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Optical conductivity spectra are studied for the Falicov-Kimball model with correlated hopping on the Bethe
lattice. An expression for the current-current correlation function is derived using dynamical mean field theory.
In the metallic phase with small correlated hopping values, the shape of Drude peak deviates from the Debye
relaxation peak, and an additional wide peak is observed on the optical conductivity spectra and on Nyquist
plot when Fermi level is in the vicinity of the two particle resonance. At larger values of the correlated hopping
parameter, the density of states contains three bands and the corresponding optical spectra and Nyquist plots
display a more complicated shape with additional peaks. For strong local correlations, the correlated hopping
reduces the width of the upper Hubbard band resulting in a decrease of the Drude peak spectral weight for the
doped Mott insulator.
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1. Introduction

Electron correlations attract a great interest in connection with various phenomena in different
materials, from the one- and two-dimensional organic conductors, through three-dimensional solids, up
to the optical lattices. As it was noticed by Hubbard in his seminal article [1l], the second quantized
representation of the inter-electron Coulomb interaction should also take into account, besides the local
term U ), njn; |, the nonlocal contributions including the inter-site Coulomb interaction 3;; Vi;A;7; and
the so-called correlated hopping

DD i + hj e, ¢ (L.1)
ijo
which reflects the fact that the value of inter-site hopping depends on the occupation of these states.
Correlated hopping can arise either due to a direct inter-site interaction or due to an indirect effective
interaction [12}13]].

Local Coulomb interaction has been widely investigated in the theory of strongly correlated electron
systems, whereas the correlated hopping attracted much less attention. It was mainly considered while
elaborating new mechanisms for high temperature superconductivity [4}[5], and while describing organic
compounds [6] and molecular crystals [7]], electron-hole asymmetry [8]] and enhancement of magnetic
properties [9]. Quite recently, the correlated hopping turned out to be an important puzzle in understanding
the behaviour of quantum dots [[10-12] and fermionic [13} [14] and bosonic [[15H17] atoms on optical
lattices.

Here, we study the effects of correlated hopping using the Falicov-Kimball model [18]], the simplest
model of strongly correlated electrons, which considers the local interaction between the itinerant d
electrons and localized f electrons. It is a binary alloy type model and its ground state phase diagram
for the one-dimensional (D = 1) and two-dimensional (D = 2) cases displays a variety of modulated
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phases [[19H22]). It possesses an exact solution in infinite dimensions [23| [24] within the dynamical mean
field theory (DMFT) [25] 26]. An extension of the model by inclusion of correlated hopping was also
considered, and the DMFT solution with a nonlocal self-energy was obtained [27} 28]].

In our previous article [29]], we considered a charge and heat transport in the Falicov-Kimball model
with correlated hopping on Bethe lattice. Exact solutions for the one-particle density of states (DOS)
and two-particle transport function (the “quasiparticle” scattering time) were obtained, and for a wide
range of the correlated hopping, the singularities due to the resonant two-particle contributions were
observed on a transport function, whereas the one particle DOS does not show any anomalous features.
By tuning the doping of itinerant electrons, in order to bring the chemical potential close to the resonant
frequency, a large increase of the electrical and thermal conductivities and of the thermoelectric power
can be achieved. On the other hand, for some values of correlated hopping, when the hopping amplitude
between the occupied sites is sufficiently reduced, itinerant electrons localize in the clusters of sites
occupied by f-electrons giving rise to an additional narrow band in the DOS between the lower and
upper Hubbard bands.

The main subject of this article is to study to what extent the anomalous features observed in the DOS
and in the transport properties of the Falicov-Kimball model with correlated hopping can be manifested
in the dynamical response, such as optical conductivity.

The paper is organized as follows. In section[2] we present the DMFT solution to the Falicov-Kimball
model with correlated hopping on a Bethe lattice. Section [3] provides the derivation of the current-
current correlation function and optical conductivity in a homogeneous phase. In section ] we consider
the peculiarities of the current-current correlation function and its Nyquist plots and of the optical
conductivity for different values of the correlated hopping and doping. The results are summarized in
section

2. The model Hamiltonian

The Falicov-Kimball model [[18]] with correlated hopping is described by the Hamiltonian
H = Hoc + H;,
Hioe = Z [Unianiy — prnig — panial ,

