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Superconductivity in Cu-doped Bi,Se; with potential disorder
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We study the effects of random nonmagnetic impurities on superconducting transition temperature 7, in a Cu-
doped Bi,Se;, for which four types of pair potentials have been proposed. Although all the candidates belong to
s-wave symmetry, two orbital degrees of freedom in electronic structures enrich the symmetry variety of a Cooper
pair such as even-orbital-parity and odd-orbital-parity. We consider realistic electronic structures of Cu-doped
Bi,Se; by using a tight-binding Hamiltonian on a hexagonal lattice and consider effects of impurity scatterings
through the self-energy of the Green’s function within the Born approximation. We find that even-orbital-parity
spin-singlet superconductivity is basically robust even in the presence of impurities. The degree of the robustness
depends on the electronic structures in the normal state and on the pairing symmetry in orbital space. On the other
hand, two odd-orbital-parity spin-triplet order parameters are always fragile in the presence of potential disorder.

DOLI: 10.1103/PhysRevB.102.024516

I. INTRODUCTION

The robustness of superconductivity in the presence of
nonmagnetic impurities depends on symmetry of the pair
potential. The transition temperature 7, is insensitive to the
impurity concentration in a spin-singlet s-wave superconduc-
tor [1-3]. In a cuprate superconductor, on the other hand,
T, of a spin-singlet d-wave superconductivity is suppressed
drastically by the impurity scatterings [4]. The pair potential
of an unconventional superconductor changes its sign on the
Fermi surface depending on the direction of a quasiparticle’s
momenta. The random impurity scatterings make the mo-
tion of a quasiparticle isotropic in both real and momentum
spaces. Such a diffused quasiparticle feels the pair potential
averaged over the directions of momenta. The resulting pair
potential is finite for an s-wave symmetry, whereas it is zero
for unconventional pairing symmetries. Thus, unconventional
superconductivity is fragile under the potential disorder.

Previous papers [5—10] showed that s-wave superconduc-
tivity is not always robust against the nonmagnetic impu-
rity scatterings in multiband (multiorbital) superconductors.
The interorbital impurity scatterings decrease 7., which is
a common conclusion of theoretical studies. The two-band
models considered in these papers, however, are too simple
to discuss the effects of impurities on 7, in real materials such
as iron pnictides [11,12], MgB, [13,14], and Cu-doped Bi,Ses
[15,16]. The robustness of multiband superconductivity under
the potential disorder may depend on electronic structures
near the Fermi level. In iron pnictides and MgB,, two elec-
trons in the same conduction band form a Cooper pair [12,14].
The impurity effect on such an intraband pair has been studied
by taking realistic electronic structures into account [17]. In
the case of Cu-doped Bi,Ses, four types of pair potentials
Ay — A4 have been proposed as a promising candidate of
order parameters [16]. Among them, an interorbital pairing
order has attracted much attention as a topologically nontriv-
ial superconductivity [16,18]. Unfortunately, the possibility
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of such a topological superconductivity under the potential
disorder hasn’t been studied yet. We address this issue.

In this paper, we study the effects of impurities on 7;. of
Cu-doped Bi,Se;. We describe electronic structures near the
Fermi level by taking into account two p orbitals in Bi,Ses
and the hybridization between them [19,20]. According to the
theoretical proposal [16], we consider four types of s-wave
pair potentials on such orbital-based electronic structures. The
effects of impurities on 7; are estimated through the impurity
self-energy within the Born approximation. The transition
temperature is calculated by solving the gap equation numer-
ically and is plotted as a function of impurity concentration
Nimp. We will show that the relation between 7. and njnyp
depends sensitively on the types of pair potentials. Supercon-
ductivity with an intraorbital pair potential A; is robust even
in the dirty regime. This conclusion is consistent with that
at a limiting case of previous studies [6-9]. There are two
kinds of interorbital pairing order: even-orbital symmetry and
odd-orbital symmetry. We find that 7, of an even-interorbital
superconductivity Az decreases slowly with the increase of
Nimp and vanishes in the dirty limit. The results for A3 disagree
with those in a simple two-band model [10] because the
robustness of Az depends sensitively on electronic structures.
Finally, the odd-interorbital pairing orders (A, and Ay4) vanish
at a critical value of the impurity concentration, which agrees
well with the results of an idealistic two-band model [10].
Thus we conclude that odd-orbital pair potential is fragile
irrespective of electronic structures.

This paper is organized as follows. In Sec. II, we describe
the effective Hamiltonian near the Fermi level in Cu-doped
Bi,Se; and four types of pair potentials in its superconducting
state. The anomalous Green’s function and the gap equation
for each pair potential in the clean limit are obtained by solv-
ing the Gor’kov equation. In Sec. III, we introduce the random
impurity potential and discuss the effects of impurities on T
within the Born approximation. The conclusion is given in
Sec. IV. Throughout this paper, we use units of kg = /i = 1,

©2020 American Physical Society
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FIG. 1. The simplified lattice structure of a Cu-doped Bi,Ses.
The arrow indicates the hopping.

where kg is the Boltzmann constant. The symbols -~ -, - ¥+, and
“. represent 8 x 8,4 x 4, and 2 x 2 matrices, respectively.

