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Kondo screening of single magnetic impurity doped type-II Ising superconductors
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We theoretically study the Kondo effect in type-II Ising superconductors with a single magnetic impurity.
Type-II Ising superconductivity was found in two-dimensional centrosymmetric materials with multiple degen-
erate orbitals, such as in few-layer stanene [Falson et al., Science 367, 1454 (2020)] and ultrathin PdTe, films
[Liu et al., Nano Lett. 20, 5728 (2020)]. The type-II Ising spin-orbit coupling (SOC) in these materials generates
out-of-plane effective Zeeman fields orienting opposite directions for opposing orbitals, which strongly protects
the interorbital superconducting pairing states against in-plane magnetic fields. We show that the SOC-induced
band splitting and the chemical potential significantly influence the formation of a localized magnetic moment,
with particle-hole asymmetry in the phase boundary between magnetic and nonmagnetic states. The behaviors of
spin-induced Yu-Shiba-Rusinov bound states and low-temperature magnetic susceptibility demonstrate that the
SOC suppresses the Kondo screening of the magnetic moment, while the interorbital mixing weakens the SOC
at finite momentum, then enhances the Kondo effect. The quantum phase transition between magnetic doublet
and Kondo singlet ground states can be tuned through chemical potential in experiments.
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I. INTRODUCTION

The emergence of two-dimensional (2D) superconductiv-
ity in atomic layer materials and interfaces has attracted
tremendous research interest due to fundamental physics and
potential applications [1-6]. 2D superconductors exhibit nu-
merous interesting properties, such as localization of Cooper
pairs [7], quantum size effect induced transition-temperature
oscillation [8,9], and Berezinskii-Kosterlitz-Thouless transi-
tion [10,11]. The breaking of in-plane inversion symmetry
in monolayer transition metal dichalcogenides (TMDs) gen-
erates an Ising-type spin-orbit coupling (SOC) which locks
the spins of pairing electrons at opposite valleys to the out-
of-plane directions. As a result, the in-plane upper critical
magnetic field of Ising superconductors far exceeds the Pauli
paramagnetic limit [2—4,12,13]. More recently, another class
of Ising superconductors, dubbed type-II Ising superconduc-
tors, have been predicted in 2D centrosymmetric materials
with multiple degenerate orbitals [14], and subsequently ob-
served in few-layer stanene and ultrathin PdTe, films [15,16].
In these materials, the SOC splits the fourfold degenerate
orbitals p, , into two sets of spin-degenerate bands p, & ip,
near the I point and polarizes the spins along the out-of-
plane direction, thus protecting the superconducting pairing
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between carriers with opposite spins and orbitals against in-
plane magnetic fields.

Magnetic impurities have a dramatic impact on supercon-
ductivity, which in turn provides a useful tool to explore
the fundamental properties of superconductors [17-20]. In
a superconductor containing magnetic impurities, the ex-
change coupling between magnetic moment and Cooper pairs
generates the in-gap Yu-Shiba-Rusinov (YSR) bound states
[21-23]. The YSR states can reveal interesting physics de-
rived from the competition between Kondo effect and pairing
interactions [24-30]. The Kondo effect, scaled by the Kondo
temperature T, originates from the screening of the magnetic
moment by conduction electrons near the Fermi level [31].
However, the Kondo screening would be suppressed by super-
conducting pairing interaction due to the formation of energy
gap A [20,24,25]. When the pairing interaction dominates
over the Kondo effect, A > Tk, the ground state is a mag-
netic doublet state. In the opposite limit, A < Tk, the ground
state is a Kondo screened singlet state. The quantum phase
transition (QPT) between the two ground states takes place at
Tx /A ~ 1, manifesting itself as a level crossing between YSR
states [20,24,25,29,32].