1

.
_ ij t + +
Hi = - (Z; N [tldi dj + nd!dj (nig +njs) + t3d; dinignjy |, 2.1)
ij

where H),. describes local interaction between the itinerant d-electrons and localized f-electrons, and
H, represents the nonlocal hopping terms on the Bethe lattice with infinite coordination number, Z — oo,
including the nearest-neighbor inter-site hopping #; and correlated hopping terms #, and #3. It is convenient
to introduce the projection operators P = n;y and P; = 1 —n,s and rewrite the nonlocal term in a matrix
form [28]],
£,
H = - Z \/—’7 [z++Pi+djd,~Pj+ + 1 P7d]d;iP; + 17 P d d; P} + t-+P;djde;]
(i)

t

i gt
=-> —Ldid;, 2.2)
vz

where we have introduced a vector of the projected d-electron operators and a hopping matrix
_(d:Pf I AR Al
N
and the hopping matrix elements read

=1, =t =t +1, = +204+13. 2.4)
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2.1. The single particle Green's function

The Green’s function for the projected d-electrons is defined by the matrix G;; = [G‘.’B ], where

ij
@, 8 = +. On the imaginary time-axis, we have
Gy(r-7) =~ (Tdi(m @ d(7)), 2.5)

where 7 is the imaginary-time ordering operator, ® denotes the direct (Cartesian) product of two vectors,
and the angular bracket denotes the quantum statistical averaging with respect to H. Within the strong
coupling approach, when H; is treated as perturbation, the Dyson-type equation can be written in the
matrix form as follows:

f?/ i’
Gij(w) = Eyj(@) + ) Eip(w) =t Gij(w), 2.6)
: : <i’zj;> ' \ '

where E;;(w) is the irreducible cumulant [30] which cannot be split into two disconnected parts by
removing a single hopping line.
In the Z — oo limit, the irreducible cumulant is local [30]]

Eij(w) = 511E(0)) (27)
and can be computed using the dynamical mean field theory (DMFT) [24, 26].
Introducing the unperturbed DOS of the Bethe lattice,

ple) = W2 — €2, (2.8)

aW?
we write the DMFT equation in the matrix form as [28]]

+00

Groea(@) = Gur(w) = j dep(Ge() = [E7w) — Aw)] " = Gimpl@). 2.9)

—00

where A(w) = [1%F(w)] is the dynamical mean field (1-matrix), Gimp(w) is the Green’s function for the
auxiliary impurity problem, and

Ge(w) = [E'(w) — te] ' (2.10)
is the lattice Green’s function matrix with the components

A,Ba(w) - B,Baf

G’ (@) = C(w) — D(w)e + € dett’ @11y
Here, we have introduced quantities
A(w) = adj 2™ (w) = E(w)/det E(w) (2.12)
and
B =adjt = t ! dett. (2.13)
For the 2 x 2 matrices, the scalars C and D are given by
C(w) = det A(w) = det 2~ (w) = 1/det E(w) (2.14)
and
D(w) = Tr[A(w)t] = Tr [E™'(w)B] . (2.15)
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For the Bethe lattice, we can write the DMFT equation (2.9)) as [28]]
WZ
A((/.)) = TtGimp(“-))t, (216)

where the Green’s function of the impurity problem with correlated hopping for the Falicov-Kimball
model is given by an exact expression

Gimp(@) = w1g1(w), Gimp(@) = wogo(w), Gimp(@) = Gipp(w) = 0. (2.17)
Here wy = (P*) = (ny), wo = (P~) = (1 —ny), and
1
go(w) = m,
gi1(w) = : (2.18)

w+ pg—U—- 1" (w)

are the impurity Green’s functions of a conduction electron in the presence of a f-state which is either
permanently empty or occupied (i.e., locators in the CPA theory [31]).
Expressions (2.18)) enable us to write a system of equations

w0+ ta-U=—— = W [ g1(@) + () Pwogo@)],
gilw) 4
w+ pa — L we [ wigi(w) + (7)) wogo(w)] , (2.19)
go(w) 4

which, in general, provide the 4th order polynomial equations for go(w) or g;(w). In general, the quartic
polynomial equation with real coefficients has either four real roots, or two real and two mutually
conjugated complex roots, or two pairs of mutually conjugated complex roots. The physical solution is
the one with negative imaginary parts of the retarded Green’s functions gg(w) and g;(w) and it can be
shown that there is always just a single set of physical solutions. For the frequencies w having only real
roots, the solution is obtained by using the spectral relation

+00
1 ,Imgo,1(w’)
Regoi(w) = —— f do' =220 (2.20)

—00

which yields the correct retarded Green’s functions and renormalized single-particle density of states

