)

whereGO represents the cavity Green's function.

1.6.4 Expressing the Generating Functional in Terms of the Connected Green's
Functions

We managed to express the left-hand side of(Ecp5)in terms of the cavity Green's function. As we
already noted, this was expected, as the left-hand side is actually a generating functional. Here, we
will be more precise and de ne the generating functich& [ ; ] with a proper normalizatioh
Z
1 Y

ZO0; 1= 55 DLw e = (1.56)
i60

9The generating functional is normalized such th& [0; 0] = 1
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Let us remind ourselves that we started from @c¢5), with the goal to calculate the effective actidn

that is obtained when the integrals over all except fori = 0, have been carried out. It is thus much
better to expresg @[ ; ]as an exponential of some function. In that sense, the result we obtained in
Eq. (1.55)is not suitable in this particular form. Luckily, the solution to our problem is provided by
the linked cluster theoren®§: it tells us that the generating functionaf®[ ; ] can also be written

as an exponential of the second term in @g55) if we substitutez © 1 1andG@ | G@9 where

G©9 is the connected Green's function

Zy
. s S— 70)=©O)r .
D[ ; (le =Z7Z270; ]
r60
. X (g X x Z z z z
e S ) L BEPRLL BPSR CR
n=1 11200 J2iin )
(050) cee .
|1( Tl) |n( Tn) ]n( ]~n) ]1( rl)G|1|nleJn( 1o e rl rn) . (1.57)
If we now go back to Eq. (1.45), we nally obtain
)q_ ( 1)n+1 X X Z Z Z Z
Se =So* g dr, dr, dp dy,
n=1 ' i1:in j1in 0 0 0 0
il( T‘l)::: in( ‘rn) jn( J*'n)::: jl( j‘l)Gi((l):;:(??n;jl:::jn( T‘l::: ‘rn; ]"‘1::: j“n): (158)

1.6.5 Simpli cations inthe Limit d!1

So far, all expressions that we derived are exact. Here, we can introduce the approximation such that
only Sp and then = 1 term is kept in Eq(1.58), while everything else is neglected. It turns out that
in the limitd ! 1 this is not an approximation, but actually an exact result. The main task of this
section will be to prove this statement.
First of all, we note thait; : : :i,;]1:::jn are all nearest neighbors to s@ieThis can be seen from
the fact that ; = tjg o, andtjo is nonzero only ifi and0 are nearest neighbors. Let us now use the
scaling laws (with respect ) of the hopping parameter and the Green's function, to see hon-the
term in Eq. (1.58) behaves is the linait 1
Then =1 term contains X
|G (1.59)
1]
Each source term is of the form = tio o, wheret;o / 1=IO d, while Gi(jo;c) /| d¥Ri Rik=2 Agj and
j are both nearest neighbours to $if@&nd the lattice is hypercubic, we conclude: i) that we need at
least two hops to go fromto j , which implies thaGi(jO;C) I 1=d ii)that  / d? Combining all of
this, we deduce that the= 1 term scales as
X

1G9 dzpl—_pl—_glo (d°); (1.60)
ij d d
which is nite in the limitd ! 1

A similar analysis can be conducted for the= 2 term

X .
G (1.61)

i1 2 j2 j19igigj1j2"
iiz2i12

Owe note that we use the term effective action for both the action that is obtained by integrating out the phononic
degrees of freedom and also for the action when we further integrate pferi 6 0. In mathematical expressions these
will be denoted bys, andS; , respectively. In the text, the context will make it clear to which one we are referring.
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The only nontrivial part is to determine how do@-‘gf{‘;}ljz scale with respect td. We will illustrate

this using the lowest-order Feynman diagram, shown in Fig. 1.7. From the diagram, we can read off

Figure 1.7: Lowest order Feynman diagram for connected two-particle Green's fur@ffeh,; .

clo X GcOcO G0 cO-. (1.62)

i1iz2j1j2 iar iar Sjar Sjore
r

We note thatq;i,;]1;]2 are all nearest neighbors to site 0, as seen from{E§1)and the fact that
i | tio. If we taker from Eq.(1.62)to also be a nearest neighboerf dkesuch that it does not

coincide with any of the indiceis; i»; ] 1;] 2, then we can conclude that: i), / d; ii) we need exactly

two hops to go fromr to any one of;i2;j1;j2, meaning thaG) / 1=d G} / 1=d G\ / 1=d

I1

G9 / 1=d Thus, the two-particle Green's function from %d].62)scales as%9 | 1=cf. Going

Jar 1112)1) 2
back to Eq.(1.61) we see that in this case, the whole term, ... .. i, i, j, szi(?{‘ﬁljz scales as
I d*(f4)*g = 5, which vanishes in the limid ! 1 . The same conclusion would be reached even
if r was not the nearest neighbor of ditd_et us now analyze what happens i€oincides with one
of the indicesq;i5,;]1;] 2. Without the loss of generality, let us assume thabincides withi;. Then,

Eq. (1.62) implies that

9 ;o 1t 5 1 5 1
i2la2a T P kR RK T gkRi; Ry, K gkRi; R

: (1.63)

izk
If i1;i2;j1;)2 are all different, therkR;, R,k = kRj, R,k = kRj; Rj,k = 2, implying
thatGi(fif} o ! 1=cf. This is completely analogous to the case we previously analyzed, so we can
immediately conclude that E@L.61)scales ad=d, which vanishes in the limit of an in nite number
of dimensions. Ii; = i, 6 j1 6 |, then the Green's function falls off slow&>% ./ 1=cf, but
the sum in Eq(1.61)now contributes only ad®. Hence, the scaling of E¢1.61)remains the same
| 1=d The same results are obtained evenifor i, = j1 6 j,, 0ri; = i, = j1 = jo. Inthese cases,
the Green's function is falling off even slower (as thes increased), but this is compensated by the
fact that we are summing over fewer indices, so the contribution of the sum is smaller. We conclude
that then = 2 term completely vanishes in the lindt! 1

Analogous reasoning can be used to show that all1 terms in Eq(1.58)vanish in the limit of

an in nite number of dimensions, giving

x Z Z
Se =S+ dr dpi() (PG p)
z o 22
:od o()@ ~ 0()+Eod0D( %0()0(%0(%0()
x Z Z
v dd %o o )G 9 o Ny (1.64)
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Let us now transform the rst term, to be of the same form as the third term

Z Z Z
d ol ) @@ - W)= d o) @@ - do( 9 o9
0 ZO Z 0
= d d0() 2 - (9 (9 (wes)
0 0 @

z Z " #

X
S. = d d () @ _ ( %+ tioto Gi(jO)( Y o9
0 0 @ j
,Z Z
+%Odod‘b( 9 o) ol 9 o 9 ol ); (1.66)

where we substituteGi(jo;C) ! Gi(jo), since the one-particle Green's function is necessarily connected.
In the following, we will see that this action has exactly the same form as the action for the Holstein-
Anderson impurity problem. Thus, our next task is to precisely de ne what is the Holstein-Anderson
impurity problem and to prove that its effective action coincides with(Ed6) This will prove that

the mapping of the lattice model to the impurity problem is exact in the binhit

1.7 Holstein-Anderson Impurity Problem

In this section, we will review the model in which a site, called itn@urity site is submerged into
the so-callecelectron bath The electrons in the bath are mutually noninteracting, but there exists
a hybridization between them and the impurity site. Furthermore, the impurity site can contain an
electron and phonons, while the interaction between them is of the Holstein type. Such a model is
called theHolstein-Anderson impurity problefi®6]. The main goal of this section is to convince
ourselves that the action of the Holstein-Anderson impurity problem has exactly the same form as
Eq.(1.66) meaning that there exists an exact mapping between the lattice problem in tree!liinit ,
and the impurity problem. In the following sections, we will see that the impurity problem admits an
exact analytic solution in terms of the continued fraction expangiép This implies that thel ! 1
lattice problem can also be solved exactly.

The Hamiltonian of the Holstein-Anderson impurity problem is given by

X X

H = E + Vi d+ Vidc, + 1 g2’ dd(a+ &): 1.67
k kG Gk k kG (o +] 42’8 9 ; (1.67)
X (z—) | z } e

Hres H hybrid

Here, we explicitly see the contribution of the electrons in the bhth hybridization between the
impurity site and the batH hyuriq , the free phononsl,,, and the interaction between the phonons and
the electrons on the impurity sité; . Let us proceed in the functional formalism

Z Z Z

Z= D[; 1 D[« «] D[; JeStxxi ] (1.68)
whereS is the action, which can be written as

S[ ki «iss 3 1= Smpl: 1+ Sresl 5 k]l + Snyoria [ x5« ]
+Senl; 1+ Sl 3 1 (1.69)
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where

Swli 1= d O () (L.70a)
ZO
X @
Stesl k; k]= d k() @4‘ Ex k() (1.70b)
0 k
o
Shyorid [ k3 ks 5 1= d Vie k() ()+ M () s (1.70c)
0 k
e @ .
Senl; 1= d () @Ho () (1.70d)
°z
Sicl:: 1= god () )+ (): (1.70e)
Here, ( )= () ( ),while ; ; representthe elds of the free electrons in the bath, phonons,

and electrons on the impurity site, respectively.