II. CLEAN LIMIT
A. Model

For constructing an effective model of the normal state,
we start with the tight-binding Hamiltonian on a hexago-
nal lattice as shown in Fig. 1 [21]. Strictly speaking, the
crystal structure of BipSes; is rhombohedral [19,20]. The
simplification does not affect the low-energy physics. We
assume that an intercalated copper atom supplies electrons
and makes topological insulator Bi;Se; be metallic [22].
In the hexagonal lattice, the primitive lattice vectors are
(«/§a/2, a/2,0), (0,a,0), (0,0,c), where a and c are the
lattice constants in the xy plane and along the z axis,
respectively. We define the nearest-neighbor vectors a; =
(v/3a/2,a/2,0),a, = (0,a,0), as = (—v/3a/2,a/2,0), and
as = (0,0, c). The tight-binding Hamiltonian in real space
can be written as [21,23]

Hy = Z VrEVe + Z Vila Vg1 +He., (1
R R.i

Ve = [V (R), Y- (R), ¥4 ((R), ¥— (B, ()

where W;,X (Y¥s.5) 1s the creation (annihilation) operator of an
electron at the orbital o (= + or —) with spins (=% or |). We
consider only the nearest-neighbor hopping on the hexagonal
lattice in the xy plane and that along the z axis. An orbital +
(—) mainly consists of p, orbital of a Bi (Se) atom. The matrix
element of hopping 7. (i = 1 — 4) is described as

(R,o,s|HIR+a;,0,s). 3)

The nearest-neighbor hopping elements are illustrated in
Fig. 1. In momentum space, the tight-binding Hamiltonian is

described as

Hy() =&+ ) " +He. “
The matrix structures of 7, are given in Appendix A. The
tight-binding Hamiltonian can be written as

Hy (k) = ci$o80 + miSo63 + V3062 + (V31 — Vi$2)é1, (5)

= —p + cray(k) + crar k), (6)
my = mg + mya1 (k) + mae k), N
Viy = va k), ®)

V. = v (k), ©)

where o;(k) (i =1,2,x,y,2)is

2
o(k) = — (1 —cos k.c), (10)
c
4 3k, k
o (k) = <3 2¢o c a cos %a — coskya>, (11D

2 V3ka  ka

le(k) ﬁ sin ) COS 7, (12)
2 kea .k,
ay (k) = (cos \/_2 a sin Ta + sink a) (13)
3a
1
o, (k) = — smk c. (14)

We define Pauli matrices §; in spin space, &; in orbital space,
and 7; in particle-hole space for j = 1 — 3. The unit matrix
in these spaces are $y, 69, and Ty. In Eq. (5), the hopping in
the z direction () causes the orbital hybridization term V,
and the hopping in the xy plane (7, Z,, ;) causes the spin-
orbit interaction term V; ,. When we expand the trigonometric
functions around the I" point, the tight-binding Hamiltonian
Hy (k) corresponds to k - p Hamiltonian of Bi,Ses [19,20].

The superconducting state in Cu,Bi,Ses is described by a
Hamiltonian

HO = WH k), \It(k)=['ﬁ@(k)}, (15)
k

¥, (k)
ARN(9) :Zﬁg k;
R R/ARN(9) _
we(k)— erl(k) ) wh(k)_ erl( k) (16)
Vi) vl (—k)
=0) _ Hy (k) A,
A= ("0 i) e

According to the previous proposal [16], we consider four
types of momentum-independent pair potential defined by

A= 5 YW Ry ()
k

8
= ﬁ‘ ;<w_,¢<k)w_,¢<—k)>, (18)
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B =23 Wy Gy y (k)

k
= —% S W ®ps (—h)), (19)
k
Ay =23 Wyt y (k)
k
= S Wy Gov (=), (20)
k
A= ;<1/f+,¢<k>w_¢<—k>>
= —%‘ ;<w_,¢<k>l/f+,¢(—k>>, @1

where g, > 0 (A = 1 — 4) represents the attractive interaction
between two electrons. Generally speaking, the pair correla-
tion function can be represented as

f?,a;s/,a’(k) - (w.v,a (k) Ilfx’,a’(_k))a (22)

where we assume a spatially uniform equal-time Cooper pair.
The momentum-symmetry is even-parity s-wave symmetry,
which is a common property among the four candidates in
a Cu-doped Bi,Ses. Because of the Fermi-Dirac statistics of
electrons, the pairing correlation obeys

fs,a;s’,a’(k) = _fs’,a’;s,a(k)- (23)

The remaining symmetry options of the pairing function are
orbitals and spins of a Cooper pair. Therefore, the pairing
function must be either antisymmetric under s <> s’ or anti-
symmetric under o <> o’.