In TMD Ising superconductors, Ising-SOC induced band
splitting and spin-momentum locking near the K and —K
valleys bring unique phenomena to YSR states and Kondo
physics [33]. The magnetic impurity induced YSR states are
protected by Ising SOC and stay robust to unusually large

©2023 American Physical Society
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FIG. 1. Schematic diagram of a magnetic impurity doped in
type-II Ising superconductors. The fourfold degenerate orbitals p,
near the I" point split into two sets of spin-degenerate bands p, & ip,
in the presence of Ising-type spin-orbit coupling (SOC). The super-
conducting pairing between carriers with opposite spins and orbitals
is protected against the in-plane magnetic fields by the Ising SOC
induced out-of-plane effective Zeeman field

in-plane magnetic fields [34]. The interplay of Kondo effect
and Ising superconductivity depends on the particular band
structure near the K (—K) valleys, and the SOC imposes
opposite influences on the Kondo screening in the electron-
and hole-doped cases [35]. If a ferromagnetic atomic chain is
placed on the surface of a monolayer TMD superconductor,
the YSR states form a topological superconducting chain,
which holds Majorana zero modes at the ends [34,36]. Studies
of Kondo physics in type-II Ising superconductors are still
lacking. In few-layer stanene and ultrathin PdTe, films, the
Ising-type SOC splits the fourfold degenerate orbitals p, ,
into two sets of spin-degenerate bands p, & ip, as shown
schematically in Fig. 1. The Cooper pairs are composed of
electrons with opposite spin, momentum, and orbitals near
the I' point, which is sharply contrasted to those in the TMD
Ising superconductors. In the present paper, we focus on
the Kondo physics of a magnetic impurity doped in type-1I
Ising superconductors. We show the formation of a localized
magnetic moment depends on the SOC as well as the chem-
ical potential, and the phase boundary between the magnetic
and nonmagnetic states exhibits particle-hole asymmetry. The
Kondo screening of the magnetic moment is suppressed by
the SOC but is enhanced by the interorbital mixing of the
spin-degenerate bands. Therefore, the band splitting near the
I point significantly influences the phase transition between
the magnetic doublet and Kondo singlet (KS) ground states,
which can also be tuned through the chemical potential.

The paper is organized as follows. In Sec. II, we present the
model used to study the Kondo effect in type-II Ising super-
conductors and set out its theoretical treatments. In Sec. 11,
we discuss the physics dominated by the interplay between
Kondo effect and Ising superconductivity based on the behav-
iors of YSR states and localized magnetic susceptibility. A
brief summary is devoted to Sec. IV.

II. MODEL AND FORMALISM

The Hamiltonian of a magnetic impurity doped in type-II
Ising superconductors reads

H =H.+ H;+ Hy, ey

where

He =) [e(k) + moM(k)]c],,, Cimo

kmo

+> (A, +He) 2)
km

is the k - p Hamiltonian describing the electron states around
the I point, as shown in Fig. 1. Here, e(k) = e + & (k] + k7)
is the single-particle energy with &y = 0 at the I" point and the
coefficient &1 = —1. M(k) = My — M, (k? + k?) models the
Ising-type SOC in type-II Ising superconductors, with M, the
SOC strength and M, the interorbital mixing strength. m =
41 and ¢ = %1 correspond to the orbital and spin indices in
the basis (|+, 1), [+, 1), |—, 1), |-, {)), respectively, where
|%) refers to the p, £ ip, orbitals. A is the pairing in two
energetically degenerate bands with opposite orbital and spin
indices as shown in Fig. 1. Because of the large band splitting
induced by the SOC, we neglect the interband mixing term
that has been introduced in the - p Hamiltonian in Ref. [14].
The Hamiltonian of magnetic impurity is

Hy =" eaod}dy + Unsn,, 3)

with the impurity level &4, and the Coulomb repulsion U.
The operator d; (d,) indicates the creation (annihilation) of an
electron on the impurity level, and n, = d}d,. The coupling
between the magnetic impurity and conduction electrons is

Hy =" (Voc},pds +Hee), )

kmo

where the coupling amplitude Vj is assumed to be indepen-
dent of momentum, orbital, and spin degrees of freedom for
simplification.