1 1
Ag(w) = Z Im G (w) = ~— o Im go(w) + wi Im gy (w)] 2.21)

imp
a,f=+

In numerical calculations, we use W = 2, which defines our energy scale.
For a given value of the d-electron concentration, ngy = (ng), the chemical potential y, is obtained
by solving the equation

+00

ng = —% J dw f(w) Im Gipp(w), (2.22)

—00

where f(w) = 1/(e®/T + 1) is the Fermi-Dirac distribution function.
3. Optical conductivity in the presence of correlated hopping

Now, we develop the formalism for optical conductivity for the systems with correlated hopping. The
linear response optical conductivity is determined (via the Kubo-Greenwood formula [32 [33]]) by the

imaginary part of the analytic continuation of the current-current correlation function to the real axis

1
o(Q) = o) Im y(Q), 3.1

23702-4



Nonlocal correlations in the optical conductivity spectra

where the current-current correlation function is defined by

X =7) =(Tj(0)j(T)). (3.2)

An expression for the current operator for the Falicov-Kimball model with correlated hopping was derived
in [34] for the infinite dimensional hypercubic lattice.

In infinite dimensions, due to the odd parity of the current vertex, the vertex corrections to the current-
current correlation function vanish [35}36] and the corresponding DMFT expression, generalized to the
case of correlated hopping, contains only a bare bubble term

Im x(Q) = i jda) [fw+ Q) - f(w)] J dep(€)P@xx(€) Tr [t Im Ge(w) t Im Ge(w + Q)],
Re y(Q) = —% de{f(w) ‘[ dep(€)Dyx(€) Tr[t Im Ge(w) t Re Ge(w + Q)]
+ fw+ Q) J dep(€)®@,x(€) Tr [t Re Ge(w) t ImGe(w + Q)]}, (3.3)

where @, (¢€) is the so-called lattice-specific transport DOS [37]. For a D = oo hypercubic lattice with
Gaussian DOS, we have @, (¢) = W2 /2D, whereas, for the Z = oo Bethe lattice with semielliptic DOS,
the f-sum rule for optical conductivity, which in the case of the nearest neighbour hopping reads [38]

+00

J dQ o(Q) = —%(H,) (3.4)
0

with H, defined in the case of correlated hopping by equation (2.2)), yields [39, [40]

D, (€) = % (W2 - 62) . (3.5)

The integral over € in equation (3.3 can be evaluated now and we find that the final result depends on
the value of dett.
For dett = 0, we get

i@ = ke [ 001700~ (0 + ) {\P[E(w + Q) - VE@)] _ WIE@+ )] - Y[EW)] }

E(w+Q)—-E(w) E*(w+ Q) - E(w)
Y[E(w + Q)] - Y[E(w)]
E(w+ Q) - E(w)

Re y(QQ) = —% Idew {[f(w) + flw+ Q)]

P Q)] -V¥
+ /(@) - flw+ o) et ] } | (3.6)
where E(w) = % and
B p(€)
W) = jdeﬁcbxxe). 3.7)
For the semielliptic DOS, we have
1
V() =3 (W= OF@) + ], (3.8)

where the Hilbert transform of unperturbed DOS reads
_ ple) _ 2 2 _ w2
F({) = dfg_e‘ﬁ(g_‘/g -w2|. (3.9)
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For dett # 0, we get for the imaginary part of current-current correlation function

1
Im Q) = s fdw [f(@+9Q) — fw)]

AlE((w)]Y[E1(w)]
[E2(w) — E1(w)][Er(w + Q) — El(w)][E2(w + Q) — E1(w)]
AlEx(w)]Y[Ex(w)]
Ei(w) — Ex()][E1(w + Q) - Ex(w)][E2(w + Q) — Ex(w)]
AlEi(w + Q)Y[E1(w + Q)]
Ei(w) - El(w + Q)][E2(w) — Ei(w + Q)][Ex(w + Q) — Et(w + Q)]
AlE>(w + Q)|Y[Ex(w + Q)]
E(w) - Ex(w + Q)][E2(w) — Ex(w + Q)][Er(w + Q) - Ex(w + Q)]
A'[E((w)]Y[E1(w)]
[E2(w) — E1(w)][E] (w + Q) — Ey(w)][E5 (0w + Q) — E1(w)]
A'[Ex(w)]Y[Ex(w)]
[E1(w) — Ex(w)][E] (w + Q) — B2 (w)][E5(w + Q) — Ex(w)]
AN[E}(w + Q)]‘I’[Ef(a) + Q)]
[E1(w) - Ef (0 + Q)][E2(w) — Ef(w + D][ES(w + Q) - Ef(w + Q)]
~ N[E(w + QIY[E](w + Q)] } (3.10)
[E1(@) - B} (@ + Q)[Ex(@) — B3 (@ + Q[E (@ + Q) - E3(w + Q)] | '