Let us rstintegrate Eq(1.68)over the phononic degrees of freedomThese are present only
in termsSy, andS;:. As in Sec. 1.5, we will rewrite these in the Matsubara frequency space (see
Egs. (1.31) and (1.32))

X

Sph[; ]: n(! o | n) ns (1-71)

"X
Sint[; ; ; ]: 9 n nt n (172)

n

Hence
Z Z
7 = D[; ] D[ K k]e Sres[ k; k] Shyorid [ ki ki3 1 Simp[: 1]
z C % _ X X )
D[; Jexp n(!o 1n)n+tg nntd nn - (1.73)
n n n

The integral in the bottom line is completely analogous to the one in Eq. (1.34). Thus, we can simply
read off the solution from Eq. (1.36)

Z Z
7 = D[; 1 D[ « «le Sres[ ki k] Shyorid [ k5 ki I Simp [ 1]
( )
Q—l exp g2>< o (1.74)
_ - (1.
n(!o I n) n 'g+ r% " "

Next, we want to integrate over. As before, we rst expresS,es andSyywig in Matsubara frequency
space

X
Sresl k; k] = kn(Exk  1'n) ks (1.75)
Shyorid [ k3 ki3 1= Vi kn nt Ve nokn (1.76)
k;n
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Plugging this back into Eq. (1.74)

1 4 ( X | )
Z=Q———— D[; lexp ¢ s e Smli ]
n(! 0 I n) ( n !O+ n )
z X _ X
D[ «; «klexp kn(Ek  1''n) ki Vi kn nt Ve n kn 5 (L77)
k;n k;n

where the bottom line is again the Gaussian integral. However, this time we need to take into account
that is a Grasmann variable, so

Z
D[; Je» * * =detA e* ' (1.78)
Hence, we obtain
Q . 7 (
o(Ex 1m) X I
— {{s’m( k m . : . + 2 -0
Z \(n(lo | n) D[, ]exp S|mp[, ] g ) 'g_l_ r% n n )
X
+ ijj2 n n - (1-79)
k:n Ek I! n

If we also expres§imp[; ]in Matsubara frequency space

X .
Simp[; 1= n( i n) ns (1.80)

n

then we can simply read off the effective impurity action

S, = T n LI (1.81)

where we got rid of the terms in E¢L.79)that correspond to free phonons and free electrons from the
reservoir, which is justi ed as we are interested only in the Green's function of the electrons on the
impurity site. As indicated by the underbrace, the rst term in @g81)determines the free Green's
function Gy, which on the real-frequency axis reads as

X i?
! E’

Go(l)="! (1.82)

k

Let us now prove that E(1.81)is of the same form as E¢1.66) To do so, we will rewrite
Eqg.(1.81)interms of the elds inthe domain. The rstterm in Eq(1.81)can thus be expressed
as follows 7 7

X
nGo (it n) n = d d°()G' 9 (Y (1.83)

n 0 0

Remark 3. The last expression de neS, *( 9 as an inverse Fourier transform @, *(i! ,,).
Although it would be clearer if these quantities were denoted differently, this is standardly done in the
literature.
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The second term in E¢§1.81)has the same form as the right-hand side of(E38) Therefore, using
the result in Eq. (1.41), we deduce that

N ,Z  Z
0 _9 0 )
e Lt I KON RE NOLIG SCE Y

2
n'0+n

whereD ( 9 is given by Eq. (1.40). Putting all of this together

Z Z
Se = d d ()G 9 (9
0 0 92 7 7
+5 d d?() (9 (9 ()b 9: (1.85)
0 0
Comparing Egs. (1.81) and (1.66), we see that they have exactly the same form if we impose that
@ X
G 9= g ~ 9 eGP 9 (1.86)

j
1.8 Self-consistency Condition

1.8.1 Derivation of the Self-consistency Condition

While Eq.(1.86)connects the quantitie3, andG{”, neither of these quantities are initially known.
As we will see, this requires the introduction of the self-consistently relation, which will be derived in
this section.

We start from Eq. (1.86) in Fourier spaée

X
Gol(il n)=~+ il 4 tiotg G (il n): (1.87)

j
While on the left-hand side we ha@,*, which is a characteristic of the impurity problem, on the
right-hand side there i@i(jo), which represents the Green's function of the lattice with a cavity. We
want to relate that quantity to the quantity we started from: the Green's function of a lattice without
cavity [58]
Gio(i! n)G; (i! n).

GOO(“ n)

This formula can be actually traced back to Hubba#l.[ Formally, it can be proved using the

expansion around the atomic lim&g, 70], but it is also quite easy to understand it intuitively: the
Green's functiorG;; is interpreted as probability amplitude for the particle to propagate jromn.

This is also true fo6!”, but the electron in this case cannot propagate througl®sitecause this

ij

site was removed. Hencai(jo) can be obtained fror®; by subtracting the paths that go through
0. Furthermore, in the limit we are consideridd 1 , it turns out that we only need to take into
accountthe paths that go once throlGgand these are given I6o(i! )G (i! ). This last expression,
however, has some double counting which is most easily explained using the example dothain
as follows: if the electron was to propagate frpmat = 0 toi at = ~, then one possible path
is to rst hop to site0 at = ~=3, "wait" on the site0 untii = 2~=3, and then hop to site
As we explained, this contribution needs to be subtracted I@é?h However, in the expression

GioGy , the termG;, takes into account paths in which the electron waits on theésitehe interval

Gy (it n) = Gy (il n) (1.88)

11See Remark 3.

41



2 (=3,=3+ t),while Gy takes into account paths in which waiting on the Siteappens in the
interval 2 (=3+ t;2=3). Butthis is an overcounting, as all of these paths for differefjtsuch
thatO t =3, physically represent the same path in which the electron waits at th&isitee
interval 2 (~=3;2=23). This overcounting can be easily taken into account in frequency space by
using the normalizatio,q (i! ), as we did in Eq. (1.88).

Plugging Eqg. (1.88) in Eq. (1.87), we get
| |
X X X '
G0 l(i! n) =~+1 n tiOtOj Gij (i! n) + Gool(” n) tiOGiO(i! n) tOj GOj(i! n)
1 | I ]
X X 2
n tiotoj Gij (il n) + Gog (i! n) tjoGjo(i! n) (1.89)
1] J

=~+ il

This can be further simpli ed if we use the Fourier representation of the Green's function as

X . X X o X o1 X R
tjoGjo(i! n) = thW e "TIG(Il n) = Gy (! n)ﬁ tioe "
j j k k |J iz }
k
1 X .
=5 Gk(it n); (1.90)
K
and
tiotoy Gy (I n) = tjlotOjQW e " R G (il )
ij j1j2 k
Iy
1 X _ X R
= N Gk(l! n) | tjloe h
k | J1 {Z }
2
1 X,
= N ka('! n), (191)
K

where"y is the noninteracting dispersion relation. Furthermore, since we proved that the self-energy
is local, the Green's function is given by

. 1 1
| = = ; 1.92
Gk(l n) || n ||k ( || n) + — ||k’ ( 9 )
where we introduced theindependent parameter i! , + ( i! ;). Now, Egs(1.91)and(1.90)
can be rewritten in terms of the local Green's functen= |, G (i! »)=N as
1 X . 1 X + 1 X .
= NGt )= o = = [ 1+ Gy(il g)]
N N K N
k k k
1 X . .
= 1+ N Ge(i' )= 1+ Gi(i!p) (1.93)
k
and
1 X . 1 X 1 1 X " n + n
W "ﬁGk(I! n): W "E n : W k( k |)| k
K K k K k
X X _ ,
N\ K N
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P
where we used the fact that the noninteracting dispersion relation is symmetric, i'g.= 0. Let us
now use all of these results in Eg. (1.89), to obtain

Go (it n) =~ +il 4 + 2Gi(1n) + Goo(ln)[ 1+ Gy(il ) (1.95)

As a consequence of the translational symme&iry= Ggo, S0 the previous expression simpli es and
becomes
Go (it n) = (il o)+ Gy (it n): (1.96)

This is the self-consistency relation we were looking for. It is actually just a Dyson equation. Since
we are formulating our DMFT loop completely on the real-frequency axis, this result can be simply
analytically continued by substituting, ! !.
As we know, the local Green's functidg; (! ) reads as
1 X 1 X 1

Gii(!):Wka(!):Wk D (!)+~3 (1.97)

However, as we explained in Sec. 2.1.2 of Part |, in the limit (which we are considering) of vanishing
electron density, we need to set the chemical potential far below the conductiorbahd , and at
the end of the calculationredeng!)! (! +~),G(')! G(! +~). Ifwe apply this prescription

to Eq.(1.97) and use the substitutidn! !  ~, we would obtain the result that looks the same as if
the chemical potentiat was simply erased
Z
1 X 1 (II)
(] = - wn____ N7 000

In the last equality, we rewrote the result using the noninteracting density of sajealthough this

result is exact in the limid ! 1, it actually enables us to easily apply DMFT as an approximate
method in the nite-dimensional case as well. We just need to use the appropriate noninteracting
density of states(").

Remark 4. The DMFT formalism is applicable both to the case of a nite and in nite number of
lattice sitesN . The rst equality in Eq(1.98)is much better suited for the case of a nlkg, whereas
the second equality is better for the thermodynamic lindit (L ).

In the following, we will see that the integral in E(..98)can be solved exactly in the case of a 1D
system and the 2D square lattice in thermodynamic limit.

1.8.2 Local Green's Function in the 1D Case

The straightforward numerical implementation of Ef.98) may encounter issues, arising from the
fact that we are working on a real frequency axis and the denominator can be very close to zero for
certain”. In Sec. 1.8.4 we will derive a numerical scheme that solves this problem. However, in 1D
this problem can be solved even more directly, by explicitly solving the integral in Eq. (1.98).

