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1. Introduction

The recent discovery of superconductivity (SC) with rather high critical temperature in the
family of doped iron pnictide compounds [1, 2], has motivated a great interest to these
materials (see the reviews [3, 4]). Unlike the extensively studied cuprate family [5], that present
insulating properties in their initial undoped state, the undoped LaOFeAs compound is a
semimetal. As was established by the previous physical and chemical studies (see, e.g., [6, 7]),
this material has a layered structure, where the SC state is supported by the FeAs layer with
a 2D square lattice of Fe atoms and with As atoms located out of plane, above or below the
centers of square cells (Fig. 1). Its electronic structure, relevant for constructing microscopic
SC models, have been explored with high-resolution angle-resolved photoemission spectro-
scopy (ARPES) techniques [8, 9]. Their results indicate the multiple connected structure of
Fermi surface, consisting of electron and hole pockets and absence of nodes in both electron
and whole spectrum gaps [8], suggesting these systems to display the so-called extended s-
wave (also called s,-wave) SC order, changing the order parameter sign between electron and
whole segments [10].

To study the band structure, the first principles numeric calculations are commonly used,
outlining the importance of Fe atomic d-orbitals. The calculations show that SC in these
materials is associated with Fe atoms in the layer plane, represented in Fig. 1 by their orbitals
and the related hopping amplitudes. The dominance of Fe atomic 34 orbitals in the density of
states of LaOFeAs compound near its Fermi surface was demonstrated by the local density
approximation (LDA) calculations [10-15]. It was then concluded that the multi-orbital effects
are important for electronic excitation spectrum in the SC state, causing formation of two
spectrum gaps: by electron and hole pockets at the Fermi surface. To explain the observed SC
properties, an unconventional pairing mechanism, beyond the common electron-phonon
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Figure 1. Schematics of a FeAs layer in the LaoFeAs compound with d,. (dark) and d,. (white) Fe orbitals and the Fe-Fe
hopping parameters in the minimal coupling model. Note that the hoppings between next near neighbors (t; ,) are
mediated by the As orbitals (out of Fe plane)

scheme, was suggested for these materials [16-19]. In general, the total of 5 atomic orbitals for
each iron in the LaOFeAs compound can be involved, however the ways to reduce this basis
are sought, in order to simplify analytical and computational work. Some authors [20, 21] have
suggested that it is sufficient to consider only the d,, and d,, orbitals. Building such minimal
coupling model based on two orbitals, one is able to adjust the model parameters (energy
hopping and chemical potential) to obtain the Fermi surface with the same topology that in
the first principles calculations of band structure. Even though it fails to reproduce some finer
features of the electronic spectrum [22, 23], this minimal coupling scheme is favored by its
technical simplicity to be chosen as a basis for study of impurity effects in LaOFeAs which
could be hardly tractable in more involved frameworks.

Having established the SC state parameters, important effects of disorder, in particular by
impurities, on the system electronic properties, have been studied for doped iron pnictides.
Alike the situation in doped perovskite cuprates, impurity centers can result here either from
dopants, necessary to form the very SC state, or from foreign atoms and other local defects.
Within the minimal coupling model, an interesting possibility for localized impurity levels
within SC gaps in doped LaOFeAs was indicated, even for the simplest, so-called isotopic (or
non-magnetic) type of impurity perturbation [24, 25]. This finding marks an essential differ-
ence from the traditional SC systems with \emph{s}-wave gap on a single-connected Fermi
surface, were such perturbations are known not to produce localized impurity states and thus
to have no sizeable effect on SC order, accordingly to the Anderson theorem [26].

In presence of localized quasiparticle states by isolated impurity centers, the next impor-
tant issue is the possibility for collective behavior of such states at finite (but low enough)
impurity concentration. They are expected to give rise to some resonance effects like those
well studied in semiconductors at low doping concentrations [27]. This possibility was
studied long ago for electronic quasiparticles in doped semiconducting systems [28] and
also for other types of quasiparticles in pnononic, magnonic, excitonic, etc. spectra under
impurities [29], establishing conditions for collective (including coherent) behavior of
impurity excitations. Thus, indirect interactions between impurity centers of certain type
(the so-called deep levels at high enough concentrations) in doped semiconductors can lead
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to formation of collective band-like states [28, 30]. This corresponds to the Anderson
transition in a general disordered system [31], and the emerging new band of quasiparti-
cles in the spectrum can essentially change thermodynamics and transport in the doped
material [32]. In this course, the fundamental distinction between two possible types of
states is done on the basis of general loffe-Regel-Mott (IRM) criterion that a given excita-
tion has a long enough lifetime compared to its oscillation period [32, 33].

Analogous effects in superconductors were theoretically predicted and experimentally
discovered for magnetic impurities, both in BCS systems [34-36] and in the two-band MgB,
system [37, 38]. In all those cases, the breakdown of the Anderson's theorem is only due to the
breakdown of the spin-singlet symmetry of an s-wave Cooper pair by a spin-polarized
impurity. This limitation does not apply to the high-T. doped cuprates, however their d-wave
symmetry of SC order only permits impurity resonances in the spectrum of quasiparticles [39,
40], not their true localization, and hinders notable collective effects on their observable
properties.

Therefore the main physical interest in SC iron pnictides from the point of view of disorder in
general is the possibility for pair-breaking even on non-magnetic impurity [41-43] and for
related localized in-gap states [21, 44-46]. This theoretical prediction was confirmed by the
observations of various effects from localized impurity states, for instance, in the superfluid
density (observed through the London penetration length) [47, 48], transition critical temper-
ature [49, 50] and electronic specific heat [51], all mainly due to an emerging spike of electronic
density of states against its zero value in the initial band gap. An intriguing possibility for
banding of impurity levels within the SC gap [38, 52], similar to that in the above mentioned
normal systems, was recently discussed for doped iron pnictides [53]. Here a more detailed
analysis of the band-like impurity states is also focused on their observable effects that cannot
be produced by localized impurity states.