The ground state of the system described by Eq. (1) could
be a BCS singlet, a magnetic doublet, or a KS state, de-
pending on the relative strengths of the characteristic energies
of the pairing interaction A, the Coulomb repulsion U, and
the Kondo temperature Tx [28,30]. Intriguing emergent phe-
nomena dominated by these competitive ground states can be
captured by the impurity Green’s function (GF)

Guo (@) = G5 ()1 + UEy, (w)], ®)

with G4y (w) = ((¥,;¥1)) and Uf = (d}, d5). The noninter-
acting GF obtained is

S, (@) = [fw — é.diag(eas. 45) — SL@)] ', (6)

with the components of self-energy 2?1(22)0@)) =

Ty w=te(k)+omM (k) &0 _

2 km D —[etk)LomM (k) —A2 and Lhane (@) =

o AT 1 _ 2 .
= ka i P T el Iy =7 |Vl measuring

the coupling strength. The notation

<<dan(r;d;)>w ((don(r;d(r»w (7)
~((dzns1d)e  —{(d3noids))e
includes some high-order GFs that should be treated properly
to capture the underlying physics.

In the frame of Hartree-Fock approximation (HFA), the
impurity GF can be approximately given by

Gio (@) = G (@) + G5 () EF (0)Cao (@), (8)

Fuo(w) = (
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with the interacting self-energy

where (ns) = —% ff(a))Im[Gd(—, (w)]11dw is the occupation
of impurity level and f(w) is the Fermi distribution func-
tion. The pairing correlation function can be calculated
by (d} a’T -1 ff(a))Im[Gda(a))]z]dw Then, the diagonal
component of GF can be explicitly written as

1

~ (ns) (dt'rda)
SH )y =U , 9
- <<d2d;l> —<na>) ®
[Gio (@)1 =
w — Edg —
and the anomalous GF reads
[Gao (@)1 = O (@)[Gao (@)1, (11)
with
Tty €0
O () = — o) “2e @) __ gy
o+ &45 +U(ng) — 25, (w)

The HFA can properly characterize the behaviors of the local-
ized magnetic moment [37,38]. It can be used to discuss the
phase transition between the BCS singlet and the magnetic
doublet ground states [39-42]. However, the HFA fails to
describe the Kondo effect at low temperatures [43,44].

To study the Kondo effect of a magnetic impurity doped in
type-1I Ising superconductors, we take the Lacroix’s approx-
imation to treat high-order GFs in Fyo (w) [43-53]. One can
refer to the details in the Appendix. After some straightfor-
ward calculations, we obtain

A 14+ UAs(w)
[Gao(@)]11 = =5 ,
W — &l — Ellg(w) —Ud,(w) + Oy (w)
(13)
with the notations
o H o - H o
A(w) = (n)+ﬁz(w) HS(w) _
®— 840 — U — Bip(0) — Bzp (@) — E34(w)
and
O, () = [Tz () — T34 (w)]ﬁ?lg(w) — [Q05 (@) + Q235 (w)]
7 a)_‘gda_U_:la(w)_EZU(w)_E3a(w) '
15)
where E;(w) =L 2 m #M (i=1,2,3), and the

symbols are slmgk =ck) —moM(k), eomor = k) —
moM(k)+ 46 — €45, and  E3pk = —&(k) + moM (k) +
&do + €45 + U. Other notations involved in Egs. (14) and
(15) are

r mo (k
Mig () = OZ ¢ 8( )k (16)
and
Do omo(h)
Qs () = — Z—w_gimk, (17

km

20 (@) —Ulng) +

1
50 (©)8, (@) 1o

(
with the symbols

4 [+ e(k) — omM())[Gas ()11
buo (k) = f dof@m= o) — omM(OP —
(18)
and
1 w + (k) —moM(k)
Ono (k) = — / dof@lm o — omM P —

The Lacroix’s scheme can qualitatively capture the Kondo
physics of the magnetic impurity doped in superconductors
[32,53,54]. Because the superconducting correlation at the
impurity site is significantly suppressed by the Coulomb
repulsion (U > A), we can safely neglect the high-order cor-
relation terms in nondiagonal components of Fyo (w), and the
HFA is good enough to treat the anomalous parts of Ey, ()
[40,41]. One can calculate the impurity GF Gdg(a)) with
above formulas self-consistently.