Both Egs. (18) and (20) belong to spin-singlet symmetry.
Thus the pairing functions belong to even-orbital parity. In
Eq. (20), a Cooper pair consists of two electrons in the
different orbitals (interorbital pair): one electron is in + orbital
and the other is in — orbital. In Eq. (18), on the other hand,
a Cooper pair consists of two electrons in the same orbital
(intraorbital pair). The pair potential in the 4 orbital and that
in the — orbital have the same amplitude and the same sign.

Both Egs. (19) and (21) represent the spin-triplet interor-
bital pairing correlations. In these cases, the pair correlation
belongs to odd-orbital-parity symmetry. In addition to the
symmetry options for Cooper pairing, the pair potentials
are classified by the irreducible representation of D3, point
group. A, and A4 can be distinguished from each other
by the irreducible representation. The matrix form of pair
potentials, the irreducible representation, spin symmetry, and
orbital-parity of the pair potentials are summarized in Table I.
Although Fu and Berg [16] proposed a pair potential of
A(i8,)d3, it is unitary equivalent to Eq. (18) as long as the
Hamiltonian A, preserves time-reversal symmetry [9]. (See
Appendix B for details.) They also considered a pair potential
of ASy(i6,) independently of Eq. (21). However, the behavior
of T, under the potential disorder in the two pair potentials
are the same as each other. Thus, in this paper, we discuss
effects of random impurity scatterings on superconducting
states described by Eqgs. (18)—(21). We note that the orbital
parity and the momentum parity are independent symmetry
options of each other. The former represents symmetry of

TABLE I. Symmetry classification of pair potentials. Equal-time
pairing order parameter belongs to even-frequency symmetry. A
spin-singlet component is described by i$,. An opposite-spin-triplet
and an equal-spin-triplet components are indicated by §; and 3s,
respectively.

Matrix ~ Rep. Frequency Spin Momentum parity Orbital parity
A (i52)60 Ay Even  Singlet Even Even (Intra)
Ay351(i6y) Ay, Even  Triplet Even Odd (Inter)
A3(i8,)67 Ay Even  Singlet Even Even (Inter)
A483(i6,) E, Even  Triplet Even Odd (Inter)

correlation functions under the commutation of two orbitals.
The latter is derived from inversion symmetry of the lattice
structure.

In addition to the pair potentials in Eqs. (18)—(21), gen-
erally speaking, the mean-field Hamiltonian contains the in-
terorbital Cooper pair scattering terms described as

W (K, ENWy Koo (—K),  (24)

with y #y’ and o # ¢’ [24]. We do not consider these
terms because they only renormalize the amplitude of the pair
potential as

8

and do not change main conclusions of this paper, where P is
1 (—1) for the even- (odd-) orbital-parity superconductivity.

B. Gor’kov equation

The Matsubara Green’s function is obtained by solving the
Gor’kov equation,

liw, — HOWOGO K, iw,) = 1, (26)

GOk, iw,) FOk, iw,) )

—FO% (k. iwy)  —GO* (k. i)

27

GOk, iw,) = (

where w, = (2n + 1)n T is a fermionic Matsubara frequency
and T is a temperature. To discuss the transition temperature,
we need to find the solutions of Eq. (26) within the first order
of A. The results of the normal part

v 1
GOU, iw,) = )_([(iwn — cx) 8060 + my 5063 + V, 8062

+ (V$1 = Vid2) 611, (28)
Xk, i) = (iwy — cx)> —mig = V2=V =V2, (29
are common for all the pair potentials because the normal

Green’s function does not include the pair potential at the
lowest order. The results of the anomalous Green’s function
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are given by

y A
FOU, iwy) = 71[ — i(w] + ¢ +mp + V2 + V] + V) 8260 + 2ickmy 263 + 2ickV. 5262 — 2eVy §361 — 2ici Vi §061 ],

(30)
Ny A
FOk, iw,) = 72[ —i(wp + c; — mi + V2 + V] 4+ V) 8162 + 2miVy, 3060 — 2ckVy 3063 + 2imicVy 3360 — 2ickVs $363
+2ickV, 8180 — 2imiV, $165 + 2iw,mi $161], 31)
y A
FOUk, iwy) = 73[ —i(w] + ¢ — mp + V2 + V] = VD)) 5261 + 2iV, V. 8062 + 2V, V. 8362 — 2ici Vs 3060 + 2imicV, $063
—ZCkVy 3‘36‘0 + 2mkVy 3‘35’3 — Ziwnmk §26’2 + ZianZ @26’3], (32)
, A
FOk, iw,) = 7“[ —i(} + cf — mp + VZ— V2 +V2) 5362 — 2V,V, 3062 — 2imy Vi§160 + 2ici Vs §163 + 2icr Vs $360
—2imsz §363 - ZVyVZ §26’1 + Ziwnmk 335’1 - 2a),lVy 326’3], (33)

with Z(k, iw,) = |X (k, iw,)|*. The §,6; component in Eq. (30), the §;4, component in Eq. (31), the §,6| component in Eq. (32),
and the §36, component in Eq. (33) are linked to the pair potentials Aj, A,, Aj, and Ay, respectively. Therefore, the gap
equations in the linear regime result in