We apply the Green function (GF) techniques, similar to those for doped cuprate SC systems
[54], using the minimal coupling model by two orbitals for host electronic structure and the
simplest isotopic type for impurity perturbation. The energy spectrum near in-gap impurity
levels at finite impurity concentrations, emergence of specific branches of collective excitations
in this range, and expected observable effects of such spectrum restructuring are discussed.
Then specific GFs for SC quasiparticles are used in the general Kubo-Greenwood formalism
[55, 56] to obtain the temperature and frequency dependences of optical conductivity. These
results are compared with available experimental data and some suggestions are done on
possible practical applications.

2. Model Hamiltonian and Green functions

For the minimal coupling model of Fig. 1, the hopping Hamiltonian H, is written in the local
orbital basis as:
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- + + + +
H=-2 tl[xn,a n+6 0 YnoVn+s o +h'c}+t2[xn,0' s 0 Yno Ynis o +h'C}
n,o X y Y x
+ t + +
+t3[xn,0' '+ +8 0 no u+s -6 0 Ino In+s +8 0 Vno In+s -5 o ”“'] 1)
Xy Xy Xy Xy

t + | + B +
+t4(xn,0' Yn+s +o ,C +yn,a W+s 46 ,C xn,a Y+s -6 ,0 yn,a nis -5 ,C +h.c.ﬂ.
X Y X y X y X y

where x, , and y, , are the Fermi operators for d,, and d,, Fe orbitals with spin o on n lattice site
and the vectors 9, , point to its nearest neighbors in the square lattice. Passing to the operators

of orbital plane waves x; ;=N ey eik'"xnlg (N is the number of lattice cells) and analogous

Vi . and defining an "orbital" 2-spinor ¢ , = (x; ., Y ,), one expands the spinor Hamiltonian in

quasimomentum:
H, = k,zg(//k';flt (k)l//kla. @)
Here the 2x2 matrix
fzt (k) =&, 0y +& 0, + gxy/k&l 3)

AN
includes the Pauli matrices o; acting on the orbital indices and the energy functions

te
K k
oy = %, 4)

with

&, =—2t cosk a—2t,cos kya —4t, cosk acos kya,

X,

k=2t cosk a—2t,cosk a—4t,cosk acosk a,

)

_—— —4t, sink asin kya,

(a is the distance between nearest neighbor Fe). An optimum fit for the calculated band
structure in the minimum coupling model is with the hopping parameters (in |, | units): t, =
-1.0, £, =1.3, t; =1, =-0.85, and with the Fermi energy &; = 1.45 [15]. A unitary transformation
brings & ,(k) from orbital to diagonal subband basis:

b (k)= (k)i (k) (k) = 6,6 46,6, O, =e ™ )

Here 0, = arctan (¢, 4/ €_ &), 0. = (0, #05)/2, and the energy eigenvalues:
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2 2
&, (k)=¢,, 24e, > +e ©6)

correspond to the two subbands in the normal state spectrum that respectively define electron
and hole pockets of the Fermi surface. There are two segments of each type, defined by the
equations ¢, ,(k) = p, as shown in Fig. 2. We note that both functions cos0, and sin0, change
their sign around each of these segments, corresponding to their "azimuthal dependencies"
around the characteristic points of the 2D Brillouin zone (Fig. 2), so that integrals of these
functions with some azimuthal-independent factors over the relevant vicinity of Fermi surface
practically vanish and are neglected beside the integrals of fully azimuthal-independent
functions in the analysis below.

VAR

N /7
PN

N

—nla

(=

N\ N

D /B

Figure 2. Electron (pink) and hole (blue) segments of the Fermi surface in the normal state of model system with elec-
tronic spectrum by Eq. 5. The dashed line around the I" point marks a circular approximation (see after Eq. 11).

The adequate basis for constructing the SC state is generated by the operators of electron and
hole subbands:

O, =% ;€080 [2—y, sing, /2,

7
/5’,(/0 =Yy, COS 0,/2+ X o sing, /2, )

giving rise to the "multiband-Nambu" 4-spinors W' = (a; 1\, a_ \, B+, Pk 1) and to a 4x4
extension of the Hamiltonian Eq. (2) in the form:

H, = kZ‘PZfls(k)‘Pk/ ®)

where the 4x4 matrix

225
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i, (k)=h,(k)®7,+ A6, ®7,

inclu/\des the Pauli matrices ; acting on the Nambu (particle-antiparticle) indices in W-spinors
and i (k) is defined by Eq. (5). The simplified form for the extended s-wave SC order is realized

with the definition of the gap function by constant values, A, = A on the electron segments and
Ay =-A on the hole segments.

The electronic dynamics of this system is determined by the (Fourier transformed) GF 4x4
matrices [58, 29, 54]:

ék,k' = <<\Pk‘\Pk-+>> - l-j)' dreiet/ <\Pk(f):‘1’k~(0)+>, o

whose energy argument ¢ is understood as ¢ — i0 and <A(t), B(0> is the quantum statistical
average with Hamiltonian H of the anticommutator of Heisenberg operators. From the
equation of motion:

£Gy i = h5k,k'&0 ®7, + <<|:\Pk’H:| | lPk‘Jr>>/ (10)

the explicit GF for ’E\he unpert/\urbed SC system with the Hamiltonian H,, Eq. (8), is diagonal in
quasimomentum, Gk,k,=6k,k,G2, with the diagonal term:

A T € T, +AT T, + &, T, — AT

0_ %% ek’3 1 ~ 0 hk"3 1 A

G, = °D ®o, + °D ®oc, (11)
ek h,k

where the denominators D; . = € — ¢*(k) — A? for i = ¢, h. Below we refer energy to the Fermi
level ¢, approximate the segments of Fermi surface by circles of radius k; around the charac-
teristic points K; in the Brillouin zone, and linearize the dispersion laws near the Fermi level
as ¢/(k) = ex + & with &, = ho(1k - K;| - k;). Though the Fermi wavenumbers k; and related
Fermi velocities v; for j = ¢, h can somewhat differ at given hopping parameters and chemical
potential, we shall neglect this difference and consider single values k; = k; and v; = vy.