III. NUMERICAL RESULTS

We first determine the formation of a local moment in a
type-1II Ising superconductor within the framework of HFA.
A localized magnetic moment forms whenever the impurity
level is singly occupied with opposite spins (n,) # (ns) [37].
The local density of states and the occupations of impurity
level are self-consistent, calculated by Eqgs. (8) and (9). The
results show that the formation of magnetic moment depends
on the SOC when the chemical potential is tuned around
the I' point. The phase boundary between the magnetic and
nonmagnetic states exhibits particle-hole asymmetry as shown
in Fig. 2(a). The results differ from the symmetric phase
diagram obtained for an impurity doped in conventional su-
perconductors [55], where the phase boundary is symmetric
about (u — €4)/U = 1/2. Especially, the magnetic state exists
even in part of doubly occupied region (¢, + U < p) for u =
0. Here the single and doubly occupied regions imply that
the impurity levels are singly (|1), |{)) and doubly occupied
(11 1)) in the ground states, respectively. The anomalous be-
havior of localized magnetic moment, extending to empty
(¢4 > ) or doubly occupied state, has been observed for
an impurity doped in graphene or Dirac semimetal due to
the lack of density of states near the Dirac point [38,56]. In
type-1I Ising superconductors, the density of carriers around
the Fermi level increases by taking the SOC into considera-
tion. Thus, the magnetic state in doubly occupied region is
quenched gradually by the increase of My. When the SOC
is large enough, e.g., My = 10A, the magnetic moment, as
usual, forms merely in singly occupied region (g5 < u <
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FIG. 2. The magnetic state of an impurity doped in type-1I Ising
superconductors varying with the coupling I'y and the impurity level
&4 by setting the chemical potential x = 0 in (a) and u = 5A in
(b), and the Coulomb repulsion U = 10A. The Ising-type SOC is
characterized by the parameters My, = 0, A, 2A, 10A and M, = 0.

&4 +U). In the nonmagnetic region, the superposition of
empty and doubly occupied states constitutes the BCS sin-
glet ground state [55], which is quenched by large Coulomb
repulsion at the impurity site. When the Fermi level is tuned
well below the I" point, e.g., u = 5A, the magnetic state, as in
normal metal with parabolic dispersion, exists only in singly
occupied region; see Fig. 2(b). In this case, the SOC has no
obvious influence on the formation of a localized magnetic
moment. Asymmetry in the phase boundary between mag-
netic and nonmagnetic states originates from the breaking of
hole-particle symmetry in the bands. The interorbital mixing
process characterized by M, plays as a role to weaken the
effects induced by SOC at finite k [15].

We now focus on the magnetic region and discuss the
Kondo screening of a magnetic impurity doped in a type-II
Ising superconductor based on the Lacroix’s approximation.
First, we study the interplay between Kondo effect and super-
conductivity in the absence of Ising SOC. Then, we explore
the roles played by the Ising SOC in the Kondo physics. The
Kondo effect in a superconductor can be characterized by the
spin-induced YSR bound states in the local density of states
pa(®) = =1 2, Im[Gy, (0)]11 [20,25,29,54]. In Fig. 3(a), we
explore the evolution of YSR state by increasing the coupling
strength I'g. When I'y < 1.8 A, the YSR state is situated below
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FIG. 3. (a) The quantum phase transition (QPT) between mag-
netic doublet and Kondo singlet ground states indicated by the level
crossing of YSR bound states. (b) The temperature-dependent mag-
netic susceptibility varying with the coupling strength I'y. Other
parameters are evaluated with the chemical potential u = 0, the
impurity level ¢, = —8A, the Coulomb repulsion U = 200A, and
the SOC interactions My = 0 and M, = 0.