whereas for the real part we have

xRe{

i

i

i

1
Re (@) = 5o [ o 1/60) + /(0 + )

- ALE @)1 (@)
[E2(w) = Ey(w)][E1(w + Q) = Ey(w)][Ex(w + Q) — Ef(w)]
N AlEy(w)]Y[Ex(w)]
[E1(w) — Ex(w)][El(w + Q) = Ex(w)][E2(w + Q) — Ex(w)]
. A[E)( + QY[E (w0 + Q)]
[E1(w) — El(w + Q)|[E2(w) - E1(w + Q)][E2(w + Q) — Ej(w + Q)]
. AlEx(@ + QY [Ex(w + Q)] }
[E1(w) — Ex(w + Q)|[Ex(w) - Ex(w + Q)][E(w + Q) — Ex(w + Q)]
N'[E((w)]Y[E1(w)]
-l flor ol { [Ex(w) — Er(@)I[E} (@ + Q) - Er(@)][E}(@ + Q) — Ey(@)]

A'[Ex(w)]Y[Ex(w)]
El(w) - E2(0)][E(w + Q) — Ex(w)][E5(w + Q) — Ex(w)]
N[E} (w + QY[E (@ + Q)]
Ei(0) - Ef (0 + Q)[Ex(w) - E (@ + QI[E} (@ + Q) - Ef(w + Q)]
NE; (@ + QIP[E} (@ + Q)] }
E|(w) - Ej(w + Q[Ex(w) - Ej(w + QIE (0 + Q) — Ej(w + Q)] )

i

B

T

(3.11)

where E; and E, are the roots of denominator in equation (Z.11)), C(w) — D(w)e + €> dett = 0, given by

_ D) 4C(w)
Ei(w) = 5o 1441 - ) dettl, (3.12)
-1
_ 2C(w) 4C(w)
Eg(w) = m - D2(w) dettl s (313)
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and A(e), A’(¢€) reads

A(€) = [D(w) — edett][D(w + Q) — e det t] + €2(det t)* — dett Tr[A(w)E™ (w + Q)],
A(€) = [D(w) — edet t][D*(w + Q) — edett] + e(dett)? — dett Tr[A(w)E (w + Q)].  (3.14)

The dc conductivity

df()

| 1), (3.15)

+00
O4c = lim 0(Q) = oy J dw [
Q-0

on the one hand, can be derived from the above expressions and, on the other hand, it can be expressed
in terms of the transport function /(w). Expression for the transport function /(w) and discussion of its
anomalous properties are given in [29].

4. Results and discussion

First of all, we would like to recall the main features of the current-current correlation function y(Q)
and optical conductivity o-(Q) for the systems without correlated hopping (7, = 3 = 0). In figure[I] the
density of states and transport function are presented for the metallic phase (U = 0.25), critical Mott
insulator (U = 2), and strong Mott insulator (U = 3) for different doping levels.

In the metallic phase, the DOS is smooth at the Fermi level [figure[I[a)] and both the current-current
correlation function y(Q) and optical conductivity o-(Q) display Drude peak at low frequencies, see
figure[2] The shape of Drude peak is described by the Debye relaxation equation

(@) = e + L (1)
—iQn D
which is manifested by the semicircle on the Nyquist (Cole-Cole) plot for current-current correlation
function. At large frequencies, there are deviations from the Debye relaxation and the semicircle in
Nyquist plot is distorted in the vicinity of zero point.

For the critical Mott insulator (U = 2.0) both DOS and transport functions possess a zero-width
gap (pseudogap), see figure [T[b). At half filling with ng = 0.5, the chemical potential is placed in the
pseudogap, the dc conductivity is strongly reduced, and both the current-current correlation function
x(Q) and optical conductivity o-(Q2) do not display any Drude peak, whereas the charge-transfer peak at

6 Transport 0.4 Transport
DOS —— DOS ——
(a) 0.3 (b)
4
0.2
2
0.1
0 2 1 0 1 2 0—2 -1 0 1 2 3 4 5
W+ Wy
0.4 Transport 04 Transport
DOS —— DOS ——
0.3 (c) 0.3 (d)
0.2 0.2
0.1 0.1 Q
0 0
-2 -1 0 1 2 3 4 5 -2 -1 0 1 2 3 4 5
W+Hqg W+Hg