Ay=-giT Y % > T -ffo)(k, iwn)%- =Ty ziv > ﬁ[wﬁ foAm+VIHVIHVE], (34
Wy k L . ©n % >, LWy

Ay=—gT Yy ]l\, D Tr O, i%)@_ =gl ) % > ﬁ[wﬁ v -m A VIAVIHVE] (39
Wn k - - n k e

o= et 3 S Ao P [ o DY el s o) 0
Wn k - - n k e

Ay =—gT wZ ]lv ;Tr :ﬁi")(k, ,w)@ =gT wZ Zlv ; ﬁ[wﬁ N AR I Vo Vo 7 RN )

Equations (30)—(33) show that the orbital hybridization (V;), the spin-orbit interaction (V;,,), and the asymmetry between the
two orbitals (my) generate various paring correlations which belong to different symmetry classes from that of the pair potential
[25,26]. Especially, we discuss briefly a role of odd-frequency pairing correlation in the gap equation. For instance, the pairing
correlation -7:'2(0) includes 2iw,my §;61 which describes a spin-triplet even-orbital-parity component. Such a component must be
odd-frequency symmetry because the pairing correlation function must be antisymmetric under the permutation of two electrons.
In the gap equation, the odd-frequency pairing component decreases the numerator as shown in —m,% in Eq. (35). It has been
pointed out that an odd-frequency pair decreases the transition temperature [26]. If we would be able to tune the parameters to
delete more of the odd-frequency components, the gap equation results in higher 7.

III. EFFECTS OF DISORDER
We consider the random nonmagnetic impurities described by
Hinp(R) = Vimp(R) £380(60 + 61). (38)

The schematic picture of potential disorder in a Cu,Bi;Se; is shown in Fig. 2. We assume the impurity potential satisfies the
following properties:

Vimp(R) = 0, (39)

Vimp (R)WVimp(R') = Rimp Vi Sr - (40)

where ~~ means the ensemble average, nin, is the density of the impurities, and vip, is the strength of the impurity potential. We
also assume that the attractive interactions between two electrons are insensitive to the impurity potentials [3]. We calculate the
Green’s function in the presence of the impurity potentials within the Born approximation. The Green’s function is expanded up
to the second order of the impurity potential:

GR—-R . 0)~G"R—-R )+ ) GOR—Ri0)Hw®R)G"R —R,0,)+ ) GOR~Ri, 0,)
R, R\ .R,

X Himp (RGO (R — Ry, 0,)Himp(R))G(R, — R, wy), 41
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~ GOR =R, ) + nimpViy Y GO R = Ry, 0,) 73 560G V(0. 0,) 3 50 60GR, — R, ,)

R,

HlimpUimp ¥ GV (R = Ry, 0,) #3 5061:G (0, ,) #3561 G(Ry — R, ). 42)

R,

We transform Eq. (41) to (42) by using the properties in
Egs. (39) and (40). In momentum space, Eq. (42) becomes

Gk, iw,) = GOk, iw,) + GOk, iw,) imp Gk, iwy),
(43)

i:imp = i:intra + i:imera (44)

_ 1 a
o 02 #2806 O (k. i )56
Zinira = NimpVimp 135000 Xk: Gk, iw)T38060,  (45)
_ 1 n
) o 2 A A (0) . A A A
Vinter = NimpUigmp 135001 Xk: Gk, iwy)T38061,  (46)

where Ziyg, and i are the self-energy due to the intraor-
bital impurity scatterings and that of the interorbital impurity
scatterings, respectively. We describe the total self-energy as
follows:

Simp = Sinwa + 5 Yoo % 47)
. — Y. + 3 — . 2 ,
mp ntra inter _ E;A _ 2; (

T = NimpVinp[87 + 30612 V30611, (48)
S 2 (0] aa FO)s A
3f = —MimpUimp[ 2 + $0611 8061 ], (49)

where we denote the momentum summation of the
Green’s function as 1/NY, GOk, iw,) =3 and
1/N Y, FOWU, iw,) = f©. Therefore, the Gor’kov equation
in the presence of the impurity potential is described by

[iw, — I:IO(k) - 2imp]G(kv iw,) =1, (50)
ay
— - — _— - ——

as

Y o az a;

FIG. 2. A model of the random potential in a Cu,Bi,Se;. The
cross mark denotes an impurity.