the Fermi level, the ground state is a magnetic doublet (MD)
state. By further increasing I'y, the YSR bound state is tuned
above the Fermi level. Correspondingly, the ground state
becomes a KS state. The quantum phase transition between
MD and KS ground states occurs around I'y = 1.8A when
the YSR state crosses the Fermi level [20,29]. To explore
the Kondo screening of the localized magnetic moment, we
discuss the temperature-dependent magnetic susceptibility,
which is defined as x;(T) = MM_,O with & a small
magnetic filed. In Fig. 3(b), the low-temperature suscepti-
bility is enhanced by increasing the coupling, e.g., I'g =
1.2A, 1.5A, 1.8A. However, the magnetic susceptibility is
suppressed by further increasing the coupling, such as I'g =
2.1A,2.4A. The strong coupling between the magnetic impu-
rity and Cooper pairs transfers the local spin to the YSR bound
states [21-23]; as aresult, the YSR bound states possess effec-
tive magnetic moment [53]. In the former case, the effective
magnetic moment of the YSR state is developed gradually
because of the enhancement of pair-breaking scattering. At the
level-crossing phase transition point (I'g & 1.8A), the ratio
of the energy scales is Tx /A ~ 1 [57]. By further increasing
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FIG. 4. (a) The level-crossing QPT driven by the SOC interaction
M, in type-II Ising superconductor. (b) The suppression of Kondo
screening indicated by the low-temperature magnetic susceptibility
in the presence of SOC. The coupling strength is evaluated with I'y =
2.1A, and other parameters are taken the same as that in Fig. 3.

the coupling, the magnetic moment is screened by the Kondo
effect, and the ground state becomes a KS state.

In the presence of Ising-type SOC, the fourfold degeneracy
of the band is lifted to generate a gap M, and the density of
carriers near the I" point decreases. To explore the roles played
by the Ising-type SOC, here we neglect the interorbital mixing
effect by setting M; = 0. By tuning the chemical potential
with u = 0, the Kondo screening is suppressed by the SOC
due to the decrease of the density of carriers around the Fermi
level. As shown in Fig. 4(a), the shifting of YSR states indi-
cates that the ground state of the system is transformed from
a KS to a magnetic doublet state by increasing My. Conse-
quently, the low-temperature susceptibility is enhanced due to
the suppression of Kondo screening of the localized magnetic
moment see the lines marked by My = 0, A/2, A in Fig. 4(b).
By further increasing the SOC, e.g., My =3A/2,2A, the
magnetic susceptibility is suppressed and the ground state
becomes a magnetic doublet because the pair-breaking scat-
tering decreases. Correspondingly, the effective moment of
YSR bound states is quenched due to the decrease of the
density of carriers.

The interorbital mixing effect, described by the term
M, (k} 4+ k) in Eq. (1), plays a part to suppress the SOC-
induced band splitting at the finite-k case [14]. Hence, the
Kondo screening of the magnetic impurity would be enhanced

240 . I .
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e ——M=038
X 3 ! —
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FIG. 5. (a) The interorbital mixing effect enhanced Kondo
screening indicated by the shifting and broadening of YSR states.
(b) The magnetic susceptibility is suppressed by the increase of M,.
The parameters are evaluated with the coupling strength I'y = 2A
and the SOC interactionM, = A, and other parameters taken are the
same as that in Fig. 3.

by taking the interorbital mixing effect into consideration.
In Fig. 5(a), we show a phase transition from the magnetic
doublet to the KS ground state is induced by increasing M.
Simultaneously, the width of the YSR state is significantly
broadened due to the increase of carrier density near the Fermi
level. The interorbital mixing effect enhances the Kondo
screening, leading to the suppression of low-temperature sus-
ceptibility, as shown in Fig. 5(b).