To do so, we rst need an expression for the 1D density of stat8s It is given by

2 2
()= 9. (1.99)

47 2
where is the Heaviside step function. Plugging this into EQ98)and using the substitution=
2ty sinx, we obtain 7
G(!) = 1 dx : (1.100)
' 4t B(!) sinx’ '
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where we introduced an auxiliary quantity

B(!)= % (1.101)

Additional substitutiorz = €* leads us to

1 ! dz 1 1 dz
G(l)= — — I ~ = . ;
4t izB(') x(z 3) 2o z2+2izB(1)+1

jzj=1 izj=1

(1.102)

As we see, we obtained a counterclockwise complex integral over the unitjeirelel . This integral
can be solved using the method of residues. To do so, we express the polynomial in the denominator
of Eq. (1.102) in its factorized form

Z2+2izB(1)+1= (z z)z z); (1.103)
wherez are given by D
z =iB(!) 1 B()z (1.104)
Then,G(! ) becomes |
G(!) = 1 dz , (1.105)
T 2t (z z)z z) '
jzj=1

Lastly, to apply the method of residues, we need to determine which poles of the subintegral function
are inside the contour we are integrating over, i.e., we need to nd out whethare inside the
complex unit circlgzj = 1 or not. It turns our thajz, j < 1, while jz j > 1, meaning that only the

pole atz, gives a non-vanishing contribution to the E#.105) This can be proved as a consequence

of the causalitym ( ! ) < O, since it implies thatmB (! ) > 0. Hence, the result is given by

Gy= 1 - 5 1 e (1.106)
tozy z |2to 1 B(): 2B(1) 1 52
{z } | iz (-)}
G' (B) i

In Eg.(1.106) we wrote the solution in two way§&' andG!'' . They are completely equivalent in our
case whenmB (! ) > 0, but can otherwise give different results. Sifi2¢ ) can be arbitrarily close

to the real axis, it is important to ensure additional numerical stability by requiring that the expression
for G(! ) satis es that thdmB (! ) = 0 solution coincides with the solution in the limmB(! ) ! 0.
Neither expression in Eq. (1.106), fully satis es this property. However, it turns out that

Re IémoG(B) = ReG'" (ReB) 6 ReG' (ReB) (1.107a)

mB!

Im_ Iign 0G(B) =Im G'(ReB) 6 ImG'" (ReB) (1.107Db)
mB!

This is illustrated in Fig. 1.8. Hence, the desired property can be obtained by combining the imaginary
and the real parts of different solutio@ andG' , as follows

G(')=Re ”1—+ilm !

q p—
20B(1) 1 gty 2te, 1 B(!)2

(1.108)
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Figure 1.8: Two different solutions for the local Green's function in 1D. (a) lllustration that
Relim, (G(B + i) = ReG" (B) 6 ReG'(B). (b) lllustration thatimlim., (G(B + i") =
ImG'(B) 6 Im G" (B). In both panel8 2 R.

1.8.3 Local Green's Function in the Case of 2D Square Lattice

Before presenting a numerical scheme for numerical implementation ¢fiLE2g) let us show that
this integral can also be solved in the case of 2D square lattice as well.
First, let us rewrite Eq. (1.98) using the Fourier representation of the density of ‘States
Z 1 Z 1
1 o
G(')= d— dxe™ N(x): (1.109)
o b(h) 1
If we now interchange the order of integrals, and use the auxiliary paraBétgrthat we de ned in
Eqg. (1.101), the previous expression becomes
Z, Z, o
G()= dx”(x d'——
= & e
The integral ovet' can be solved using the residue theorem. It is thus important to notice that the
subintegral function has only a single pole'gje = 2toB(! ), that is situated at the upper half-plane,
i.e.ImB(!) > O(sincelm ( !') < 0). Hence
z 1

G(l)= 2i dxA(x)e® 0B (x): (1.111)
1

(1.110)

Up to now, everything was general. The only place where we actually specify the lattice we are
working with is through a mathematical form 6¢x), which we now calculate

1 Z 1 o
)= o de ()
Zl
—_ i ' d"e IX ix (u " )
T2 N “
1 Z, _ Z, Z,
= — d'e * 5 dky dky (" +2tocosky + 2tgcosky)
2 (2)% o 0
1 ‘2 4o . 1 1% ?
- (2 )3 dkx dkye ix ( 2tpcoskyx 2tgcosky) - 2_ 2_ dkethoXCOSk . (1112)
0 0 0

2The Fourier transform of(") will be denoted by\(x)
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Hence, recognizing the integral representation of the Bessel funkgiohthe rst kind of order zero,
we get

2
AX) = —JO(ZZtOX) : (1.113)
Plugging this back into Eq. (1.111), we nally obtain
LI0)
'Y= —  —~° -
G(!) B 1o (1.114)

R_ P
whereK (k) O‘zd = 1 Kk2sin® isthe complete elliptic integral of the rst kind.

1.8.4 Numerical Scheme for Calculating the Local Green's Function in General
case

Here we nally present a numerical procedure for the calculation of the local Green's function (1.98)
for arbitrary density of stateq ), that completely eliminates the potential numerical singularity that
can arise at = ! ().

Let us suppose that the self-energy and the density of states are known only on a nite, equidistant
grid! o;! 12y 1, where ' = 14, 1. Further, suppose that the density of states is vanishing
outside some closed intenj&@ ;; D,] and that the grid is wide enough so that there are at least a couple
of points outside that closed intervalf! o) = = (!3)=0and (!ny 1) = = (In 4)=0.

These are quite general assumptions that are always satis ed in the systems we are examining. The
local Green's function can now be rewritten as

X 2Z 11, ()
)= d ———:
G(!) o ED

At each sub-intervdl i;! i+;] the density of states is only known at the endpoints, so it is natural to
approximate it using a linear function

(1.115)

()=a+h( !); (1.116)
wheré®a = (i),b =( ('i+2) ('i))= !. Plugging this into Eq(1.115) and introducing a
shorthand notation = ! ( '), we analytically evaluate that
D( 2
G(!)= (i ')
i=0
D( 2
+ afinC ') In( i)l
+bC ')InC ) I i)l (1.117)

The rstline is just a telescoping series that is vanishing

X 2
bB(ti 'isa)= (o) (tn 1)=0: (1.118)

i=0

13Since we used a grid where the rst and the last few points are outside of the interval wiserenzero, then
p=ay 2=p=m=mk=hby 3= ::=hby 1=0.
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The second line in Eq1.117)can be transformed by separating the two terms, shifting the indices

i+1! iinthe rstterm, and using the factthag = ay ,=0
X 2 X 2 X 3
afinC ') InC !inw)l= ainC ') alInC i)
i=0 i=1 i=0
X 3 X 3
= auanC i) ainC ')
i=0 i=0
D( 3
= [ai+1  &]In( liv1)
i=0
b( 3
= (Yier 'DBInC i)
i=0
(1.119)
In the last line, we used the identidy & :=(!'; ! 1)b 1.Plugging this back into Eq1.117)
and using the fact thdgy, , =0, we get:
N 3
G(!') = (e 'DBINC i)
i=0
X 2 X 3
+ b( !)InC 1) b(  ')InC i)
i=0 i=0
X 3 X 2
= bt )InC la)+ bBC O )InC 1Y) (1.120)
i=0 i=0
By shifting the index in the rst term, and using thiat= 0, we get:
D( 2
G(')= (b b ) !')inC i) (1.121)
i=1
Since we are using the equidistant grid, it follows that
Lis 2 (M)+ (Y
h b= i) (,) (i o). (1.122)
Finally, we obtain
D( 2 | . | . | .
G()= (ie) 2(;')+ C l)(! i (!")In(r Y (1) (1.123)

i=1

This expression now has no numerical instabilities. This is most easily seen from the fact that it has
the formx In x which is well de ned even in the limix ! 0, where it vanishes. Of course, the results
were obtained by using the linear interpolation of the density of states. This is completely justi ed
if () is smooth or has nitely many cusps. However, the presence of van Hove singularitie$ in

may require some special analytical treatment around them.
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1.9 Impurity Solver

Holstein-Anderson impurity problem was introduced in Sec. 1.7. Its Hamiltonian is de ned by
Eqg. (1.67) We showed that the corresponding effective action of this problem can be written as
in Eq. (1.85), where the noninteracting Green's functiGg was de ned in Eq(1.82) Now, our task

Is to nd the impurity Green's function (i.e., the corresponding self-energy) for a gixewWe will

use the same notation, as in Sec. 1.7, along with some new quantities that we now introduce

K=H -~N (1.1244)
N = dd (1.124b)
Ho=H Hin (1.124c)
Ko= K Hin: (1.124d)

Remark 5. In Sec. 1.7, we integrated out the phononic degrees of freedom (that were preldgnt in
andH;, ) and obtained the retarded electron-electron interaction. Then, we integrated out the free
electrons, and obtained the free Green's funcii&éyn Hence, the free Green's functi@y corresponds

to the HamiltoniarK  Hijx  Hpn = Ko Hpp (from our notation, one might expect that the Green's
functionGq corresponds to the Hamiltoniaf, but this is not the case.).