Figure 1. (Colour online) Density of states and transport function for (a) U = 0.25 and (b) U = 2 at
ny =0.5and (¢,d) U = 3 at ng = 0.5 and 0.75, respectively.
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0.1 nZ:O.SO —_— 0.15 nZ:O.SU —_—
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20.05 n4=0.90 - - - - £ 01 n4=0.90 - -
0
-0.05
0 0.5 1 1.5 2 25
[o]

0.25 ng=0.10 —— 0.25 ng=0.10 ——
ng=0.20 —— ng=0.20 ——
ng=0.30 —— ng=0.30 ——

0.2 n4=0.40 —— 0.2 ng=0.40 ——
ng=0.50 —— ng=0.50 ——
ng=0.60 = === ng=0.60 = ===

0.15 ng=0.70 - - - - 0.15 ng=0.70 ----

o N4=0.80 - - - - > ng=080 - - - -
2 ng=0.90 = = == £ ng=0.90 = ===
0.1 0.1
0.05 0.05
0 %
0 0.5 1 1.5 2 25 -0.1 0 0.1 0.2 0.3 0.4 0.5 0.6
Q Rex

Figure 2. (Colour online) Current-current correlation function y(), optical conductivity o(Q2), and
corresponding Nyquist plot for U = 0.25, ng = 0.5, T = 0.05,1, =13 = 0.

04 ng=0.10 —— 0.4 ng=0.10 ——
ng=0.20 —— ng=0.20 ——
0.3 — ng=0.30 ——
—_— =040 —
— 0.3 ne=0'50 —
0.2 R ng=0.60 - - - -
” 25 . N
ng=0.80 - - -~
g 01 £ 02 N4=0.90 - - - -
0
0.1
-0.1
0.2 0
0 0.5 1 1.5 2025 3 3.5 4 4.5 0 0.5 1 1.5 2025 3 3.5 4 4.5
04 ng=0.10 ——
ng=0.20 ——
ng=0.30 ——
ng=0.40 ——
0.3 n4=050 ——
ng=0.60 - - - -
: . o
ng=0. -
I £ 02 n4=0.90 - - - -
0.1
0 %
0 0.5 1 1.5 2 2.5 3 3.5 4 4.5 -0.2 -0.1 0 0.1 0.2 0.3 0.4 0.5
Q Rey

Figure 3. (Colour online) Current-current correlation function y(Q), optical conductivity o(Q), and
corresponding Nyquist plot for U = 2.0, ny = 0.5, 7 = 0.15,1, =13 = 0.

Q ~ U is observed, see figure[3] On doping ng # 0.5, the dc conductivity increases accompanied by the
appearance of the Drude peak at low frequencies manifested as a semicircle segment on a Nyquist plot.
Nevertheless, at high frequencies, the charge-transfer peak suppresses the Drude peak at a low doping
level and gives a minor contribution at high doping levels. For the symmetric case ny = 0.5, the plots for
the hole ngy < 1 — ny and electron ng > 1 — ny doping are the same.

For a larger interaction value U = 3, deep in the Mott insulator phase, a large gap is observed on
the DOS and transport function [figure [T{c)] which governs the properties of the system. At half filling
ng = ny = 0.5 (figure , both the current-current correlation function y(€2) and the optical conductivity
o(Q) contain only a charge-transfer peak which is represented by a circle on the Nyquist plot. The
dc conductivity is completely suppressed and is of a thermal activation character. On doping, the dc
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0.4 ng=0.10 —— 05
ng=0.20 ——
0.3 ng=0.30 ——
ny=0.40 —— 0.4
0.2 ng=0.50 ——
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= 0.1 n:=0,80 ---- =
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=0.40 ——
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© = n4=0.80 -
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00 05 1 15 2 2.503 35 4 45 5 55 6 %.3 -0.2 -0.1 0 F?elx 0.2 03 04 05

Figure 4. (Colour online) Current-current correlation function y(), optical conductivity o(Q2), and
corresponding Nyquist plot for U = 3.0, ny = 0.5,7 = 0.15, 1, = 13 = 0.