3. Impurity perturbation and self-energy

We pass to the impurity problem where local perturbation terms due to non-magnetic
impurities [24] on random sites p in Fe square lattice with an on-site energy shift V:

H,, = V;(xp;xpla Y, ) (12)

are added to the Hamiltonian H,. Without loss of generality, the parameter V can be taken
positive, and this perturbation is suitably expressed in the multiband-Nambu basis:
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1 k k 5
H,, = 2 e, (13)
p.kk

N N N N
through the 4x4 scattering matrix V; .=VU  tU . ® T ;- From Eq. (5) for U, this matrix involves

either "intraband" and "interband" elements [41]. The latter scattering could lead to a transition
from s, to a competing s,, SC order (with the same sign of order parameter on both Fermi
pockets) under impurity effect [43]. However, as shown below, such a possibility is effectively
eliminated for the chosen local perturbation type, due to the specific quasimomentum k-
dependence of the scattering elements, unlike their constancy postulated in Ref. [43].

Following Refs. [29, 53], the solution for Eq. (10) with the perturbed Hamiltonian H, + H; can
be obtained in different forms, suitable for different types of states, band-like (extended) or
localized. All these forms result from the basic equation of motion:

A A 1
Gk,k' :5k,k'Gl(c) +EZ i )pGI(c)ka Gk k' (14)

pk"
A
by specific routines of its iterating for the "scattered” GF's G,.. ;.. Thus, the algorithm, where
the next iteration step never applies to the scattered GF's already present after previous steps,

e.g., to that with k" = k in Eq. (14), leads to the so-called fully renormalized form (RF), suitable
for band-like states. Its result for the most relevant diagonal GF G, =G, , reads:

&.-[(@)'-s] (15

AN
where the self-energy matrix X, is expressed by the related group expansion (GE):

£, =cl(1+cB+...) (16)

Here c =}, N is the impurity concentration (per Fe site) and the T-matrix results from all the
multiple scatterings by a single impurity:

+—ZV GOV +_Z S VGV, GV e (17)

k#-k k'#k k"#k, k'

The next term to the unity in the brackets in Eq. (16):

B=Y(Ae™+AA)1+4,4,) (1)
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describes the effects of 1nd1rect interactions in pa1rs of impurities, separated by vector n, in
terms of interaction matrices A =T k;k 'k e’ Gk. Besides this restriction on summation,
multiple sums in the products like A,A_, never contain coincident quasimomenta. Eq. (18)

presents the first non-trivial GE term and its other terms omitted in Eq. (16) relate to the groups
of three and more impurities [29].

An alternative iteration routine applies Eq. (14) to all the scattered GF's, leading to the so-called
non-renormalized form (NRF), suitable for localized states:

(19)

The NRF self-energy admits a GE: £9=cT%(1+¢BY + ...), that differs from the RF one by no

A A LA )
restrictions in k-sums for T-matrix, interaction matrices A2=T9}" . e’* "G, and their products.

At the first step, we restrict GE to the common T-matrix level to find the possibilities for
localized quasiparticle states and related in-gap energy levels by single impurities [21]. Next,
at finite impurity concentrations, formation of (narrow) energy bands of specific collective
states near these levels is studied. Finally, the criteria for such collective states to really exist
in the disordered SC system follow from the analysis of non-trivial GE terms. We notice that
RF for GF's G,. in the above interaction matrices is just necessary for adequate treatment of

mteractlon effects within the in-gap bands. To simplify the T-matrix, Eq. (17), note that
Vk x —Vao &1 5 and use the integrated GF matrix:

1 200 N A A
Nzk: GOLIZ=8[g8(5)0'++gh(£)01]®70.

O

This diagonal form (restricted only to the "intraband" matrix elements) follows from the
aforementloned cancellatlon of integrals with cosf, and sin0, in the "interband" matrix

elements of LI GOUJr This permits to consider below the SC order unchanged under the

impurity effects.

The functions g(¢) = N"'}, D; ' for j = ¢, h are approximated near ¢, le — el 0 A, as:

g],(g) N, (20)

Here p; = ma*/(2rth?) are the Fermi densities of states for respective subbands (in parabolic
approximation for their dispersion laws), and by the assumed identity of the Fermi segments

they can be also considered identical p; = py, so that g(¢) = g(¢) = —mpg/ VA >~ &> Omitted terms
in Eq. (20) are of higher orders in the small parameter ¢/¢; < 1. Then the momentum inde-
pendent T-matrix is explicitly written as:
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(s)= V& —A+ouelA -7,

1+0° & —g)

, (1)

it presents two symmetric poles within the gap, at e=+¢,=+ A / §1+v?[21], with the dimen-

sionless impurity perturbation parameter v = tp;V. Near these poles, Eq. (21) can be approxi-
mated as:

(o)~ 2 250 22)

where y? = VAv?*/(1 + v*)3? is the effective constant of coupling between localized and band
quasiparticles. At finite ¢, this T-matrix can be used in Egs. (16) and (15) and then in the formal
dispersion equation: RedetG, -1=0 [57], to obtain the dispersion laws of perturbed SC system

in terms of the normal quasiparticles dispersion &, = ¢, — e = &. They follow from the general
expression: Re(¢2-42-82)=0, with & =s(1 —eVo1-£2/ 47 (e2/ 502—1)) and
E=&+cV(e?/A%-1)](e2]e2-1), and display a peculiar multiband structure shown in Fig. 3.