Besides the influence of SOC, the chemical potential also
plays an important role in the Kondo effect because the den-
sity of carriers near the Fermi level can be tuned through the
chemical potential u. In Fig. 6, we show the phase diagram
dominated by the interplay between the Kondo effect and
superconductivity in a hole-doped type-II Ising superconduc-
tor as shown schematically in Fig. 1. Here, we neglect the
interorbital mixing term M; = 0, which merely suppresses
the influence of SOC in the Kondo effect. When a magnetic
impurity is doped in convention s-wave superconductors, the
QPT between the magnetic doublet and the KS ground states
occurs at Tx /A ~ 1 [57]. The normal state Kondo tempera-
ture is approximately given by the Haldane’s scaling theory
Ty ~ Fexp(mey/2T) [58], where the coupling I' = 7Ty is
defined independent of the density of carriers. In a type-II
Ising superconductor, the critical value of Tx /A varying with
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FIG. 6. The phase diagram dominated by the competition
between Kondo effect and superconductivity in type-1I Ising super-
conductor. The critical value of Tx /A is determined by the chemical
potential . and the SOC M, with M; = 0.

the SOC and chemical potential reflects the influence of the
density of carriers around the Fermi level on the Kondo effect.
In the lightly doped region, e.g., for © < A, the parameter
Tx /A is shown conspicuously increasing with the strength of
SOC M,. The reason is that the SOC-induced band splitting
around the I" point significantly reduces the density of carriers
near the dome region, then suppresses the Kondo screening
in the superconductor. In the heavily doped region, however,
the SOC has no obvious influence on the density of carriers
near the Fermi level. Thus, the critical value of Tx /A is shown
close to a constant as usual [57].

IV. CONCLUSION

In this paper, we have studied the Kondo effect of a mag-
netic impurity doped in type-II Ising superconductors with
multiple degenerate orbitals. The formation of a localized
magnetic moment is shown anomalously extending to the
doubly occupied region, and the phase boundary between
magnetic and nonmagnetic states exhibits particle-hole asym-
metry. We have demonstrated that the Ising-type SOC plays
a role to suppress the Kondo effect, while the interorbital
mixing effect in the bands enhances the Kondo screening. As
a consequence, the QPT between magnetic doublet and KS
ground states is significantly influenced by the band splitting
near the I' point. Accordingly, the Kondo screening of the
magnetic moment can be tuned through the chemical po-
tential. This motivates further experimental study using the

J

2?10 ((1))

0= €4y — 20, (w) ({do:d]))
2310(0))

® + &4 — S, (@) ] \((d]:d]))

[dnaded

where the noninteracting self-energy terms are given by

W Ty o + &(k) + omM (k)
(@)= %ﬂ: w? — [e(k) + omM (k)2 — A2

(AT)

(doido))) _ (1 0) , f {dona:di))
((di:ds))) \0 1 —((dIng;d]))

magnetic impurity doped type-II Ising superconductors as a
platform to explore the gate-tunable Kondo physics.
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APPENDIX

In this Appendix, we present the main steps to obtain the
impurity GF in the framework of HFA and Lacroix’s treat-
ment. The starting point is the equation of motion (EOM) of

the retarded GF as follows [59]:
w{(A;B)) = ([A, Bl+) + {([A, H]-; B)), (A1)

where the subscript & stands for the anticommutation (com-
mutation) relationship, and ((A; B)) denotes the retarded GF
composed by the operators A and B.