(

Gk, iw,)

—~Fr(—k, iw,)

Gk, iw,) = < —G*(—k i)

»FA(kv iwn) ) (51)

The normal part of self-energy (fg) is calculated as follows:

i:g Z[_ia)nnn +In] S()é'(), (52)

1 2
Nn =nimpvi2mpﬁ Z Z[(l),% + C]% + m,% =+ VX2 + Vy2 + VZZ]’
k

(53)

1 —ch
2 2 2 2 2 2 2
In =nimpvimpﬁz 7 [wn+ck_mk_vx _Vy _VZ]
k
(54)

Within the first order of A, the normal Green’s function
becomes

Gk, iwy) = GOk, idn)l i, (55)
(I)n = a)n(l + nn)s (56)
L=u—1,. (57)

The imaginary (real) part of the self-energy renormalizes the
Matsubara frequency (chemical potential). The anomalous
Green'’s function after summing up the momenta is described
as

v 1 A
l(o)z—Z—l[—i(a)ﬁ+c,%+m,%+VX2+Vy2+VZ2)§250

N . VA
+ 2icimy, 3‘253], (58)
v 1 A . N
0 = =Y iR+ G VEHVE V) 0,
k
+ 2iw,my 316‘1], (59
N 1 A3 . A A
B = 5 30 i 6 = mf 4 V24 VE = V) a6
k
—2ia)nmk §262], (60)
4 - N Z n k k X y Z 302
k

By substituting these expressions into Eq. (49), we obtain the
anomalous part of the self-energy for each pair potential:

v

X = A1(i82)60 * M, (62)
3p, = Agdi161 - (—iwn)Jy, (63)
p = As(i§2)61 - ), (64)
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v

£ = Auds6n - (=i, (65)
1 2
17’/1 — nimpvizmpﬁ Z z[a)i + C,% —_ m,% + VXZ —|— ‘/yz — ‘/12]9
k
(66)
1 4mk
— 2 _ %
= ianp Vinp 3 7 . (67)

Before demonstrating 7, under the potential disorder, we
briefly summarize a relation between the self-energy and the
pair potential in the four cases. The results in Eq. (62) show
that 3 1, has the same matrix structure with the pair potential
as shown in Table I. Namely, ¥ renormalizes the pair
potential A; which belongs to even-frequency spin-singlet
even-momentum-parity even-orbital-parity pairing symmetry.
We will show that this fact explains the robustness of A in the
presence of impurity scatterings. The same feature can be seen
in ¥ r, in Eq. (64), which implies the robustness of Az. On
the other hand, ¥, and X/, have different matrix structures
from their pair potentials shown in Table. I. In other words, the
impurity self-energy leaves the pair potentials as they are. The
previous studies suggested that the superconductivity in such
cases can be fragile. We also note that 3, and X, enhance
the pair correlation belonging to odd-frequency spin-triplet
even-momentum-parity even-orbital-parity symmetry. In what
follows, we discuss the characteristic behavior of 7, as a
function of impurity concentration case by case.

1. A
The gap equation for A results in
1 A, 2 2 2 2
A =ngwZN;7[wn+ck+mk+Vx +Vy+ V7
(68)

By comparing with the gap equation in the clean limit in
Eq. (34), the renormalized values are defined as

Ar= A1+ 1), (69)
Z(k, iw,) = Z(k7 id)n)l/l.—)ﬂ.v (70)
Ek = Ck|u~>;2- (71)

The impurity self-energy renormalizes the pair potential and
the Matsubara frequency in the same manner as A} — A, and
w, — @, [1]. We solve the gap equation numerically and plot
the transition temperature 7, of A; as a function of &y/¢ in
Fig. 3. Here Tj is the transition temperature in the clean limit,
& = vr /(2 Ty) is the superconducting coherence length, vg
is the Fermi velocity, £ = vr Tiy is the mean-free path due to
impurity scatterings, and iy, is the lifetime of a quasiparticle.
We found that the normal part of self-energy Evlg is nearly
independent of the Matsubara frequency in the low-energy
region for w, < w.. Here w, = 1037, is the cutoff energy of
the Matsubara frequency. Therefore, we estimate iy, from the
imaginary part of 3 ¢ as
1

1 S 2
rmp = —2Tr|:‘—L Im Eg:| ~ 2T X Rimp Vjmp

x 1072 [eV].
(72)

12 [ i
1 ® o 0000 Ay 8
s L ® 0 o000 © G000y
™
0.8 = f
S ."-
= 06| . 1
& A4 [ ]
[ ]
0.4 L AQ 1
]
02 4 ]
h
]
(] L L
0.01 0.1 1 10

o/t

FIG. 3. The superconducting transition temperature 7 is plotted
as a function of &y/¢. The vertical axis is normalized to the transition
temperature in the clean limit 7. We fix T; for all pair potentials.