Figure 3. Dispersion laws for band-like quasiparticles in the T-matrix approximation, neglecting their finite lifetime, at
a specific choice of impurity parameters v =1, ¢ = 0.1A%y 2. The argument & composes all specific &; = fivg(1k — K| - k)
for k near each j-th characteristic point in the Brillouin zone (see in the text), blue lines are for impurity bands near
electron-like Fermi segments and red lines do for those near hole-like segments. The single-impurity localized levels
are shown with dashed lines. The narrow rectangle around the top of ¢-band (shown by the arrow) delimits the region
in Fig. 5.
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First of all, there are modified initial bands
& (&) ~2()+ir(¢), (23)

whose main difference from the unperturbed SC bands with dispersion ¢(&)=yA 2 + & ?is a finite
linewidth T'(&) ~ cVOEA/[(1 + 0?)(E2+ &P)], E2=A%-¢,2 defined by the T-matrix term of the self-
energy, Eq. (16). It should be noted that these subbands for opposite signs of their argument
& in fact refer to excitations around different Fermi segments (by electron and holes), but for

clarity all four ¢, bands are set in Fig. 3 in the same &-reference. Then from the IRM criterion
of band-like states:

0
§55(8),T(e) (24)

the position of mobility edge ¢. for these bands is estimated as: . — A ~ (c/c,)?A, with ¢, = tpA
< 1. Besides the ¢, bands, there appear also four (narrow) in-gap ¢; bands, generated close to
&o at finite concentration of impurities, accordingly to:

2 é:_‘c"o

gi(ﬁ)zgoJrcy §2+§02,

(25)

As follows from Eq. (25), the ¢; band has its extrema ¢,,,, = ¢, + ¢)? /(A + ¢p) at £, =A+ ¢yand ¢,
=¢&y—cy?/(A—¢y) at E_=A - &,. The energy and momentum shifts of these extremal points seen
in Fig. 3 specify the impurity effect on a multiband initial spectrum, compared to a simpler
situation for an impurity level near the edge of a single quasiparticle band [29].

All these spectrum bands would Contrib/l\lte to the overall density of states (DOS) by the related
quasiparticles: p(¢) = (4nN) Im Tr ), G,. More common contributions there come from the
¢, bands and they can be expressed through the Bardeen-Cooper-Schrieffer (BCS) DOS in pure

crystal [57]: pges(€, A) = pre/ Ne 2= A2, as follows:

2cv’eNe? — A?

g, (1 + 02)(52 - 502),

P, (€)= Pyes (£,4) - (26)

ate? _ e2 The second term in the r.h.s. of Eq. (26) describes a certain reduction of the BCS DOS
at energies farther from the gap limits.

More peculiar contributions to DOS come from the ¢; bands, written as:
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p(e)~"* \/(8%.2 e 27)

ate,;,? 1 et e’ and presented in Fig. 4.

min

Figure 4. Density of states in the narrow in-gap band near the impurity level ¢, (dashed line) for the case by Fig. 3.

energy, &

quasimomentum, &

Figure 5. Parabolic approximation (dashed line) for the dispersion law near the top of impurity band (solid line), with-
in the region indicated by a small rectangle in Fig. 3.

Formation of the ¢; bands can have important repercussions in the physical behavior of a
disordered SC system and they will be considered below. But before this, we need to analyze
the criteria for the considered quasiparticles to really exist, especially in closeness to the limits
of corresponding bands and this requires a more involved analysis of non-trivial GE terms for
self-energy.
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4. Group expansion and Ioffe-Regel-Mott criteria

Let us now study the crossover from band-like to localized states near the limits of ¢; bands,
say for definiteness, near its upper limit ¢,,,.. Supposing the actual energy ¢ < ¢,,, to be within
the e range of band-like states, we use the RF self-energy matrix, Eq. (16), up to the GE pair term,

¢°TB . that will add a certain finite imaginary part I'(¢) to the dispersion law ¢ = £,&), Eq.
(25). Then the IRM criterion for a state at this energy be really band-like (also called extended)
is written as:

£ —5>>F1.(5). (28)

max

To simplify calculation of the scalar function I'(¢), we fix the energy argument in the numer-
ators of T-matrix and interaction matrices at ¢ = ¢, obtaining their forms:

; ) (29)

Zlm

both proportlonal to the matrix m =0 0® ( To+T 3) with important multiplicative property:
m+2—2m+. The k-summation (integration) in Eq. (29) is suitably done in polar coordinates over

the circular segments of Fermi surface. Here the azimuthal integration only refers to the phase
27

of numerator, resulting in zeroth order Bessel function: feixcosedQ =27],(x). Since x = n(ks + &/
0

hoy) is typically big, x > 1, the asymptotical formula applies: J,(x) = 42/ 7x cos(x — 1t/4). Then,
for radial integration in £ around the extremum point &,, it is convenient to decompose this
function into fast and slow oscillating factors: Jo(x) = 4/2 / (nk,n) cos(k.n — 1t/4)cos[(E — &,)n/hvg]

with the fast wavenumber k, = k; + &, /lvg = ki, and to write the denominator in the parabolic
approximation: Dy(¢) = (£ - &,)* - 62(8) with 6%(e) = 4A(A + €0)* (€,ax — €)/(2¢)?) (see Fig. 5). Thus,
the interaction matrix A (e)= An(e)m only depends on the distance n between impurities, and,

for ¢ close to ¢,,,, this dependence can be expressed as:

A (5) ~ \/Zsin k,rcosk.r, (30)
r

where the length scales both for the monotonous decay:

2
. :2_7; 50pF(A+50)
kg c5(s) '
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and for the sine factor: k! = fivp/0(¢), are much longer than k™! for the fast cosine. The latter
fast oscillation is specific for the interactions mediated by Fermi quasiparticles (like the known
RKKY mechanism), unlike the monotonous or slowly oscillating interactions between
impurities in semiconductors or in bosonic systems [29].