0.4 0.4
0.3}
W 0.3
0.2
T o1 £ 02
o § : N ;' T
0 2 s /' .- .
o1tde S A\
0.1 é"\ : . NG
= - . v D
3 S S LGP T
K AN - >
0.2 00 05 1 15 2 25 8 35 4 45 5 55 6
05 1g=0.10 —— 04
ng=0.25
=0.40 -
0.4 :d=o.50 -
n4=0.60 - -~ - 0.3
ng=0.75 = = =
0.3 ng=0.90 - ===
GOJ g 0.2
o g0
0.2
1
0.1 0
0 : 9%
0 05 1 15 2 25 3 35 4 45 5 55 6 -0.2

Q

Figure 5. (Colour online) Current-current correlation function y(Q), optical conductivity o(Q), and
corresponding Nyquist plot for U = 3.0, ng = 0.75, T = 0.15, 1, = 13 = 0.

conductivity is enhanced by the Drude peak which again manifests itself by a semicircle segment on the
Nyquist plot. Nevertheless, the charge-transfer peak dominates the optical conductivity spectra.

Herein below, we shall consider the case of correlated hopping which is characterized by the asym-
metric DOS, and it could be of interest to look at the asymmetric case for the ordinary Falicov-Kimball
model without correlated hopping [figure [T(d)]. In figure 5] we present the DOS and transport function
for the case of ny = 0.75. Now, the Mott insulating case is observed at ny = 1 — ny = 0.25 where the
current-current correlation function y () as well as the optical conductivity o-(2) contain only a charge-
transfer peak represented by a distorted circle on the Nyquist plot. Now, due to the asymmetry of DOS,
the hole and electron doping displays different behaviour. For the hole doping (ny < 1 — ny), when the
chemical potential is placed in the lower Hubbard band, the weak Drude peak reappears but the spectrum
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6 Transport 6 Transport
DOS —— DOS ——
5 5
(a) (b)
4 4
3 3
2 2
1 1
0 0
-2 -1 0 1 2 3 -2 -1 0 1 2 3
W+Hg W+Hg
4 Transport 4 Transport
DOS —— DOS ——
3 (c) 3 (d)
2 2
1 1
o
0 -2 -1 0 1 2 3 0 -1 0 1
W+Hg W+Hg
2 Transport 4 Transport
DOS —— DOS ——
15 (e) 3 )
1 2
0.5 1
0 -2 -1 0 1 2 3 0 -2 -1 0 1 2 3
W+Hg W+Hg

Figure 6. (Colour online) Density of states and transport function for (a) U = 0.25, r, = -0.1, ng = 0.5,
(b)U =0.25,1p = 0.1, ny = 0.75, (¢) U = 0.25, 1 = —=0.45, ny = 0.75, (d) U = 0.25, 1, = —0.48,
ng=0.75)U=2,1p=-04,nr =0.5,and (f) U = 2,1, = -0.48, ny = 0.5.

is dominated by the charge-transfer peak. On the other hand, for the electron doping (ng > 1 — ny), the
Drude peak arises very fast and becomes the major feature of the spectra.

Now, let us consider the main features of the DOS and transport function in the presence of correlated
hopping. In our previous article [29]], the following cases were distinguished. For small values of correlated
hopping #; (t3 = 0), the DOS becomes asymmetric and is slightly distorted in comparison with the one for
the system without correlated hopping. On the other hand, the transport function /(w), which determines
the dc conductivity, is strongly enhanced by the resonant peak at w = wyes [figure [6[a,b)], where

U
Wres + Ug = ﬁ 4.2)

with

- @R - \/(t+‘)4 + 4wy [ = ()]

G 207w '
A further increase of , < 0 makes the bands narrow and lead to the opening of the gap in the spectrum
for, ~ —0.5 (t** ~ 0) even for small values of U [figure @c,d)]. For ny = 0.5, there are two bands with
equal spectral weights of 0.5, whereas for ny > 0.5, there are either two bands with spectral weights
1 — ny and ny for the lower and upper Hubbard bands, respectively, or three bands, two of which have
equal spectral weights 1 — ny for the lower and upper Hubbard bands, while the third one with a spectral
weight 2ny — 1 originates from the clusters of the sites occupied by f-particles with a reduced hopping
amplitude t** =~ 0. The resonant peak in now placed in the band of localized states. For a large interaction

4.3)
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Figure 7. (Colour online) Current-current correlation function y(Q), optical conductivity o-(Q2), and the
corresponding Nyquist plot for U = 0.25, ng = 0.5, T = 0.05,1, = -0.1, 73 = 0.
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Figure 8. (Colour online) Current-current correlation function y(Q), optical conductivity o-(€2), and the
corresponding Nyquist plot for U = 0.25, ny = 0.75,T = 0.05, 1 = -0.1, 13 = 0.

constant U = 2, the band of localized states is observed only in a very narrow vicinity of the t, = —0.5
value, and the DOS and transport functions contain two bands separated by a large gap.