From the Hamiltonian Eq. (1) in main text, we obtain
the EOM of the GFs composed of the creation (annihilation)
operators of local and conduction electrons as

(0 — €45 ){(do: B)) = ([do; Bl+) + U{(dons: B))

+ ZVO*<<CI("1(T;B>), (AZ)
km

(@ — &(k) — omM (k) {{cimo: B)) = 0 A(c’ 53 B))

+ W ({ds;B)), (A3)

(@ + e(k) + omM(K)){(c},o:B)) = —0 A{{c_k—ms: B))
—Vy((d}:B)), (A4)
and
(@ + £a5)((d}: B))o = ([d}: Bly) — U((d}ns: B))

— > Vollc),5:B)). (AS)
km

where o (6) appearing in the coefficients is assumed to be %1

for + (1)

After some straightforward calculations and choosing the
operator B =d; or ds, we obtain the impurity GFs, which
can be conveniently expressed in Nambu representation

((dons3ds))
—((dlny;ds))
(

o T w — e(k) + omM (k)
e (@)= %} w? — [e(k) — omM (k)]> — A?’

(A8)
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&0 _ E Ao
R = % 7 —e® +ommor — a2 A
&0 _ E AN
B0 @) = 2 L e —ommtor — a7 410

with the coupling strength ['y(w) = 7 [Vol?.
In Eq. (A6), the impurity GFs can be expressed by a con-
cise form

Guo (@) = GY, (@) + UGY, (0)Fys (), (Al1)
with
A L [o— g — ), (@) 20 (@)
[Ggo(w)] _ s 11 12 o ,
2216 (@) @+ a5 — X, (@)

(A12)
and

({(dons;ds))
. Al3
—<<d;ng;dc-,>>> A

The notation £, (w) includes some higher-order GFs. How-
ever, it is difficult to exactly calculate these GFs by the
EOM approach, and one has to employ some approximation
treatments. The HFA can be reached by taking the following
approximations:

({dons;d))) =~ (n

oo [ Udensidi)
o=\ ding:diny

) (dos dD)) + (dsdy)((d);dl)),
) ({ds3 ds)) +

)((da’d(7>> -

(A14)

({(dons;ds)) ~ (n (dsdo)((d]:d5)), (A15)

((ding;dl)) ~ (n (@dldi)((dys;dl)), (A16)

Then, we obtain

by [ ) dod) (dord))  ((dy:ds))
T N\@idly  —ne) ) \dlidlyy  ((dEds))
(A18)

and the impurity GFs can be read,

Guo (@) = Gy, (@) + G, (@) S (0)Guo (@), (A19)
with the interacting self-energy
. (ns)  (dsds)
S @wy=U ’ , (A20)
<d;d5) - (na)

where the occupation of impurity level is given by (nz) =
—1 [ f(@)Im[Gs(@)11dw, f(w) is the Fermi distribution
function, and (didf -1 ff(a))Im Guo(w)idw is the
pairing correlation function. Then the diagonal part of the GF
can be explicitly written as

N 1
[Gao (@)1 = =
w0 — €40 — B9}, (©) = U(ns) + £ ()04 ()’
(A21)
and the anomalous part reads
[Gio (@)1 = Op()[Gao ()11, (A22)
where the notation
U(didl) — %9
O, () = \dods) 2"’(”) (A23)
o+ &4 +U(ng) — 220 (CU)

With the above formulas, one can discuss the QPT between
the BCS-singlet and the magnetic doublet ground states in the
frame of HFA [39-42].

To capture the Kondo physics, we must treat the high-order

(dlng:ds)) = (ng)((d};ds)) — (did})((dy:d5)). (A1T)  GF ((d,ns:d})) by using the EOM method as follows:
J
(@ = eao — U){{donz3d])) = (n5) + D Vo(((Cmons:d))) — ((Chppdados d]))) + Y Vi ((dicimsdsid])).  (A24)
km km
The EOMs of the higher-order GFs produced in Eq. (A24) are given by
(w - 81m0k)<<ckmana 5 o‘ Z(V() d Cik'm's Ckmo > do‘)) V0<<CZ/m/5dﬁckma; d;)))
k'm'
+Volldons: d))) + o A((c)y_,sn5:d])), (A25)
(@ = Eamor)((dh Chmado:d)) =D (V5 ({d3 Cims Comros A1) = Vo((Ch s Chma o d1))) + Vol(dons:d))
k/ /
+(dlcims) — o A{(dic! o dosd])), (A26)
and
(@ = E3m01) (€5 oo d])) =Y Vi (et s o Ciom: di)) + ((ch s comadss d])) — Vi ((donss d]))
k'm’
Hef ods) + 0 Al{ckomodsdos d))), (A27)

with &0x = (k)
Edo — Ed5, and €3, =

- moM(k), Edmok = S(k) - mUM(k) +
—e(k) + moM (k) + €46 + €45 + U.