Now calculation of I'y(¢) = ¢*T(¢) Im B(¢) mainly concerns the dominant scalar part of the GE
pair term:

B(g)zz—fjrd—r 31)

(since the k-dependent term in Eq. (18) turns to be negligible beside this). The upper integration
imit in Eq. (31) refers to the fact that its integrand only has poles for » <r.. With respect to the
slow and fast modes in the function, Eq. (30), the integration is naturally divided in two stages.
At the first stage, integration over each m-th period of fast cosine, around r,, = 2nm/kg, is done
setting the slow factors, $r = r,, and sink,r = sink,r,, constant, and using the explicit formula:

dx Im T

Im| —————=Im——.
£1—4A2c052x 1- A2
At next stage, summation of these results in m is approximated by integration in slow variable:

3/2 Te
P r / 1’3/2

L my n ~Im [ — (32)

k _ .2 I . .2 :
F m «/Tm r.sin"kr, a7 =7, sin" k r

Numerical calculation of the latter integral results in:

2
ImB="2f(k,r), (33)
a

where the function f(z) is zero for z < z, = 1.3585, and monotonously grows for z > z,, rapidly
reaching the asymptotic constant value: f,, = 1.1478, for z > z,. Then the IRM criterion, Eq.
(28), at € so close to ¢, that k. r, > z,, is expressed as:

2 2
c r
g, —&>—L

max 27
& —80 a

max

(34)

giving an (c-independent) estimate for the range of extended states within the impurity band:
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(Ug )3/2 o
R /1 =y (35)
a F +0

Its comparison with the full extension of this band, ¢,,,, — €, = cy*(1 + v*)/(v*A), would suggest
a possibility for such extended states to really exist if the impurity concentration surpasses the

characteristic (small) value:
(ﬂ'p e )3/2 20
ey =) | 20 (36)
ak., 1+0

For typical values of py! ~2 eV, aky ~ 1, and A ~ 10 meV in LaOFeAs system [8, 13, 58], and
supposing a plausible impurity perturbation v ~ 1, we estimate ¢, = 8 10, manifesting impor-
tant impurity effects already at their very low content.

However, the 1. h. s. of Eq. (33) vanishes at k,r, < z,, which occurs beyond the vicinity of the
band top:

3
&, —E> [C—Oj r,. (37)

c

Under the condition of Eq. (36), this vicinity is yet narrower than I'y by Eq. (35), defining the
true, even wider, range of extended states within the impurity band.

Otherwise, for ¢ < ¢, the impurity band does not exist at all, then we analyze the energy range
near the impurity level with the NRF GE and write an approximate criterion for its convergence
asc|B°| < 1. This calculation is done in a similar way to as before but replacing the interaction
function, Eq. (29), by its NRF version:

A? (5) ~ \/Eer/"’ cosk,r, (38)
r

with kgR, =27(ey /| € — €y1)? and kgry=2¢p/Ey. Then the above GE convergence criterion is assured
beyond the following vicinity of impurity level:

C 4/3
|8—8O|>>F0exp[— Oc J, (39)

defining its broadening due to inter-impurity interactions. Within this range, the DOS function
for localized states can be only estimated by the order of magnitude, but outside it is given by:

c
plac(g)zcmk—go, for T, <<|g—go|<<F0,

0

2 .4
C(C,'O

(40)

for I'j< |g —-&,

Prc(£)

5 4 4

|8—80
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Notably, the total number of states near the impurity level is

jp,oc (s)dg ~c,

alike that of extended states in the impurity band by Eq. (26). The summary of evolution of
this area of quasiparticle spectrum in function of impurity concentration is shown in Fig. 7.

interaction function

\ [\f
AV AW
¥ ¥
£

Figure 6. Interaction function A2 (¢) by Eq. 29 at the choice of parameters ¢, — ¢ = 0.1 and A/e; = 5 102 displays slower
sine oscillations (solid line) and the monotonous envelope function (dashed line). The shadowed intervals are those
contributing to Im B, accordingly to the condition (r./r)sin%.r > 1. Inset: the expansion of the rectangle in the main pan-
el shows also faster oscillations by the cosine.
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Figure 7. Composition of the energy spectrum near the impurity level ¢, in function of impurity concentration.

5. Impurity effects on superconducting characteristics

The above results on the quasiparticle spectrum in the disordered SC system can be immedi-
ately used for calculation of impurity effects on its observable characteristics. Thus the
fundamental SC order parameter A is estimated from the modified gap equation:
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A7 = [Im Tr G(&)2,de, (41)

0

where G (e)=N IZk (¢), A = pgVc is the (small) dimensionless SC pairing constant, and the
Debye energy ¢, restricts the energy range of its action. In absence of impurities, c = 0, using
of Eq. (11) leads straightforwardly to the known result for the non-perturbed A, value: A™ =
arccosh (ep/Ay) and thus A, = 2¢p, eV,

For finite ¢, contributions to Eq. (41) come both from the main band, Eq. (25), and from the
impurity band (or level), Egs. (26) (or (40)). The latter contribution is ~ ¢, accordingly to the
previous discussion, defining a small correction beside A > 1. But a much stronger c-
dependent correction comes from the modified main band (limited to its range of extended
states):

= arccosh— - arccoshX

For e.— A ~ (c/c))?A (see after Eq. (24)) and ¢ * ¢, the last term is well approximated by:

£ c
arccoshXC & \/E —,

G

and leads to the modified gap equation as:
arccosh 22 — arccosh 22 ~ J2 i, (42)
A A, c