For small values of correlated hopping, the shape of the current-current correlation function y(Q)
and optical conductivity o-(Q) (figure[7), at first glance, look the same as for the case without correlated
hopping (figure [2). For small doping levels, when chemical potential is far from the resonant peak, the
Nyquist plots are almost semicircular and the most notable effect is a strong increase of the optical
conductivity for low frequencies due to the resonant enhancement of a transport function. On the other
hand, for a large doping level, when chemical potential is placed within the resonant peak, we observe a
fast deviation of the Nyquist plots from semicircular shape at low frequencies, and the Debye relaxation
equation (4.1]) appears to be correct only for very small frequencies. Less noticeable is a growing up
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of the current-current correlation function at frequencies around Q ~ 1, where an extended structure is
observed. It is more observable as a bulge on the Nyquist plot in its left-hand part (see inserts in figures|[7]
and g).

For the larger values of correlated hopping #, = —0.45 and —0.48, when the gaps on DOS start
to develop [see figure [6fc,d)], the shape of the current-current correlation function x(Q) and optical
conductivity o (Q) becomes very complicated (figures E| and . One can distinguish two, three or four
peaks depending on the temperature and placement of chemical potential (the peaks are wide and overlap
which makes it difficult to recognize them). For ny; < 1 — ny, when chemical potential is placed in the
lower Hubbard band, there are at least four peaks. For a small gap insulator ngy = 1 — ny, when the

0.2
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ng=0.40 =---

ng=0.50 = - -~
0.15 ng=0.60 - - =~
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i
i
:
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h]
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9% 05 I 15 2 2.5 b1

Figure 9. (Colour online) Current-current correlation function y(Q), optical conductivity o-(2), and the
corresponding Nyquist plot for U = 0.25, ng = 0.75, T = 0.05, 1 = -0.45, 13 = 0.
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Figure 10. (Colour online) Current-current correlation function y(Q), optical conductivity o-(€2), and the
corresponding Nyquist plot for U = 0.25, ny = 0.75, T = 0.05, 1, = -0.48, 13 = 0.
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Figure 11. (Colour online) Current-current correlation function y(Q), optical conductivity o-(€2), and the
corresponding Nyquist plot for U = 2.0, ny = 0.5,T7 = 0.15,1, = -0.4, 13 = 0.

chemical potential is placed in the gap between the lower Hubbard band and the band of localized states,
there are three peaks. For 1 —ny < ng < ny and ng > ny, when the chemical potential is placed in the band
of localized states and in the upper Hubbard band, respectively, there are four peaks. For ny = ny, when
chemical potential is placed in the localization gap, again we have at least three peaks. The complexity
of the spectra is most evident on the Nyquist plots, where, besides the Drude and charge-transfer peaks,
other complicated features are noticeable.

For the larger values of interaction constant U = 2, there are two bands on DOS [figure Eke,f)],
the band of localization states is absorbed by the upper Hubbard band. Now, for a large doping level
ng > 1 —ny, when the chemical potential is in the Mott gap or in the upper Hubbard band, the current-
current correlation function y(Q) and optical conductivity o(Q) (see figures|11|and are dominated

0.2 ng=0.10 ——
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Figure 12. (Colour online) Current-current correlation function y(Q), optical conductivity o-(€2), and the
corresponding Nyquist plot for U = 2.0, ny = 0.5, 7 = 0.15, 1, = -0.48, 13 = 0.
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by the charge-transfer peak. On the other hand, in contrast to the asymmetric Mott insulator (figure[3)), the
Drude peak, which is now connected with an intraband transitions in a narrow upper Hubbard band, is
also narrow and is separated from the charge-transfer peak by a gap. For a small doping level ng < 1-ny,
when the chemical potential is placed in a wide lower Hubbard band, the Drude peak is much wider
and overlaps with the charge-transfer peak, and the total shape of the spectra is more similar to the case
of a doped asymmetric Mott insulator. Nevertheless, in both cases, the low frequency behaviour of the
current-current correlation function is well approximated by the Debye relaxation equation {@.I)), which
makes it possible to estimate the total spectral weight of the Drude peak on the optical conductivity

+00

1
[ 40 g @ = 00 - x) @
0

as a diameter of semicircular segments on the Nyquist plots factor ;/2. For low doping levels, the
semicircles as well as the total spectral weight of the Drude peak are large (solid lines in figures [TT]
and@, whereas for large doping levels, the semicircles are small (dashed lines, see inserts) and the total
spectral weight of the Drude peak is strongly reduced.