1.9.1 Expressing Green's Function in Terms of a Resolvent &€
By de nition, impurity Green's function is given by
G(t)= i (t)hfd(t): dgir; (1.125)

whered(t) = €Kt de ! f:gis the anticommutator, arfd: : i+ denotes the average value in the grand
canonical ensemble at temperatireAs explained in Sec. 2.1.2, in the limit of vanishing electron

concentration-! 1 , the Green's function can also be written as
. . X Kt Kt g
G(t)= i ()h(t); it = ——= mje © & de * djni; (1.126)
X X n
Z= mje “jni= e"n (1.127)
n n

wherejni, in both Eqs(1.126)and(1.127) represents the eigenstateofwith zero electrons and
an arbitrary number of phonons, whitg, are the corresponding eigenvaldémi = K,jni. Hence

i (1) X

GH= —

e Krmjde 'K Kt Pjni: (1.128)

n

In the Fourier space, the corresponding relation reads$ as

G(1)= ix e X mjd L djni: (1.129)
Tz U k)+ior " '
In the case of the Holstein modé€l, = n! , giving
X - 1
Z = ton= — — 1.1
e 1 & 1o (1.130)

The easiest way to see this, without calculation, is to notice thatlEpR8)has the same functional form as the Green
function of the free particl&(t) = i (t)e "«!. Since the corresponding quantity in the Fourier space is known to be
G(! )= —7-, e can deduce Eq. (1.129).
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and X
G(l)=1 e '9 e ' "mjd

n

1
'+nlyg K+i0

djni: (1.131)

Sincejni is purely phononic state, it can be expressephas Qé%jOi . Furthermore, if we introduce
auxiliary quantitieG,.m (! ), such that
D a" 1 ay)m E

(1) = y .
Grn(1) = 0 P=di— - @ $= 0 (1.132)

then the impurity Green's function can be written as

X
G(!)=(@1 e ' e ™G, (! +nly: (1.133)

n

In this expression, we represented the Green's function in terr@s.of while these are connected to
the resolvent. HoweveG,,, are still unknown. This will be solved by rewritir@,., using a resolvent
of the free Hamiltonian, and then expressing such quantity in terr@s @f).

1.9.2 Expressing Green's Function in Terms of a Resolvent df o

Let us now try to expressw from EqQ.(1.132)in terms ofw

start from this trivial identity, which is a consequence of Eq. (1. 124d)

To accomplish this, we

I +i0" Ko=1! +i0" K + Hjy: (1.134)
Then, we multiply both sides from the left bﬁﬁ and from the right byﬁ We obtain

1 1 1 1
= d’ld(a+ &
00 K 1+i0 K, Yisio Ko rd@r @)

_ 1.135

I +i0" K’ ( )
where we used the de nition dfl;; from Eq.(1.67) and conveniently placed the identity operator
that will be useful later. Now, the expression f8f.,, can be obtained by multiplying both sides of
Eq. (1.135)from the left byjd and byd’jmi from the right, withjni (jmi) being a state with zero
electrons and (m) phonons

1
y . Vi
rmd| " O{ djml mjd—! 0 Kodjml
—Gnm (I
id—— Y N = dimi-
gmjd! 0 KOd ld(a+ a)! 0 deml. (1.136)
P
By expanding the identity operatér= | jpihpj, the bottom line becomes
i y \ Yimi
gMidi— o 4@+ &) dImi
_ : Vi y Vi
g p h’]jd—! 0 KOdjplhpjd(a+ a)—! 0 deml. (1.137)

While jni andjmi are purely phononic statggj is initially entirely general. However, upon closer
examination of Eq(1.137) we see that it too has to be purely phononic. This is most easily seen from
the scalar product in the bottom line

Vi
0 Kodjpl, (1.138)
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and the fact thak o conserves the number of electrons, whiieis purely phononic. If we now use
the fact that the eld operato@andd commute, and utilize

jpi = P p+ljp+1i; (1.139)
ajpi = " pip  1i; (1.140)
Eq. (1.137) becomes
1
id— — Y NN = &imi
IMidi—o k, 2 9@ @) dIm
= gX hnjd djpi P p+1lhp+ 1jd;dyjmi
F'+1i0"  Kp F'+i0" K

P [

+Pop 1jd ~dimi © (1.141)

I +i0"

The rst term in the round brackets gp+ 1Gp+1.m(! ), while the second term i PGy 1m(!).
Hence

1
i y V4 Yimi
gmidi——or K)gd da+ &)~ dIm
: . P— _
= g mjdmdyjpl p+ 1Gp+1;m(! )+ b pGp l;m(! ) : (1142)
. !
Plugging this into Eq. (1.136), we nd that
. 1 -
Gn;m (' ) = mjdmd jmi
X P ——
0 Mt g @I P IGuam(!)+ PBGy 1m(1) : (1.143)

p

In the following text, we will see how the resolvdmtjdﬁdyjmi can be expressed in terms of

I +i0*

Go. Hence, we will have a recurrence relation @y, that will turn out to be solvable.

1.9.3 Expressing a Resolvent df o in Terms of a Free Green's FunctionGg

Just as we explained in Remark 5, the free Green's fun@igith ) corresponds to the Hamiltonian
Ko Hpn. This Hamiltonian does not have any phonons. Hence, analogous to the derivation we
presented in Sec. 1.9.1, we deduce gt ) must satisfy

1

1) = i
Go(!) mjd! Y0 (Ko Hon)

j0i; (1.144)

as seen from Ed1.129)when the phononic degrees of freedom are removed. Our task is to explore
the relationship between the resolvﬁnﬁdﬁdyjmi and Eq. (1.144):

1
| PR .
Mg kM = MKy Ha) Ayt ™
— . n:m Vi
O g 00 (Ko A

where in the second line we used that
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* jni andjmi are purely phononic and eigenstate$igf, i.e.,Hpnjni = n! gjni.
¢ [KO; th] =0

» There are no phonons in the Hamiltonigg Hpn

1.9.4 Recurrence Relation forGy.,

If we plug Eq. (1.145) into Eq. (1.143), we nally obtain a Recurrence relatiorigy,

X P—— p_

Gum(')= nmGo(! nlg) g npGo(! Nl o) P+1Gpim(t)+ " PGy 1m(!)
i P——
p_

nmGo(! nlo) gG(! nlo) N+1Gram(!)+ NGy 1m(!)

X P ——
= amGo(!  nlo) gG(! nly) "B mp 1+ P+1onpan Gum(!): (1.146)

p

If we use a shorthand notation

Gn;m Gn;m (I )
Gon Go(! nly) (1.147a)
p _
Xnip P+1 npe P Pnp 1 (1.147b)
then Eq. (1.146) can be written as
X
Gn;m = GOn n;m g GOan;pGp;m: (1.148)

p

Furthermore, if we introduce the matric€sG,, and X, such that their elements in tineth row and
m-th column of the matrix are given B8n.m, Gon n:m, andX,.,, respectively, then the recurrence
relation acquires the following form

G=Gy 0gGyXG: (1.149)
This looks like the Dyson equation. We solve it by rewriting it as

1+ gGoX G = Gy; (1.150)
and multiplying this whole expression I8 ! from the left and byG ! from the right

G '=G,t+gX

1 P 3
Gop(! ) g 1 iy 0 0
g1 Go(y 'o g 2 iy 0
_ 0 g 2 Gol(!, 2 ) g 3 0::: _
=8 o 0 a3 Go'(!y 3'0) a2 + (1.151)
0 0 0 g 4 Gol(!  4y)

Hence,G,., is found by inverting this large matrix.
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1.9.5 Final Solution of the Impurity Problem

Finite-Temperature Case

Let us now go back to Eq1.133) We see that we actually only ne€g.., forn = m. To nd these,

we need to invert the matrix in E¢L.151)and take itm-th diagonal element. But this matrix is a
symmetric tridiagonal matrix! A detailed solution of this problem, for a general symmetric tridiagonal
matrix, was already presented in Appendix. D. Therefore, we applyEf2), settingt? = ng? and

a, = Go'(! n!y), and nally obtain the solution of the impurity problem in terms of the continued
fraction expansion.

X
G(!)=@1 e ' e ™oG, (! +nly); (1.152a)
n
Gnn(! +nlyg)= I 1 ; (1.152b)
G0 (! ) An(! ) Bn(! )
ng?
1) = :
Anlt) Gol(! +!0) L G0
Gy H(! +21 q) (n 2
Gol(!+(n 1! ) ql(?iin'o)
_ (n+1)¢
Bnll) = Go 1(! !'o) (n+2) & 2 (1-152)
Go (! 20) g
0 Gyttt 319 (n+4) g2
At last, the self-energy is obtained via the Dyson equation
(1)=Ge'(') G () (1.153)

Zero-Temperature Case

Inthe limitT! O(.e., !'1 ), onlythen =0 termis contributing. SincAy(! ) = 0, we conclude
that

1
()= Cool') = 3y B (1.154)
Furthermore, using the Dyson equation, the self-energy reads as
g2
(). =— . ; (1.155)
T=0 GO (I I 0) Gol(! 21 0) g 392 ,
Gyl 319 20

Remark 6. In the atomic limit {; = 0), the Holstein lattice problem actually reduces to the Holstein-
Anderson impurity problem, de ned by Hd..67) withEx = Vk = 0. Hence, the expressions that we
derived in this section actually represent the exact solution in the atomic limit, if wg,3¢t) = !,

as seen from E(1.82)

1.9.6 Numerical Implementation of the Impurity Solver

The solution of the impurity probler(iL.152) requires the calculation of continued fractions. Nu-
merically, these quantities are calculated using iterative procedures that we formulate in the form of
theorems:
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Theorem 1. Let

« AM0) oandA¥() o0 fork n.

« AP (1Y = (n_pg? : <
An(t) Gy H(1 +(p+1) o) AP (!)’forp "

ThenA, (1) = AQ(1).