The horizontal axis &,/¢ in Fig. 3 is proportional to the
impurity concentration #iyp. The results in Fig. 3 show that T,
of A is almost independent of the impurity concentration as
shown with filled circles. Such behavior agrees well with T, in
a limiting case of idealistic models. The previous papers [6-9]
considered two-band superconductivity with the intraband
pairing order parameters (say D; and D,) on idealistic two-
band electronic structures and demonstrated that 7, is inde-
pendent of impurity concentration at D; = D,. The interband
impurity scatterings disappear in such a symmetric situation,
which explains the unchanged 7,. The superconducting state
in Cu-doped Bi,Se; with A; corresponds to the symmetric
intraband pairing state in the previous studies. In this paper,
we confirmed that the conclusions of the previous papers on
idealistic band structures are valid even if we calculate T,
on a realistic electronic structure. In Fig. 3, the results for
A show the oscillating behavior. Although it is not easy to
specify the reasons for the oscillations, such behavior comes
from a realistic band structure. In the Born approximation,
we conclude that 7. of A; is insensitive to the impurity
scatterings.

2. A;

The gap equation for A3 becomes

1 A’
Az =gT Z N Z 73[5)5"‘51%_’"1% +VZ V=V,
k

(27

(73)

AL = As(1+ 7). (74)

The pair potential is renormalized by the impurity self-energy
as Az — A’ in Eq. (73) in a slightly different way from
the relation w, — ®,. By solving Eq. (73), we plot T, of
As as a function of &;/¢ in Fig. 3. The results show that
T, of the spin-singlet interorbital pairing order is suppressed
slowly with the increase of &;/¢ and goes to zero in the
dirty limit. A previous paper [10], however, demonstrated
on an idealistic two-band structure that 7, of a spin-singlet
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s-wave interband pairing order is independent of the impurity
concentration. Thus A3 in a Cu-doped Bi,Se; is more fragile
than that in an idealistic two-band model. The difference
between the results in the two models can be explained by
the enhancement of odd-frequency pairing components due to
the realistic electronic structures. The odd-frequency pairing
correlation is absent in an idealistic band structure [10]. As a
result, the impurity self-energy renormalizes the pair potential
and the Matsubara frequency in the same manner, which leads
to unchanged T, versus &y/¢. In Cu-doped Bi,Ses, on the
other hand, the asymmetry between two-orbitals (my) and
the orbital hybridization (V) generate the odd-frequency pair-
ing correlations as described in Eq. (32). These correlations
contribute negatively to the numerator of the renormalization
factor of the pair potential 1+ 7, as shown in —m,% and
—sz in Eq. (66). As a consequence, the reduction of the pair
potential by odd-frequency pairs causes the suppression of 7
in the dirty regime. We conclude that the robustness of the
spin-singlet s-wave interorbital pairing order depends on band
structures.

3. Az and A4

The gap equations for A, and A4 result in

1« A
Azzngzﬁzg[a)ﬁjtei—m,%
Wy k

+ sz + Vy2 + sz - Zannd)nmk]v (75)
1 AV
Ay =g4T§:NXk:7[a)5+ci—mi
+ V= V]V = 200,00y ] (76)

Both A, and A4 represent spin-triplet interorbital pairing
order antisymmetric under the permutation of two orbitals.
The numerical results in Fig. 3 indicate that 7, of A, and
that of A4 decrease rapidly with the increase of &,/¢ and
vanish around &,/¢ ~ 0.3. The impurity self-energy renor-
malizes the Matsubara frequency as w, — @,. However, it
leaves the pair potentials unchanged as shown in Egs. (75)
and (76). Therefore, A, and A4 are fragile in the presence of
impurities. The obtained results of 7, for a Cu-doped Bi,Ses
agree even quantitatively with those calculated in an idealistic
band structure [10]. The interorbital impurity scatterings mix
the electronic states in the two orbitals and average the pair
potentials over the two orbital degree of freedom. As a result,
the impurity scatterings wash out the sign of the pair potential
in Eq. (17), which leads to the suppression of odd-orbital
symmetric superconductivity. We confirmed that this physical
interpretation is valid independent of band structures.

Several experiments have indicated nematic superconduc-
tivity in Cu-doped BiySes [27-29]. Such superconductivity
can be realized when the pair potential belongs to the E,
representation of the D3, point group [30]. The corresponding
pair potential is described as

N

Atpematic = A(A83(i62) + A)'gO(i62)), (77)

where coefficients A, , determine a nematic direction. Ay4 cor-
responds to the specific case [(Ax, Ay) = (1, 0)] of the nematic

superconductivity. The nematic is considered to be fragile in
the presence of potential disorder because the nematic order
belongs to odd-orbital symmetry as well as A, and Ay.