Its approximate solution for ¢ < ¢, describes the initial decay of SC order parameter with
impurity concentration as:

Ax Ao(l—ﬁi} 43)
Cl

and for the values of p; and A, used above, the estimate of characteristic concentration c; is
quite low: ¢, ~ 107 (though higher than c, by Eq. (36)), suggesting a very strong impurity effect.
With further growing c up to c < ¢, the value of A from Eq. (43) would formally tend to zero
as = Ay(c,/c)*/2. However, concentrations ¢ ~ ¢; would already correspond to the impurity band
as wide as the gap itself; this goes beyond the validity of the present approach and needs a
special treatment.
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To study another important dependence, that of the SC transition temperature T, on concen-
tration c, one has, strictly speaking, to extend the above GF techniques for finite temperatures,
but a very simple estimate can be done, supposing that the BCS relation A/T, = 1.76 still holds
in the presence of impurities. Then the r.h.s. of Eq. (44) would also describe the decay of T,/T,.

It is of interest to compare the present results with the known Abrikosov-Gor'kov solution for
BCS SC with paramagnetic impurities in the Born approximation [59, 60]. In that approxima-
tion, the only perturbation parameter is the (constant) quasiparticle lifetime 7. In our frame-
work, 77! can be related to Im X(¢) at a proper choice of energy, ¢ ~ |A - ¢l ~ A. Then, in the
self-consistent T-matrix approximation \cite{psl}, we estimate 7' ~ cA/c; which leads to the
relation 1T, ~ ¢,/(1.76c), reaching at c ~ ¢; a good agreement with the Abrikosov-Gor'kov
universal criterion for complete SC suppression 77T, < 0.567.

1/2

Also, anotable impurity effect is expected on the London penetration depth A, ~n,'? as follows

from the temperature dependence of superfluid density:

2 ple)de c® A |k, _ c
n, (T)=J‘%zng (T)— — ;A e A/kBT'i‘egoT (44)

0 1+0% & +1

When compared to its unperturbed value in the pure SC system

Tlg (T)ZPFT &d kBT _—AlkgT

£
A (e‘g/kBT +1)V$2 A Wom®

the effect by the last term in Eq. (45) produces a considerable slowing down of the low-
temperature decay of the difference A(T)/A(0) -1 (Fig. 8), in a reasonable agreement with recent
experimental observations for SC iron pnictides under doping [47].

e

=
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=
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Figure 8. Low-temperature decay of the London penetration depth difference for a SC with impurities (solid line) is
slower than that in absence of impurities (dashed line).
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Finally, a similar analysis can be applied for the impurity effect on the electronic specific heat
in the SC state, whose dependence on inverse temperature § = 1/(kzT) is represented as:

07 gp(s)ds
Vgl “

and naturally divided in two characteristic contributions, C = C; + C,, from p; and p , states:

~ pe, 2
Ci(ﬁ) ~ CkB|:2COSh(ﬂ80 /2)} ,

C, (,B) ~ kB(c1 —C)v(ﬂA)3/2 exp(—ﬁA).

The resulting function C(8) deviates from the known low temperature behavior Cy(f) ~ exp(-
BA) for non-perturbed SC system at § > In(c;/c — 1)/(A — €,), where the characteristic exponent
is changed to a slower ~ exp(—f¢,) as seen in Fig. 9.

e ln(clfc - 1)

In(C/k,)

Figure 9. Temperature behavior of specific heat for a SC with impurities presents a crossover from A exponent (dash-
ed line) to B¢, at low enough temperature (high enough g = 1/(kT)).

The same approach can be then used for other observable characteristics for SC under impurity
effect, such as, e.g., heat conductivity, differential conductivity for scanning tunneling
spectroscopy or absorption coefficient for far infrared radiation that is done in the next section.

6. Kubo-Greenwood formalism for multiband superconductor

The relevant kinetic coefficients for electronic processes in the considered disordered super-
conductor follow from the general Kubo-Greenwood formulation [55, 56], adapted here to the
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specific multiband structure of Green function matrices. Thus, one of the basic transport
characteristics, the (frequency and temperature dependent) electrical conductivity is expressed
in this approach as:

:—J'd ( Idkv k 5) x(k,g') Tr [Im ék(g)lm ék (8')}, (46)

for €' = ¢ — hw and the electric field applied along the x-axis. Besides the common Fermi
occupation function f(e) = (ef¢ + 1), the above formula involves the generalized velocity
function:

aRe—D"(S)] V.Re D, (¢). (47)

os

v(k,g):(h

This function is defined in the whole ¢, ¢ plane in a way to coincide with the physical quasi-
particle velocities for each particular band, Egs. (23, 24), along the corresponding dispersion
laws: v(k, ¢/(k)) ="'V ,e(k) = v; ;, j = b, i. The conductivity resulting from Eq. (48) can be then
used for calculation of optical reflectivity.

Other relevant quantities are the static (but temperature dependent) transport coefficients, as
the heat conductivity:

2

21 L o o) 10 [im Gy )] (48)

and the thermoelectric coefficients associated with the static electrical conductivity o(T) = o(0,
T) [62], the Peltier coefficient:

j 1ed j ak[ o, (k&) Tr [Im G,(2)], (49)

and the Seebeck coefficient S(T) = I(T)/T. All these transport characteristics, though being
relatively more complicated from the theoretical point of view than the purely thermodynam-
ical quantities from the previous section, permit an easier and more reliable experimental
verification and so could be of higher interest for practical applications of the considered
impurity effects in the multiband superconductors.

It is worth to recall that the above formulae are only contributed by the band-like states, that
is the energy arguments ¢, ¢'in Eqgs. (47, 49, 50) are delimited by the relevant mobility edges.
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This is the main distinction of our approach from the existing treatments of impurity effects
on transport in iron pnictide superconductors using the T-matrix approximation to a solution
like Eq. (15) for the whole energy spectrum [62], even for its ranges where the very concept of
velocity, as Eq. (48), ceases to be valid.