Proof. Formally, this is proved using the method of induction. However, we will be less rigorous

A(o)(| ) - n92 _ ngZ _
no\: 10 41 @ I 41 (n_1g?
Go (! +1o) Af(') Go'(! +1o) Gol(l+210) AP (1)
_ ng*
- 1 | | (n l)gZ
Go (! +1o) Gy 1(1 +210) (n_2)¢”
Gy Lt +(n 1)!.0) Am Doy
2
ng :
= Gol(! + 1) (n_1)g? ' (1.156)
08 T IO G T2y (n_2)9%
Gyl +(n 11g) 92
0 ST em o
This completes our proof. ]
Theorem 2. Let
«BY V(1) o
crMy = (n+k+1) g
Ba™(1) Go (! (p+1)!o) BV (1)

ThenB, (! )= B ().

Proof. This is also formally proved using the method of induction, but for the sake of brevity, we
employ a less rigorous approach

B(O)(|)_ (n+1)92 _ (n+1)g2 .
TGNt BI() G lo) g2
_ (n+1)¢g° AN
S 1o o = By(!): (1.157)
o \¢ * 0 Go'(! 20 (n+3) g2

Gyl 3 (O o2

This completes our derivation of DMFT equations.

53



Dynamical Mean-Field Theory: Numerical Results

The results that we present in this chapter are a product of our work that we published in Ref. [62].

2.1 Quasiparticle Properties

The quasiparticle properties (the ground state energy and the effective mass) are simple, yet important
characteristics of a given physical system. There are various ways to obtain these quantities, but we
will calculate them from the Green's functions formalism, as it will help us in assessing the quality of
the DMFT method.

The DMFT method gives thke-independent self-energf/ ! ), from which the Green's function

can be calculated as 1

Ge(l) = :
The quasiparticle properties are encoded in the pole structure of this quantity, as guaranteed by the
Lehmann spectral representation. Since there is only a single electron in the band, the Fermi wavevector

is zero. Hence, to evaluate the ground-state engpgye need to nd the smallest, which we denote
by E,, such that the real part of the denominator of Eq. (2.1}, at0, is vanishing

Ep="k=0 tRe (! = Ep): (2.2)
On the other hand, to nd the renormalized mass we rst introduce the renormalized energyk)

by generalizing Eq. (2.2) for arbitraky, and impose that it should be quadratic for small momenta
2

k -
E(k)= "k+Re (! = E(k)) const+ o around jkj O: (2.3)

A practical way to calculaten is to notice that around the bottom of the bandE (k) k=m.
Hence, from Eq. (2.3) we deduce that arojkjd 0 it holds that

mL =rEK)=r1 "« +tr (Re(! = E(Kk)) mLO'F % r «Ex; (2.4)

I =Ep

2.1)

where we introduced the band masg analogous tan in Eg. (2.3), when the renormalized energy
Is substituted with the nonrenormalized disperdiqik) ! ". Going back to Eq(2.4), we see that
m can be expressed in terms of the self-energy as follows

0

m = mo@l

M A - (2.5)

!:Ep

We use thaE (k = 0) = E,.
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Figure 2.1:a) Comparison of the DMFT and DMRG (taken from Refs),[43]) renormalized electron
mass in the 1D system, at= 0. (b) Comparison of the ground state energy from the DMFT and the
global-local variational approach (taken from Ref. [43]) in the 1D systerh,=a0.

In the case of a tight-binding model on a hypercubic latticé dimensions, the band masg can be
calculated using

xd xd K2 X
K= 2ty cosk 2t (1 ?') =const:+ ty  k? = const: + tok?: (2.6)
i=1 i=1 i

From here, it directly follows thah, = 1=(2to), and this remains true irrespective of the number of
dimensions.

Let us now examine some numerical results. We apply the DMFT algorithm from Fig. 1.2 to
calculate the self-energy, and then use Eg<$) and(2.2) to calculate the quasiparticle properties.

In Fig. 2.1(a) we show the DMFT results in 1D for the electron effective mass over a broad range
of parameters, covering practically the whole parameter space ifi;thg plane. We see that the
mass renormalization is in striking agreement with the DMRG redd|t43] which presents the best
available result from the literature. Small discrepancies are visible only for stronger interaction with
small! 3. A similar level of agreement can be seen in the comparison of the ground state (polaron)
energyE, in Fig. 2.1(b). Here, the results obtained with variational global-local meth8d4{]

are taken as a reference. While the agreement in the weak coupling and in the atomic limit could
be anticipated since the DMFT becomes exact in these limits, we nd the quantitative agreement
in the crossover regime between these two limits rather surprising, bearing in mind that the DMFT
completely neglects nonlocal correlations.

We have also calculated the effective mass for two- and three-dimensional lattices (see Fig. 2.2(a)).
We observe an excellent agreement with the continuous-time path-integral quantum Monte Carlo
(QMC) calculation from Ref.42], which has the reported numerical accurac@d®o 0:3%. This
was now expected since the importance of nonlocal correlations decreases in higher dimensions.

It is interesting to note that none of this was not observed earlier. In the standard reference of
Ciuchi et al. [5€], the DMFT is applied only to the Bethe lattice, and this result was often used in
comparison with other reliable results obtained on nite-dimensional lattices. Used in this way, it
seems that the DMFT provides only a qualitative description of the Holstein mi&gl€lg, 43, 61, 71].
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Figure 2.2: (a) Continuous-time QMC (taken from Ref.d]) vs. DMFT mass renormalization in 1D,
2D and 3D, with! 3 = 1. (b) Comparison of the DMFT mass renormalization on different lattices.
Here, the half-bandwidtidV=2 is set to unity.

We illustrate this in Fig. 2.2(b), where we compare the renormalized mass results on a Bethe lattice,
with the results obtained on 1D, 2D, and 3D lattices.

Remark 7. The difference between the DMFT algorithm on different lattices lies in the self-consistency
condition. In the 1D and 2D cases, these conditions are given by(Ed€8)and(1.114) respectively.

In the 3D case, we do not have a nice analytic solution, but(EG23)nevertheless gives a nice and
stable result. A self-consistency condition for the Bethe lattice reads as

1

Go(t)= ! G(') (2.7)

(W=2)?
4

whereW=2 is the half bandwidth.

It is rather surprising that there is a striking agreement between the effective mass for 2D and the
Bethe lattice as shown in Fig. 2.2(b), even though the noninteracting densities of states are different.
To make this analysis even more complete, we also provide comparisons between the 1D and 2D
spectral functions with the spectral functions on a Bethe lattice; see Fig. 2.3. The Bethe lattice lacks
a dispersion relation since it has no translational symmetry, Therefore in Fig. 2.3 we compare only
the local spectral functiond(! ) = 2ImG(!) = 2iIm3 | Gc(!) of the Bethe, and nite-
dimensional lattices. For small couplings, the spectral functions resemble the noninteracting density
of state and we nd a large discrepancy, as shown in panels (a) and (b). However, as the interaction
increases the spectral functions become more alike. The agreement between 2D and Bethe results is
very good, even for moderate interactions. Although these ndings are completely unexpected, we
will not delve further into their analysis, as our main focus is establishing the quality of DMFT method
for the prediction of single-particle properties within the Holstein model.
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(i) 1D vs Bethe (i) 2D vs Bethe

Figure 2.3: Comparison of DMFT local spectral functions on different lattices

2.2 Spectral Functions for Weak Electron-phonon Coupling

In the previous section, we demonstrated that the DMFT gives extremely accurate predictions of the
guasiparticle properties. In doing so, we used a variety of different benchmarks from the literature.
Since we now want to investigate the accuracy of DMFT spectral functions in the weak coupling
limit, some benchmark methods are also needed here as well. One such promising candidate is the
self-consistent Migdal approximation (SCMA).

2.2.1 Benchmark Method: Self-Consistent Migdal Approximation

In Sec. 2.2 of Part |, we introduced the one-shot Migdal approximation. It is a perturbative method
that takes into account only the lowest-order Feynman diagram in the self-energy; 8¢l Epf

Part I. As such, it is accurate only for very small coupliggand thus it is not a reliable benchmark

for assessing the quality of the DMFT results in a somewhat broader range of parameter regimes.
Luckily, a signi cantimprovement can be easily constructed by generalizing the Migdal approximation,
such that the noninteracting fermion propagator in dL7)from Part | is substituted with the full
(interacting) propagator; see the top row of Fig. 2.4. This equation needs to be supplemented by the
Dyson equation, which relates the full Green's function back to the self-eneig¥” . Hence, these
equations need to be solved self-consistently. This constitutes the SCMA method. We note that some
further insight about this method can be gained if we expand the full Green's function in terms of the
noninteracting Green's function: as shown in the bottom row of Fig. 2.4, in addition to the Migdal
diagram in panel 2.4(b), SCMA consists of a series of non-crossing diagrams; see panels 2.4(c)—(e).
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Figure 2.4: Feynman diagrams for the self-consistent Migdal approximation.

However, despite the fact that this series is in nite, it fails to reproduce even some low-order diagrams;
see Fig. 2.5. This is one of the shortcomings of this method.

Figure 2.5: The lowest Feynman diagram missing in the SCMA.