Finally, we compare our results in the present paper with
those in a recent study [31]. The authors of Ref. [31] formu-
lated the random impurity scatterings based on the two-band
picture in momentum space, which is obtained by diagonaliz-
ing the normal state Hamiltonian in the absence of impurities
[32]. They mapped a Hamiltonian for an interorbital s-wave
superconductor with random impurities to a Hamiltonian for
a single-band unconventional superconductor with random
impurities. As a result, they concluded that A,, A3, and Ay
are fragile under the potential disorder. Their conclusion for
A3 does not agree with ours obtained by applying the standard
method [1]. The difference in the theoretical methods causes
the discrepancy. An earlier [33] and a recent [34] analysis
also contradict our results. A key point might be the self-
energy due to interorbital impurity scatterings. Actually, all
of the previous papers [6—10] suggested an importance of the
interorbital /interband impurity scatterings on 7,.. References
[31,33,34], on the other hand, do not consider the interorbital
impurity scatterings.

IV. CONCLUSION

We studied the effects of random nonmagnetic impurities
on the superconducting transition temperature 7, in Cu-doped
Bi;Se;. We consider four types of momentum-independent
pair potentials, which include the intraorbital pairing (A),
the interorbital-even-parity pairing (As), and the interorbital-
odd-parity pairings (A, and Ay4). The effects of the impu-
rity scatterings are considered through the self-energy of the
Green’s function within the Born approximation. 7, of A is
insensitive to the impurity concentration, which is consistent
with previous theories. We find that A; with the electronic
structure of a Cu-doped Bi,Se; corresponds to a limiting case
of idealistic models [6-9]. T. of Aj; decreases moderately
with the increase of impurity concentration and vanishes in
the dirty limit, which does not agree well with the results on
an idealistic model [10]. The presence of the odd-frequency
pairing correlations explain the discrepancy. 7. of A, and A4
decrease rapidly with the increase of the impurity concen-
tration. Superconductivity vanishes at a critical value of the
impurity concentration. The results are consistent with those
in an idealistic model even quantitatively [10].

We found that the robustness of the even-orbital-parity
order parameters depends on the details of the band structures
and that the odd-orbital-parity order parameters are fragile
irrespective of the band structures.
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APPENDIX A: RESTRICTION OF HOPPING MATRIX IN TIGHT-BINDING HAMILTONIAN

The crystal structure of BiySes preserves discrete symmetries [19,20] such as threefold rotation R3 along the z direction,
twofold rotation R, along the x direction, and inversion P. In addition, both the normal and superconducting states preserve
time-reversal T symmetry. With the basis of (|4, 1), |—, 1), [+, {), |—, |)), these symmetry operations can be represented as
Ry = exp(i %ﬁﬁo), Ry, = i8163, P = 8063, and T = i$,6K, respectively. Here /C represents the complex conjugation.

Under threefold rotation symmetry, the relation

(R.o.s|HR+a,0'.s) = exp (i%(sg - S3)) (R.o.s|HR+a;.os), (A1)

is satisfied for (a;, a;) = (a1, —a»), (@2, —a3), and (a3, a;). Under twofold rotation symmetry, the relation
(R,o,s|H|R+a;,0,5') =0j03 (R, 0,5|H|R +a;,o,s) (A2)

holds true for (a;, a;) = (a1, —a3), (a2, —a), and (a3, —a;). As a result of inversion symmetry, we find the relation of
(R,o,s|H|R+a;,0',s'y =0503(R,0,s|H|IR—a;,o',s). (A3)

Finally, time-reversal symmetry is described as

(R,0,s|H|R+a;,0',s") =s353(R,0',s'| H|R —a;,0,5). (A4)
We have used the notation of
|+l o=+ _ =1
0'3_{_1 (O’:—), S3—{_1 (s:\l/): (AS)
—__ = o=+ __ ) =1
7= {+ @=-) °F {T (=1 (A0)

According to the conditions in Eqs. (A1)-(A4), the hopping matrices can be reduced as [21,23]