5. Conclusions

In this article we studied an influence of correlated hopping on the optical spectra for the Falicov-
Kimball model on a Bethe lattice with a semielliptic DOS.

Using the dynamical mean field theory, we derived expressions for the current-current correlation
function and computed an optical conductivity. Besides, the Nyquist plots were built and used to distin-
guish different contributions in the optical conductivity spectra.

For the metallic phase with a weak correlated hopping, when the transport function is dominated
by the resonant peak, a strong enhancement of the Drude peak is developed. Besides, when chemical
potential is placed in the vicinity of a resonant peak on transport function, a strong deviation from the
Debye relaxation is observed at low frequencies, whereas at higher frequencies, a wide peak is observed
on the optical conductivity, which is manifested by an additional circle on the Nyquist plots.

For larger values of correlated hopping, an effective narrowing of the band-width with a simultaneous
opening of a Mott-Hubbard gap and, at the finite doping, the emergence of a band of localized states is
observed giving rise to a three-band structure of DOS. Now, the shape of optical conductivity spectra
depends on the placement of the Fermi level. In the Mott insulator case, when the Fermi level is placed in
a gap, which is small, the Drude peak is reduced, but not removed, and the main contribution is coming
from the charge-transfer peak, which is strongly distorted due to correlated hopping. With doping, the
Drude peak becomes more prominent, but its spectral weight is still much smaller than for the case
without correlated hopping, and additional peaks on the optical conductivity arise due to the multi-band
structure of DOS. For the case of strong local correlations, the overall picture depends on the doping level.
For a small doping, when the chemical potential is placed in the wide lower Hubbard band, the spectral
weight of the Drude peak is large, and the obtained results are much closer to the case of the doped Mott
insulator without correlated hopping, whereas for a large doping, when the chemical potential is placed
in the narrow upper Hubbard band, the spectral weight of the Drude peak is strongly reduced and it is
separated by a gap from the charge-transfer peak.
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HenokanbHi kopensuii B cneKkTpax onTUYHOI NPOBiAHOCTI

A.A. lobywoBcbkuii, A.M. LLBalika

IHcTUTYT di3nkm koHAeHcoBaHMX cuctem HAH Ykpainu, Byn. I. CBeHuiubkoro, 1, 79011 JibBiB, YKpaiHa

Ana mogeni ®anikosa-Kimbana 3 KkopesboBaHUM NepeHOCOM Ha r'paTui beTe gocnigkeHo cnekTpy onTUYHOI
NpPOBIAHOCTI. BUKOPUCTOBYHOUM TEOPItO AUHAMIYHOTO CEPeAHbLOro NoAs, OTPUMAHO BMPa3W ANS KOPenALiinHNX
bYHKUIA cTpyM-CTpyM. B MeTaniuHin ¢pasi i 41 Manunx 3HauyeHb KOpPenbOBaHOMo NepeHoCy CNoCTepiraeTbcs Bij-
XuneHHs ¢popmu niky Jpyse Bid AebaiBcbkoi penakcallii Ta BUSBNEHO NOSBY A0AATKOBOIO LUMPOKOro Miky Ha
CrneKTpax ONTUYHOI NPOBIAHOCTI i giarpamax HaliksicTa, konv piBeHb Pepmi 3HaxoAUTLCS N06AN3Y ABOYACTUH-
KOBOro pe3oHaHcy. [na 6inblunx 3HaYeHb BEANYNHN KOPeNbOBaHOro MepeHocy, rycTuHa cTaHiB MiCTUTb TpK
30HW, a BIANOBIAHI ONTUYHI cnekTpw Ta Aiarpamu HaliksicTa HabyBatoTb CcknagHoi Gopmu 3 AOAATKOBAMU Mi-
KaMu. na CUNbHWUX NOKaNbHUX KOpenaLili BpaxyBaHHs KOPe/sbOoBaHOro nepeHocy NpUBOAWUTL A0 3BYXKEHHS
BEPXHbOi XabbapAiBCbKOi 30HM Ta 3MeHLLEeHHS CrnekTpanabHOi Baru niky Jpyae AN NeroBaHnX MOTTIBCbKUX Ai-
eneKTpuKiB.

Kntouosi cnoBa: criekTpy onTuyHOI NpoBigHOCTI, Mogens Panikosa-Kimbana, kopenboBaHW nepeHoc,
Adiarpama Harviksicra
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