Let us now derive the SCMA equations that are needed for the application of this method in
practice. This derivation will be performed in the grand canonical ensemble. We will concentrate on
the calculation of the self-energy since all single-particle properties are easily obtained from it. Using
the Feynman rules (see Sec. 2.1.1 of Part I), we see that the self-energy from Fig 2.4(a) can be written

as: gz X

T A (I e R @8)

w7 13
whereG(i' , 1 ) is the full electron propagator. The frequency dependence of this quantity can

be expressed explicitly using the spectral representation

Z
Geil 0 i )= d(“nAki(n) T

whereAy is the spectral function. Plugging this back into E#.8), we can perform the sum over
Matsubara frequencies using a well-known trick

Z
1 X oy dz
- F@O )= cﬁ

n

(2.9)

F(2)(2); (2.10)

whereb(z) = 1=(e* 1)isthe Bose function an@ is a counterclockwise contour around the poles
and branch cuts d¥ (z). Integral overz is easy to solve using the residue theorem, giving

ZXZ . .

k(! n) =

q

This expression can be further simpli ed, using the properties of the Bose funigilon ) =
f( )andb( 'g)= 1 b(!,),where we introduced the Fermi functionfg@) = 1=(e* +1).
Furthermore, one should notice that the subintegral function ifZ#l)is actually vanishingly small,
unless is extremely large. This is a consequence of the fact that the spectral fuAgtfopvanishes
when we are very far away from= (k) = "(k) ~andinourcase-! 1 . Hence, we can
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restrict the integration in Eq2.11)to a domain of very large. In that case we can approximate
f() Oandf( ) 1 Combining all of these insights, we obtain

@ X -

N
q

k(i n) = dAk ()

; (2.12)

where we introduced,, = B(! o). Once again, using the spectral representation fron{ZE8), the
above expression can be written as

g?(1 + npy) X

k(i n) = N

. 2non X
Gy q(i'n 'o)+ 9 Toh
q q

Gk (il o+ !o): (2.13)

The right-hand side can be cast into #n even simpler form if we use the fact that the local Green's func-
tion G(! ) can be written a&(! ) = Ni q Gk q(!). Furthermore, since this quantity is momentum-
independent, we conclude that SCMA self-energy is kisadependent. Therefore, after performing

the Wick rotation! , ! ! + i0" we nally obtain
(1)= @+ nu)G( o)+ ¢npnG(! + ! o): (2.14)

The local Green's function on the right-hand is actually the same quantity that we already examined in
Secs. 1.8.2, 1.8.3, and 1.8.4. Hence, depending on the lattice we are examinirfd, Exfg(1.114)

or (1.123) represent another relation between the Green's function and the self-energy. Each of these,
in conjunction with Eq(2.14), constitute a set of equations that are solved self-consistently. In prac-
tice, we start from the self-energy in the Migdal approximation and, depending on the lattice, use
EQs.(1.108)(1.114) or (1.123)to calculate the local Green's function. Then, Egj14)can be used

to obtain the self-energy in the next interaction. This procedure is repeated over and over again, until
the self-energy has converged.

2.2.2 DMFT vs. SCMA in the Weak Coupling Limit

A comparison of the DMFT and SCMA spectral functions, for weak electron-phonon coupling, is
shown in Fig. 2.6. We note that no arti cial broadening was used in any of the plots. As we see, the
results almost fully coincide. This proves that DMFT is in fact reliable in the weak-coupling regime.

2.3 Spectral Sum Rules

2.3.1 Introduction

In the Sec. 2.4 of Part |, we de ned the spectral sume rules i(Zg9) Here, we will be examining
the rst few sum rules within the DMFT and SCMA. This analysis is relevant when the parameters
g; T are not too large. This is because the spectral functions, in this case, have a simple one or two
peak structure, as we already saw in Fig. 2.6. Hence, our goal is to support and somewhat extend the
conclusions of the previous chapter.

In the previous sections, we always had a benchmark method that assessed the quality of our results.
Since the spectral sum rules in the Holstein model can be calculated eXagtiwé will use these as
our benchmark.
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Figure 2.6: DMFT vs. SCMA spectral functions in the weak coupling regime.
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2.3.2 Spectral Sum Rules: Exact Results

The spectral sum rules can be obtained using the expression we obtained2mEypf Part |. The
resultsfor0O n 8readas

Mo(k) =1; (2.15a)
M 1(k) = "«; (2.15b)
M 2(k) = (2 nph +1)g*+ g (2.15¢)
M 3(k) = 2(2npn + 1) g™ + &Pl o+ "§; (2.15d)
M 4(kK) =3g*@npn + 1) 2+ ¢?(2npn +1) 32 +2t5+ 15 +20% o"v + ks (2.15¢€)
M 5(k) = 7g*(2npn +1)?" + g* 3l g"F +6t51 o+ I §

+(2npn +1) 10g* o+ @2 4t§"k +212" #4242 (2.15f)

M g(k) = "p +15¢°(2nyn + 1) % + g*(2npn + 1) 12'2 +18t5+ 15! 5

+10g™ 2+ g® 123 o' + 4! "2 + 213",

+(2ngn +1) 229" 0" + &F 6t2"2+3' 2"2+5"4+12th +6t5+ 15 (2.150)

M 7(k) = 36¢°(2npn + 1) > + 2194' 5"k

+ g° 183! "2+ 31 3"2 + 5 "4+20t S+30t5! o+ ! 5

+(2npn +1)% 105° o+ g* 423" +32! 5"y + 18"}

+(2npn +1)g* 36 o"F +108t3! o + 56! 3

+(2npn +1)g° 2" 1231 5+ 615+ 1§ +8t2"3 +412"34+6"2 +"[; (2.15h)
M g(k) = 105¢%(2nyn + 1) + g (2nph +1)3 64"k +160t3 + 210! z

+ g* 33 2"2+158t3! 5 +56! ;

+ g% 243 o"k +40t3! 3 2 +6Ot4' 0"k +61 " +41 33 4215,

+(2npn +1)% 236° " + g* 68t3"F +511 5 2"2 +25"4+258t 2+94t5+63! 5

+280(2npn + 1) g% 5+ (2npn + 1) g* 2403 0"k +521 "3 + 116! 3",

+3(2npn + 1) g™F 1251 S+ 615+ 1

+(2npn +1)@? 1Ot2"4+5' 2"4+7"6+90t 2+30t31 g+20t5+ 1S + "3 (2.15i0)

We note that the results f@& n 4 originally appeared in Ref5[7], n =5 result was calculated in
Ref. [62], while the results fon = 6; 7; 8 are presented here for the rst time.

2.3.3 Spectral Sum Rules: SCMA Predictions

Berciu and collaborator$B, 72] introduced a nice method for determining how many sum rules a
method we are examining satis es, if we know its diagrammatic expansion (see Fig. 2.4) and the
lowest order diagram that is missing from that expansion (see Fig. 2.5). We now brie y review that

method, in the case of SCMA. Let
Z

N . (k) dll " Ge(!): (2.16)
Now, the spectral sum rules can be written as

ya
Ma(k)=  dl! "A()= Limi a(K): (2.17)

We note that the real part of tifé , can even be in nite or unde ned, since it is only the imaginary
part that we are interested in. The Green's functon from(Ed.6)can now be rewritten in terms of
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the self-energy, using the Dyson equatfon
1
Go'(t)  «(*)

while the self-energy itself can be expanded in the series with respect to the electron-phonon coupling
strengthg

Gu(!) = = Go(!) 1+Go(!) k(1) +(Go(!) k(1 )2+ ::: ;  (2.18)

(H)=g @)+gt W)+ (2.19)

where (1) denotes the SCMA self-energy terms which have exactlgrtecies. Plugging all of
this back into (2.16), we get:

Z Z
Moo= dil "Gl )+ g dl! "Go(!)?2 @)
I {z o {z }
z 'z
+gt dll "Go(1)? W)+ gt dll "Go(!)3( @)+ (2.20)
—f— f—)

Let us now see how much does each of these terms contribute to the spectral sum rules. Before we

do that, we rst need to notice that each of these terms has an integrand which is completely analytic

in the upper-half complek plane. Hence, if the integrand is decaying faster tf—’uafa)r! I

we can close the complex contour from the upper halfsiimce there are no complex poles in the

upper-half plane, the integral is vanishing. Hence, we conclude that if the integrand is decaying faster

than!l for! 1'1 | the corresponding term does not contribute to the spectral sum rule. Our task is

thus reduced to nding the asymptotic expansion for each of the subintegral functions in Eq. (2.20).
In order to do this, we rst note thagq(! ) / ,l for! 1' 1  .Hence, the integrand inbehaves

as/ ! " 1 and this term contributes to spectral sum rules for arbitrarpefore we analyze the

second term, we rst note tha® @ (1) corresponds to the diagram shown in Fig. 2.4(b). This term

has a single electron propagator, and hence contribute&4s) / %,for! ! 1 . The whole

subintegral ternil thus behavesds ! ™ 3. We conclude that contributes only fon 2. Similarly,

we see that @ (1) / %, and hence both subintegral termsih andlV behave a$" . These

terms contribute fon 4. However, SCMA does not faithfully reporoduce all diagrams of fourth

order. The one in Fig. 2.5 is missing. Hence, SCMA correctly predicts the spectral sum rules for

n=0;12;3

2.3.4 Spectral Sum Rules: DMFT Predictions

Within the DMFT, the spectral sum rules are calculated numerically. Results, over a large number of
parameter regimes, are presented in Tables F.1-F.17, in Appendix F. We see a striking agreement with
the exact results for all the sum rules that we calcula@ed 6 8). This con rms our earlier ndings

that the DMFT is in fact reliable in the weak coupling limit.

2.4 Atomic Limit

The atomic limit is de ned as a parameter regime where the hopping is vanighing. In this case,
the Holstein problem admits an exact analytic solution; see Sec. 2.3 in Part I. In fact, the DMFT should

2This is justi ed as we know that the spetral sum rules have the same, polynomial expression, irrespective of the
coupling strength. Hence, if we derive the spectral sum rules for weak coupling, where this expansion is valid, we know
that the sum rules continue to be valid eve for other regimes.