ti P 0 1t th —to 0 —t14
s |-t ta 0 s |t o —tu 0
fa, = 0 —l‘]*4 11 t )’ foay = 0 tl*4 2331 —tn |’ (A7)
—Z‘ik4 0 —tp I l‘;k4 0 t12 1
i —t12 0 —e2 3y i ) 0 ey
Y o 12 —e >3y 0 Y —t2 5 €273ty 0
fy, = ; g = ; A
® 0 - Py f —tn |0 T® 0 e Bty i th | (A8)
_6127r/3t14 0 2 tn 61271/3t14 0 —I2 [55)
1 51 0 —l‘ik4 1 —112 0 t1*4
v —tl2 I —tik4 0 v 50 5%} tl*4 0
g, = , g, = , A9
“3 0 14 1t to “ 0  —tu tn —to (A9)
114 0 -t —t4 0 2 t»
1 ! tiz 0 0 til —/t{z 0 0
o =, 5 0 o) . [, 4 o0 o
L 0 1 ) e =10 0 1, -1 (A10)
0 0 -1 1 0 0 1 1
In momentum space, the tight-binding Hamiltonian becomes
Ck + my —i(v3a3(k) + v (k)) 0 v(ay (k) + iy (k)
5 _ | i(vsas(k) + vy (k) Ck — My v(aty (k) + iay(k)) 0
Hy(k) = 0 vl (k) — oy (k) ok + M —i(vsast) + v.a oy | ATD
v(ay (k) — ia,(k)) 0 i(vzaz (k) + va (k) Ck — My,
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with
cx = —p+craitk) + cpan(k),  mp = mp + ma (k) + myon(k), (A12)
Cz ! 7 3a2 ! !
= _E(t” +1y), = _T(tll +10), =3t +1)— (), +1)—¢, (A13)
C2 ! ’ a2 ! ’
my = —3(111 —ty), mp= —T(fu —tn), my =73t —tn)+t; —ty, (A14)
- 21 /3 / 3a3
v=-=3ie""Patyy, v, =-2ct,, V3= Ttlz. (A15)

Here o (k), o (k), o (k), oy (k), and o (k), are defined in Eqs. (10)-(14). We also define a3 (k) = —%(2 cos ‘/7§kxa sin %kya —
sin kya). In this paper, we set the parameters as follows [21,35]: a = 4.14 f\, c=28.7 10%, u=05eV,c, =304 eVAz, my =
—0.28¢eV, my = 44.5 eVAZ, v =3.33 eVA, cl/c2 =0.024¢V, ml/c2 =0.20eV, and v,/c = 0.32eV. We choose v; = 0 for
simplicity [19,20].

APPENDIX B: UNITARY EQUIVALENCE OF THE HAMILTONIAN WITH INTRAORBITAL PAIRING ORDER

The superconducting state with s-wave spin-singlet intraorbital pairing order is described by the following Bogoliubov-de
Gennes Hamiltonian [9]:

3] —iV,e' 0 Ve 0 0 Ay 0 7
Ve~ & Ve it 0 0 0 0 A
0 V*eld £ —iV.e? —A, 0 0 0
+(0) . Ve~ 0 l'VZe_ie & 0 —A_ 0 0
B0 o100 = | 0 -At 0 _E Ve 0 Ve | (BD)
0 0 0 —A* =iVt —g Vel 0
A% 0 0 0 0 Ve —& iV,e i
L 0 A* 0 0 Ve 0 —iVe” & |
i =c+m, &S=c—m, V=uvk)+ic k), V,=rvo.(k), (B2)
8 i
Ay = ﬁ Z(llf+,¢(k)W+,¢(—k)) = |Aile'?, (B3)
k
8- i
A_ = N Xk:(l//_,¢(k)w_.¢(—k)) = |A_]e'", (B4)

where g, > O represents the attractive interaction between two electrons in the orbital o and 6 denotes the phase of the
hybridization in the normal state. We obtain the normal part of FI,EO)(G, @1, ¢2) from Eq. (5) by choosing ¥, s — v, ,e/? and
V_, — ¥_ e 2 Although the phase factor ¢ does not affect the physics in the normal state, such a gauge transformation
affects the relative phase difference between the order parameters ¢; — ¢, [9].

Time-reversal symmetry of ﬁ,ﬁo) is represented by

TAOT ' =AY, T = t(i%:)60K. (BS)

If we find a transformation U which eliminates all the phase factors in Eq. (B1), it is possible to show time-reversal symmetry
of I-_I,EO) [9]. By applying the unitary transformation,

U= diag[e_i‘p‘/z, e—iwz/Z’ e—i<ﬂl/27 e—i¢2/2’ eiwl/Z’ eiwz/Z’ eiWI/z, el'<ﬂz/2]7 (B6)

the Hamiltonian is transformed into
UH 0.1, 00" = H (0 — @ 0, o). (B7)

Therefore, the three phases must satisfy a relation
20 — @1 + ¢ = 27n, (BS)

with n being an integer for the Hamiltonian to preserve time-reversal symmetry. By tuning 6 = 0 at n = 0, the two pair potentials
have the same sign as each other because of ¢; — ¢, = 0. By tuning 6 = 7 /2, on the other hand, H,fo)(n /2,0, ) describes a
state where two pair potentials have the opposite sign as each other. It is easy to show that H,fo)(n /2,0, m)and H,EO)(O, 0, 0) are
unitary equivalent to each other. We set g, = g_ = gy and A, = A_ = Aj in Sec. II. Under the condition, A (i$; )53 is unitary
equivalent to A= A1 (i82)6y.
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