(

In the above equations, the impurity-superconducting correla-
tion terms, such as A((c" kang,dT)), Al(c", do dl:d!)), and

[dnaded
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A{{Cc_kodzdy; d;)) are believed to be much weaker than other
terms. Thus, we can safely neglect these terms in the above
equations.

To capture the Kondo physics, we take the Lacroix’s
approximation to treat the higher-order GFs in Eqgs. (A25)—
(A27). The Lacroix’s scheme can be reached by taking the
decoupling procedures:

i

({dlcrmsCimo:d))) ~ (dlcimws) ((cumo:d])), (A28)
({Ch s s Camo s A1) A (Chada) ({Chmo s d))), (A29)
({d Cloms Coomos d3))) A (d chms ) (e d))), (A30)
({Chmg Chms o d]))) A (ChyoCima ) ((do3d])),  (A31)
({Chnsds Clomas d))) & (ch o ds) ({cumad])), (A32)
(Ch s Comado d])) % (¢l Coms)((do3d])). (A33)

Then, we obtain

(a) - 81m0k)<<ckman6 N d;))

= ZWJ‘ (d3 crms) = Vol do ) (Chnos )

+o A((c! e di ) + Volldons; d))), (A34)

(@ — eamor)({dicimodss d)))

=D IV cima) ({Cimas d)) — Volch s Chma) (o d1))]
k'm’

H{d] crms) + Vollnedy; dS)) — o Alldic’ . dyid))),
(A35)

and

(@ — &3mer){(c}, s dsdyid]))

= Vi (¢} o) (Comros d1)) + (ch s Choma) ((dosd])))
k'm'
el ds) = Vi ({dons;d))w + 0 Allc_k—modsdys; d))).

(A36)

By taking some straightforward calculations, we obtain
({donz:d)) o = Mg (@) + Do (@)((do3d] )0 (A3T)
with
(ns) + [Ty (0) —
© = tdg — U = By (@) -

35 ()]

Al = o ()

ESU (w)
A

and
(Mo (@) — Ma (@)]SY), (@) —
W — 4o — U - Ela(w) -

(22 (@) + $235 (@)]

B (@) — B30 (@)

(A39)
Finally, we gain the diagonal part of the impurity GF written
as

D, (w) =

14+ UAy(w)

50, (@) = U®, () + O ()
(A40)
The notations involved in Egs. (A38) and (A39) are given

(= T 1 Vi d Ckms )
by Big (@) = 2 ka o gmwk s (w) = ka Hollo tne) and

O—Eimok
W0| Ckchk’md
on (w) ka Zk m' WO—Eimok

and (czm 5Ck'm's) can be obtained by the spectral theorem

[Gao ()it =

w — €l —

. The value of (d Ckms )

(d cims) = —% / f(@)IM{(Cims s d3))de (A41)

and
1 .
<sz5ck/m/a> = / f@)Im{{cvmws; ey, ))de.  (A42)

The GFs ({Cims; d;)) and ((cyms; czmﬁ)) can be calculated by
using Eqgs. (A2)—(AS), then we obtain

Mio (@) = — Z ¢i""8(12k (A43)
and

Qo () = Z ‘p"’“g(liik (Ad4)
with

[ + &(k) — amM (k)][Gas (@)1

? —[e(k) —omM (k)]* —
(A45)

G () = - / deof ()Im
T

and
*) = w + e(k) —moM (k)

— le(k) —omM (k)] —
46)

f dof(w)Im
T
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