3We could also close the contour from the lower-half side as well, but the upper half-side turns out to be much more
convenient. This is allowed since the length of the contour grows lin@aRyand there is no exponential term
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also predict the exact solution. This can be seen as follows: in Chapter 1, we gave a detailed derivation
of the DMFT equations and proved that they predict an exact result in the limit of in nite coordination
numberZ ' 1 . However, in the atomic limit, the sites are decoupled. This means that the result is
independent oZ , enabling us to formally take the lim&t ! 1 . Since DMFT is exactinth& ! 1
limit, it follows that it also has to be exact in the atomic limit as well.

Here, we supplement this analysis by numerically investigating the DMFT solution close to the
atomic limit. In addition, we will be discussing the predictions of the SCMA at the atomic limit.

2.4.1 AtomicLimitat T = 0: DMFT Predictions

IntheT =0 case, the exact Green's function in the atomic limit was already presented in Part |; see
Eq. (2.38a). The corresponding spectral function is given by a series of delta peaks

e ng 2

n!

Al) =

n=0

(' nlo Ep; (2.21)

whereE, is given by Eq(2.37) We now want to compare this with the DMFT predictions close to

the atomic limit ¢; = 0:05andt = 10 ®), in the regimel ; = g = 1. Since Eq.(2.21)is given

by a sum of Dirac delta functions, plotting this would require introducing some kind of arti cial
broadening. Instead, the comparison between DMFT and the exact result can be made using the
momentum-averaged integrated spectral weights

1 X
()= N [e(1); (2.22a)
z, X
(1) = Ax( )d: (2.22b)
1
The exact result for this quantity is a direct consequence of Eq. (2.21), and is given by

2
)Q 2ne

I exact(! ) =

o (! nly Ep; (2.23)
n=0
where is the Heaviside step function. However, calculatirify) within DMFT is not completely
straightforward. This is because DMFT,Tat= 0 predicts that the polaron peak is a true Dirac delta
function. In addition, there can be additional delta peaks in the DMFT solution. These delta peaks,
without the use of arti cial broadening, cannot be represented on a nite frequency grid, which is
how A ( ) is stored on a computer. Hence, the information about the delta peaks will be missing if,
in our numerical implementatignve simply calculate the spectral functiorf &g = 1ImG(!).
Therefore, a straightforward numerical integration of g22b)would sometimes seemingly lead to
the conclusion that the spectral sum rl€l ) = 1 is violated. This problem needs to be solved if
we want to reliably calculate the expressions in Eq. (2.22).

Let us now present a numerical scheme that overcomes these issues. This is achieved by calculating
I (') directly from the self-energy( ! ). Let us suppose that the self-energy datg; 11 N 10
are knownonadense griidi ;! 121!y 10,suchthat ! =141 !4issmallenough. The integrated
spectral weight can then be rewritten as

o1 S d 1 Xt g |

g=0

40f course, if we could perform the calculation analytically, delta peaks would be present.
5The self-energy keeps the information about the location of the delta peaks; see the text below Eq. (2.24).
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Ateachinterval! ;! 4+1]the self-energy is known only at the endpoints. The linear interpolation of the
subintegral function at each intenfal; ! 4:1 ] would correspond to trapezoid integration, which cannot

take into account the already mentioned delta peaks. The delta peaks occur whenever our subintegral
function is (in nitely) close to the singularity, i.e. whem ( )! 0 and Re( ) "« O

Hence, these will be accounted for if we use the linear interpolation of the denominator itself instead
of the whole subintegral function.

1 ! .
(1) _lquo ’ S P (2.25)

where 8 =( g1 o)=(! ¢+1 ! ¢). This can now be evaluated analytically

1. Xt g ! "
()= =Im  =——In e t @l (2.26)
q *q q

a=0

Equation(2.26)is the solution to our problem, as it, by construction, correctly takes into account both
the contribution of the Dirac delta peaks and the contribution of the rest of the spectral function.

Remark 8. It is easy to see that the contribution of the term, which corresponds to the interval
(! ¢! q+1), to Eq.(2.26)is equal to

1 1
] o .« 1 @ " (2.27)
Pgrr g
if the interval contains a delta peak, whereas it is
1 1 1 0 1 1
ZIm sIn 1+ !ql% g=Im —— (2.28)
q " q q gk q

otherwise. If we analytically took into account the contribution of the delta peak, it would coincide
with Eq.(2.27) while Eq.(2.28)is exactly the term we would get using the standard Riemann sum
in Eq.(2.22b) Having in mind that the Riemann sum approach is completely justi ed in the absence
of delta peaks, we now explicitly see that the integration scheme presented(lhZis perfectly
well-suited for the calculation of the integrated spectral weight.

Using the numerical scheme we just presented (se€2E%f)), we can nally calculate the inte-
grated spectral weight within the DMFT, and compare it to the exact analytical result fro(@.Eg)
The results are shown in Fig. 2.7, where we observe a remarkable agreement. Welg¢¢ fieatures
jumps at frequencies whefg(! ) has peaks and the height of those jumps is equal to the weight of
the peaks. Nonzero hopping in the DMFT solution introduces small momentum dependég(de) of
which is why Fig. 2.7 shows the result averaged over all momenta. A more detailed comparison is
presented in Table 2.1. It shows the numerical values of the DMFY) at the positions of delta
peaks (for a giverk and averaged over mary in comparison with the analyticay = O result
from Eq.(2.23) These delta peaks, positionechat, + Ep,, have the weights equal to"e “=n! for
n=20;1:::. As expected, the DMFT is fully capable of reproducing the results at the atomic limit.

SFor the calculation of this integral it is useful to explmitx  Iny = In( x=y), which does not hold in general, but it
can be used in our case sifoe 4 < O (for everyq).

64



Figure 2.7: DMFT integrated spectrall:yvellght fog = 0:05 (shaded) anty, = 10 ° (red dashed line)

averaged over all momentg(! ) = & '1 Ax( )d , in comparison to the exat§ = O result
(blue solid line).

Table 2.1: Integrated spectral weigh(! ) for different momenta and hopping parameter$ at 0
and! o = g = 1. The exact atomic limit correspondstip= 0:00, and the corresponding results are
depicted as shaded cells. Fgr= 10 ° the DMFT solution has nk-dependence within the speci ed

accuracy, which is why the correspondikgalues are denoted as 'all'. We denote igalues to be
‘av.' if the answer is averaged over all momenta.

k : -2 -1 0 1 2 3
to
0:00 | 0:00 037 074 092 098 1.0
all 10° [ 0:00 Q37 Q74 092 Q98 10
av. | 005 | 0:00 037 073 (092 Q98 10
0 005 | 000 Q40 Q76 094 (@99 10
=2| 005 |000 Q37 Q74 Q92 098 10

0:05 | 0:00 033 Q71 Q91 @98 Q99

2.4.2 Atomic Limitat T 6 0: DMFT Predictions

Let us now consider th& 6 0 case. At the atomic limit, E(2.38b)from Part | implies that the
spectral function is given by

q — —— .
A(l)= ln 22 np(npn+1) e @npn+1) 2+n3Q (! nly Ep; (2.29)
n=1

while the corresponding integrated spectral weight reads as
b3 qg - — s 1o
1(0)= ln 22 npn(npn+1) e @D (1 nlg Ep): (2.30)

n=1

The peaks are located it o + E,, wheren can now be both positive and negative integer.
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P
Figure 2.8: DMFT spectral functiong\(! ) = Nl CA(t)forlo=1,9=1,t, =0:05.

Table 2.2: Spectral weights of individual peaks located at n! o+ Eoforn= 2, 1;0;1,2; 3.
The DMFT spectra, obtained fog = 0:05, are averaged ovér. The atomic limit valuestf = 0:00)
are obtained from the analytical formula and are depicted as shaded cell$.Hefle g=1.

T : -2 -1 0 1 2 3
to
04| 000 | 0:03 034 0:35 0:19 0.07 0:.02
04| 005 | 003 (034 (034 (018 Q07 @02
06| 000 | 006 030 033 0:19 0:08 0:02
06| 005 [ 006 Q30 033 Q19 Q08 @02
0:8| 0:00 | 009 0:27 030 0:19 0:09 0:03
08| 005 | 0:09 Q27 Q@30 Q19 Q09 @03
1.0| 000 | 010 0:25 0:28 0:19 0:09 0:.04
1.0 005 | 0:10 Q25 (028 (019 Q10 Qo4
1.2 000 |011 0:23 0:26 0:19 0:10 0:04
1:2| 005 | 0:11 Q23 (026 (019 010 Q04
1:4| 000 | 0:12 021 024 019 0:11 0:05
1:4| 005 | 0:12 Q21 (024 (019 Q11 Q05

Let us now compare these exact results for various temperatures with the DMFT predictions, in
the parameter regime, = g = 1. The DMFT spectra, averaged overare shown in Fig. 2.8. Even
though no arti cial broadening was used, these peaks have nonzero width, as a consequence of the
nonzero hoping parametdg = 0:05). We note that the peaks themselves, at low temperature, do not
have the Lorentzian shape. Instead, they are characteristically fork-shaped, which is the consequence
of the 1D density of states (see Fig. 2.3i(a)). This property is only noticeable at small temperatures
because the larger teB1peratures tend to smear it out. The weight of the peaks are very close to the
analytical result,(2 2 npn(npn + 1)) e @en*D **n22 a5 seen from Table 2.2. This con rms the
ability of the DMFT to correctly reproduce the results at the atomic limit.
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2.4.3 Atomic Limitat T = 0: SCMA Predictions

Here, we present a formal proof that SCMA does not predict correct results at the atomic limit. We
restrict our derivation to th& = 0 case. In the atomic limitg = 0) atT = 0, it holds thatny, ! O.
Hence, the SCMA Eq. (2.14) reduces to

(1)= g?G( !y): (2.31)
In addition, since the SCMA self-energyksindepedent, and the noninteracting dispersion vanishes
in the atomic limit", = 2tgcosk ! 0, we see that in this limit the Green's function also losekits
dependence. Hence, the local Green's function from Eqg. (2.31) can be written as
Gy L . 232
O= 1y (2.32)
Combining Egs. (2.31) and (2.32), we obtain
of of
(1= g6 o) = (! I):| ! ¢
0 0 0 T, (T 29)
2
- = g __ : (2.33)
Lol S
I 2 g

However, this does not coincide with the exact solution which is given byIE©55) where we should
substituteG(! ) ! ! 1, as explained in Remark 6. Therefore, SCMA cannot be exact in the atomic
limit. Some numerical results of the SCMA in this limit will be given in the next section, and also in
Sec. 3.4.4.