Next, we consider the particular calculation algorithms for the expressions, Egs. (47, 49, 50),
for the more involved case of dynamical conductivity, Eq. (47), that can be then reduced to
simpler static quantities, Egs. (49, 50).

7. Optical conductivity

The integral in Eq. (47) is dominated by the contributions from o-like peaks of the Im G (€)
and Im G, (¢') matrix elements. These peaks arise from the above dispersion laws, Egs. (23),
(24), thus restricting the energy integration to the band-like ranges: | ¢| > ¢ for the b-bands and
e, _<lel <e_, for the i-bands. Regarding the occupation numbers f(¢) and f(¢') at reasonably
low temperatures kyT < A, ¢, the most effective contributions correspond to positive ¢ values,
either from b- or i-bands, and to negative ¢' values from their negative counterparts, b' or i'.
There are three general kinds of such contributions: i) b-b', due to transitions between the main
bands, similar to those in optical conductivity by the pure crystal (but with a slightly shifted
frequency threshold: hw _ 2¢), ii) b-i' (or i-b'), due to combined transitions between the
principal and impurity bands within the frequency range hw _ ¢, + ¢, _, and iii) i-i', due to
transitions between the impurity bands within a narrow frequency range of 2¢, _ < hiw < 2¢_ .
The frequency-momentum relations for these processes and corresponding peaks are dis-
played in Fig. 10. The resulting optical conductivity reads o(w, T) =}, 0,(w, T) with a = b-b', i-
i, and i-b'".

Figure 10. Configuration of the poles &; of GF’s contributing to different types of optical conductivity processes (over
electronic pocket of the quasiparticle spectrum in Fig. 3).
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N
For practical calculation of each contribution, the relevant matrix Im G, (¢) (within the band-

AN AN
like energy ranges) can be presented as Im G, (¢)=N (e, &) Im[D,(¢)™'] where the numerator

matrix:
N(s,&)=Re (&+&r,+Ar)), (50)

is a smooth enough function while the above referred peaks result from zeros of Re D,(¢). Now,
the quasimomentum integration in Eq. (47) under the above chosen symmetry of Fermi
segments spells as [dpfdk = 2(hvy) ' fdpfdE where the factor 2 accounts for identical contributions
from e- and h-segments. The azimuthal ¢-integration contributes by the factor of 7 (from x-
projections of velocities) and the most important radial £-integration is readily done after
expanding its integrand in particular pole terms:

v(f,e)v(f,e') Tr [ Im é(f,g)lm é(é,e')} = ZAa (5,5')5(§—§a), (51)

a

where v(&, €) = Iy (e)| and é(é, e)sé «(¢) define the respective residues:

n G+ EE A
A, (8,8 )—mjav Q—H(@ —fﬂ)' (52)
P*a

Here v, = v(, &,), v'y = v(¢), &,), and the indices a,  run over all the poles of the two Green
functions. As seen from Egs. (23, 24) and Fig. 10, there can be two such poles of G(¢, ¢) related
to band-like states with positive ¢ and respective quasi-momentum values denoted as &, ,(¢).
For energies within the b-band, ¢ > ¢, they are symmetrical:

& (8) ~ Vel —A?, (53)

but within the i-band, at ¢, _< lel <¢_ ., their positions are asymmetrical:

& )zcyzﬂgoj((ij))(g_g)' (54

Within the i-band, there is a narrow vicinity of ¢, of ~ ¢,"*(cy/c)*¢, width where only the &, pole
by Eq. (54) is meaningful and the other contradicts the IRM criterion (so that there is no band-
like states with those formal &, values in this energy range). Analogous poles of G(&, ¢ ') at
negative ¢' are referred to as &; 4(¢') in what follows. Taking into account a non-zero Im D;(¢)
(for the i-band, it is due to the non-trivial terms in the group expansion, Eq. (16)), each a-th
pole becomes a 6-like peak with an effective linewidth I', but this value turns to be essential
only at calculation of static coefficients like Egs. (49, 50).
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Since four peaks in Eq. (47) are well separated, the &-integration is done considering them true
O-functions, then the particular terms in o(w, T) are given by the energy integrals:

w a=1

o,(o,T)= 2e2T dgMiAa, (55)

for v=>5-b', i-b', or i-i' and the limits ¢, , should assure both ¢ and ¢' to be within the band-like
ranges. Thus, in the b-b' term, the symmetry of the poles &, ,(¢) and &, »(¢') by Eq. (55) and the
symmetry of b- and b'-bands themselves defines their equal contributions, then using simplic-
ity of the function v(¢, &) = /¢ and non-renormalized energy ¢ — ¢ and momentum & — &,
integration between ¢,,, _= ¢, and ¢,,, , = lw - ¢, gives an analytic form o, ,(w, T) = 6,,(w, 0)
— 0y (). Here the zero-temperature limit value is:

2 — \/ _ 4 2_ 2
Ub-b'(a”o)z%zaf} mln 260( @ wf)+ wf:‘: coc)( " — o, )_1

c

(56)

a)—ﬂla)(a)—a)c)
+2wlin| 2 - -1 —24/a)(a)—a)c) ,

c

with characteristic scale o, = ¢*/A? and simple asymptotics:

3/2
2
g —-1 , 0-0 <o,
10)
O'b_b.(a),O)zO' c
2w, . 2w
In—, o>,
w w

vs the threshold frequency w. =2¢ /f, reaching the maximum value = 1.190, at w = 2.12 w. (Fig.
11). The (small) finite-temperature correction to Eq. (57) is:

s [aa], rEE]
b-b'T 0 ﬂa)(a)—wg)\/g A ﬂh(a)—a)c)

(57)

A \/;erf( ﬁh(a)—a)c)) pr{oa)
+ -e

ho-A| 2 Jpn(o-a,)
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with the Dawson function F(z) = {/me™ erf(iz) / (2i) and the error function erf(z) [64].