2.5 Spectral Function at Intermediate and Strong Electron-Phonon
Coupling

2.5.1 Benchmark Method: Hierarchical Equations of Motion

The hierarchical equations of motion (HEOM) method is a numerically exact technique that has
recently gained popularity in the chemical physics communi8+[€]. It has been used to explore
the dynamics of an electron (or exciton) which is linearly coupled to a Gaussian bosonic bath. One of
the advantages of this method is that the correlation functions are calculated directly on the real-time
(real-frequency) axis/[7], avoiding the numerically ill-de ned analytical continuation. However, the
existence of numerical instabilities stemming from the discreteness of phonon bath on a nite lattice,
explain why its application for the study of the Holstein modé&-82] were not more widespread
in the past. Recently, these limitations were overcome using the momentum-space HEOM method,
which was developed by Jankéin Ref. B3]. He was the one who generated all the HEOM results,
that we will be using as a benchmark, in this thesis.

Let us now give a brief overview of this method. Within HEOM, the central quantity that is calcu-
lated is the time-dependent greater Green's function, which is de n@F gk;t) =  ihc (t)citoo. It
turns out that we can representitas a ®0(k;t) = Gg' %(k; ) of an in nite hierarchy of the so-called
auxiliary Green's functions (AGFQET;” )(k kn;t). Heren  Qisthe number of the electron-phonon
interaction events starting from the free-electron state of momektuvhile n is a vector of nonneg-
ative integers that fully describes each event (the phonon momentum and whether it is absorbed or
emitted). The net momentum exchange between the electron and the phonon&edets is denoted
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by k,. The AGFs are mutually dependent: the equation of motion for the AGFs at deptiudes
also the terms with AGFs at depths 1, with factors that are proportional to the electron-phonon
coupling constant and to the phonon absorption/emission fa%:[m:mm(! 0=(2T)) 1]. Asaresult,an
in nite hierarchy of the equations for the AGFs is constructed. In practice, the hierarchy is truncated
at a certain maximum depi, so that all AGFs witm > D are set to zero, after which the obtained
set of differential equations is solved numerically.

Since the exact solution would theoretically corresporid tol , it is always necessary to check
that the chose® (which for numerical reasons has to be nite) was large enough so that the results
have fully converged. In addition, HEOM method can only be applied to a system with a nite number
of lattice sitedN . Thus, if we want to describe the system in a thermodynamic limit ile.1 ),
we also need to keep increasiNguntil the convergence of the results, with respect to this parameter,
is reached as well. However, we note that in pradicandD cannot be too large, due to computer
memory issues. In addition, HEOM is computationally expensive. This is the price one has to pay for
the results of such high quality that this method produces. The concrete vaNeasmafD which one
needs to take vary depending on the regime. For example, there is not much electron-phonon scattering
in the weak coupling limit, which is why this regime requires lalg@and smalD . In contrast, smaller
N would be suf cient in the strong coupling limit, but the defdhshould be much larger. In the case
of intermediate electron-phonon coupling, which is the most relevant for us, &fsHjowed that
even relatively smalN (between 5 and 10) are representative of the thermodynamic limit.

2.5.2 Results at Finite Temperature

Typical results for th&k = 0 andk =  spectral functions are shown in Fig. 2.9, while additional
results for other momenta and other parameters are shown in Figs. 2.10 and 2.11. We note that the
convergence of the HEOM results with respechNt@ndD was always checked. Table 2.3 displays

the values of these parameters, that are deemed suf ciently large for the results to be considered
converged.

The agreement between DMFT and HEOM spectral functions is excelleing forg = 1; see pan-
els Fig. 2.9(a)— 2.9(b), where we note that the DMFT solution is a bit smoother than HEOM, due to the
nite-size effects of the HEOM solution. Moreover, in this regime, even the SCMA method provides
decent results: the weight of the SCMA quasiparticle (QP) peak is nearly equal to the DMFT/HEOM
QP weight, and the overall agreement of spectral functions is rather good. This is not the case for
stronger electron-phonon coupling (see panels 2.9(c)- 2.9(h)) where the SCMA poorly approximates
the true spectrum. In particular, we now see the numerical predictions of the SCMA near the atomic
limit” (see panels 2.9(g)- 2.9(h)), complementing the results of Sec. 2.4.3. As expected, it gives
completely incorrect predictior&,_in contrast to the DMFT which provides very reliable results.

wever, the regime fag = = 2 seems to pose some problems to the DMFT. We observe that for
g= 2andk = (see panel 2.9(d)) the DMFT and HEOM satellite peaks are somewhat shifted with
respect to one another. This is the most challenging regime for the DMFT, representing a crossover
( = 1) between the small and large polaron. Nevertheless, the agreement remains very good near
the quasiparticle peak fér= 0 (see panel 2.9(c)), which will be the most important for transport in
weakly doped systems.

Up to now, we have analyzed the DMFT solution for weak couplings (in Sec. 2.2), for intermediate
couplings (in Figs. 2.9(a)—-2.9(d)), and near the atomic limit (in Figs. 2.9(g)-2.9(h) and Sec. 2.4). To
complete this analysis, let us now turn to the results at the strong coupling regime. The case when
g = 2 should be a good representative of this regime. This can be concluded from Fig. 2.1, which
shows that in this case, there is a strong renormalization of electronrmass, 10. Unfortunately,
the HEOM benchmark cannot easily converge in this regime with respect to maximuniegle
to computer memory issues. In order to nd an adequate benchmark, capable of providing reliable
results for this regime, we rst analyze the DMFT results, applied on a nite systemNvilites (see

’Since we measure andg in term oftg, the atomic limit corresponds to the regime of largeandg.
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Chapter 1 and Remark 4 therein). The results are shown in Fig. 2.12. In the @gii2e! o = 1, we

see that there is very little difference between the resultblifer4, N = 6, and the thermodynamic
limit. Therefore, in this case, a lattice as small\as= 4 can be considered suf ciently large to be
representative of the thermodynamic limit. This insight opens a pathway for the introduction of the
exact diagonalization (ED) method as a benchmark in this regime. In the case of a lattide with

the application of the ED method would require too much computer memory. Luckily, as we have now
demonstrated\ = 4 is suf cient in this case. We note that all the ED results were implemented by
Nenad Vukmirovt [62], and we just use them as a benchmark.

Remark 9. Within the ED method, the spectral functions are calculated by diagonalizing the Holstein
Hamiltonian in the space spanBed by the vectd)céjnlnz :.:nyi, wheren; is the number of phonons

at sitei 2 1;:::;N, satisfying ; nj < nnax, while U is the unitary operator of the Lang-Firsov
transformation [38] given as

P
U=elo 1990 2 (2.34)
BothN andnn.x need to be increased until convergence is reached. The spectral function is then
calculated a$ 1 X X o
Ac(l) = Z_p e - mr (! + Em, Em)jhmpjccjmeij<; (2.35)
mp Me

wherejm,i denotes purely phononic states, the energy of whiéh,is jmei denoteslg,he states with
one electron and arbitrary number of phonons, the energy of whigljsandZ, = e Emp s

the phononic partition function. It turns out that the convergent results, for the spectral function when
g=2,!'9=1,N =4, are obtained fon,x = 16.

The results are shown in Figs. 2.9(e)— 2.9(f). We see a remarkable agreement between DMFT and
ED, even though this regime is far away from both the atomic and weak coupling limits, where the
DMFT is exact. The spectral functions in Figs. 2.10 and 2.11 can be analyzed analogously. Overall,
we conclude that the agreement of DMFT and HEOM/ED spectra is very good, which implies that the
nonlocal correlations are not pronounced.

Remark 10. We note that the HEOM and ED methods impose periodic boundary conditions on a nite
lattice. Hence, the momenkacan only take the values that are integer multiple N . Although
additional values ok are obtained using the twisted boundary conditions, arbitrary valudsaosé

not available. This is why different panels in Figs. 2.10 and 2.11ii do not always have the same values
of momenta. Nevertheless, this is suf cient for our comparisons, since DMFT and SCMA are applied
in the thermodynamic limit, meaning that we can easily calculate the results for arbkrary

Table 2.3:Number of lattice sitedl and the maximum hierarchy depgihused for the application of
the HEOM method in different regimes at nite temperature

Parameters | N | D
lo=1 g=1 T=0:7 10 6
lo=1 g= T=1 10 6
lo=1 g:pé T=0:4 8 8
lo=1g=,2 T=06 8 7
lo=1 g=p2 T=0:8 8 7
lo=3 g= 12 T=1 6 9

8Plotting this result requires the introduction of some arti cial broadening, due to the delta functions.
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