Calculation of the i-b'-term is more complicated since asymmetry of the i-band poles &, ,(¢) by
Eq. (565) and their non-equivalence to the symmetric poles &, 4(¢') of the b'-band analogous to
Eq. (54). Also the generalized velocity function within the i-band range:

cy? —cf(g—go)

8(8—80 —cy? /50)

ho(¢,e)= : (58)

and the energy integration limits: €', _=¢,_and &', . =min|[¢_,, hw-¢_ ] are more complicated.
Then 0,,(w, T) follows from numerical integration in Eq. (56); as seen in Fig. 11, it has a lower
threshold frequency w, = ¢, + ¢,_ than the b-b'-term. Above this threshold, it grows linearly as
~ (w/w, = 1)c*?c;™30, and, for "safe" impurity concentrations ¢ < ¢; ~ ¢,*°, becomes fully
dominated by the b-b' term, Eq. (57) above its threshold w.,. Finally, the i-i'-term from a similar
numerical routine on Eq. (56) within integration limits ¢,;,_=¢._and ¢,;, =min[e_,, hw - ¢, ],
using Eq. (55) for the poles ¢&; ,(¢) and &; 4(¢') and Eq. (59) for generalized velocities. The
resulting o;(w, T) occupies a narrow frequency band from w,; =2¢._/f to w,; . =2¢../h (Fig.

11) with asymptotics near these thresholds in the zero-temperature limit:

16" (0 - i
ai_i,(a),O)zao 3\/557 ( o _J , 39)

at0<w-w_ < w,, and alike for 0 < w, - w < w, with only changes:: {_ — &, w_ — w..

Extrapolation of these asymptotics to the center of impurity band gives an estimate for the
maximum of i-i' term: 0y . ~ ¢y %3(E,/E )70, It shows that the narrow i-i' peak of optical
conductivity around w = 2¢y/f, unlike the "combined" i-b' term, can become as intense as the
"main" b-b' intensity, Eq. (58), if the small factor ~ (c/c,)’ be overweighted by the next factor (&
J&)2. Tt is only possible for weak enough impurity perturbation: v < 1. Then the ratio &,/&_
=~ (2/v)? < 1 can really overweight the concentration factor if ¢ reaches ~ ¢,(v/2)”® < ¢,, that is
quite realistic within the "safety" range ¢ < 1. The overall picture of optical conductivity for
an example of weakly coupled, v = 0.25, impurities at high enough ¢ = 4c, is shown in Fig. 11.
The effect of "giant" optical conductivity by the in-gap impurity excitations could be compared
with the known Rashba enhancement of optical luminescence by impurity levels near the edge
of excitonic band [64] or with huge impurity spin resonances in magnetic crystals [29], but here
it appears in a two-particle process instead of the above mentioned single-particle ones.

To emphasize, the considered impurity features in optical conductivity cannot be simply
treated as optical transitions between localized impurity states (or between these and main
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o(w)/o,

Figure 11. General picture of the optical conductivity showing three types of contributions.

bands) since localized states can not contribute to currents. Such effects only appear at high
enough impurity concentrations, ¢ .. ¢,, when the impurity banding takes place.

8. Concluding remarks

Resuming, the GF analysis of quasiparticle spectra in SC iron pnictides with impurities of
simplest (local and non-magnetic) perturbation type permits to describe formation of impurity
localized levels within SC gap and, with growing impurity concentration, their evolution to
specific bands of extended quasiparticle states, approximately described by quasimomentum
but mainly supported by the impurity centers. Explicit dispersion laws and densities of states
are obtained for the modified main bands and impurity bands. Further specification of the
nature of all the states in different energy ranges within the SC gap is obtained through analysis
of different types of GEs for self-energy matrix, revealing a complex oscillatory structure of
indirect interactions between impurity centers and, after their proper summation, resulting in
criteria for crossovers between localized and extended states. The found spectral characteris-
tics are applied for prediction of several observable impurity effects.

Besides the thermodynamical effects, expected to appear at all impurity concentrations, that
is either due to localized or band-like impurity states, a special interest is seen in the impurity
effects on electronic transport in such systems, only affected by the impurity band-like states.
It is shown that the latter effects can be very strongly pronounced, either for high-frequency
transport and for static transport processes. In the first case, the strongest impurity effect is
expected in a narrow peak of optical conductance near the edge of conductance band in non-
perturbed crystal, resembling the known resonance enhancement of impurity absorption (or
emission) near the edge of quasiparticle band in normal systems. The static transport coeffi-
cients at overcritical impurity concentrations are also expected to be strongly enhanced
compared to those in a non-perturbed system, including the thermoelectric Peltier and Seebeck
coefficients.
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The proposed treatment can be adapted for more involved impurity perturbations in SC iron
pnictides, including magnetic and non-local perturbations, and for more realistic multiorbital
structures of the initial iron pnictide system. Despite some quantitative modifications of the
results, their main qualitative features as possibility for new narrow in-gap quasiparticle bands
and related sharp resonant peaks in transport coefficients should be still present. The experi-
mental verifications of such predictions would be of evident interest, also for important
practical applications, e.g., in narrow-band microwave devices or advanced low-temperature
sensors, though this would impose rather hard requirements on quality and composition of
the samples, to be extremely pure aside the extremely low (by common standards) and well
controlled contents of specially chosen and uniformly distributed impurity centers. This can
be compared to the requirements on doped semiconductor devices and hopefully should not
be a real problem for modern lab technologies.
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