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Superconducting pairing in resonant inelastic x-ray scattering
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We develop a method to study the effect of the superconducting transition on the resonant inelastic x-ray
scattering (RIXS) signal in superconductors with an order parameter with an arbitrary symmetry within a
quasiparticle approach. As an example, we compare the direct RIXS signal below and above the superconducting
transition for p-wave-type order parameters. For a p-wave order parameter with a nodal line, we show that,
counterintuitively, the effect of the gap is most noticeable for momentum transfers in the nodal direction. This
phenomenon may be naturally explained as a type of nesting effect.
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I. INTRODUCTION

The description of many-body systems is usually only
practical in terms of simplified low-energy theories. Such
theories are indispensable and describe a large variety of
measurements such as conductance and magnetic response.
However, measurements based on scattering techniques often
probe wider energy scales. Indeed, powerful probes such
as resonant inelastic x-ray scattering (RIXS) are allowing
unprecedented access to a wide range of excitations in
superconducting and magnetic systems. In particular, the
superconducting gap scale is tiny in comparison with band
energies of most materials and often below the experimental-
energy-resolution scale. It is therefore of interest to ask to what
extent details of low-energy theories, such as the gap function,
are observable through RIXS. Recently, it was suggested
that RIXS can distinguish between different phases of the
order parameter [1,2]. This dependence is studied through the
dynamical structure factor, which is shown to discriminate
between singlet and triplet pairing. The structure factor itself
is related to the RIXS signal only in the limit of ultrashort
core-hole lifetime, for which a more elaborate treatment is
needed [3].

Here, we set out to examine the effect of superconducting
pairing on the RIXS mechanism within a simple mean-
field BCS picture, which includes the effect of core-hole
potential and goes beyond the ultrashort core-hole lifetime
approximation which is used to relate RIXS to dynamical
structure functions. We derive a general formula for the RIXS
intensity for an arbitrary quadratic Fermi Hamiltonian, with
anomalous pairing A, as expressed in Eq. (3) together with
(11). This result generalizes the quasiparticle approach of
[4], where the computation of RIXS spectra was performed
using a model of noninteracting quasiparticles but including
an interaction with a positively charged core hole via exact
determinant methods. This formalism allows us to compute
the characteristics of the signal by numerically evaluating (11).
Moreover, the computations can be done for arbitrary band
structures using relatively straightforward numerical means.

As a demonstration of the method, throughout the paper
we will concentrate on p-wave superconducting states. The
p + ip superconductors are of great current interest. Such
superconductors can support unpaired Majorana fermions at
cores of (half-quantum) vortices [5,6] and allow for non-
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Abelian statistics [7,8]. Remarkably, we find that the RIXS
signal is sensitive to the presence of a superconducting gap A,
even down to a scale where A is quite small (a few percent)
compared to the value of band parameters. In particular, going
through the superconducting phase transition A acquires a
nonzero value, and we expect the RIXS spectra to experience
a significant change.

Resonant inelastic x-ray scattering is an important tech-
nique for the investigation of a large variety of excitations
in correlated systems. Its main advantage is the wide range
of energy scales to which it is sensitive: from low-energy
excitations, such as phonons, to charged excitations of several
eV. Another advantage is that it is a bulk measurement.
The physical mechanism at play in a RIXS experiment is a
second-order photon absorption process, involving a shake-up
of the system due to an abrupt appearance of a core-hole
potential. The nonequilibrium process involved may be rather
complicated, and thus the interpretation of experimental
measurements may not be straightforward.

In the process, photons with energy » and momentum q are
scattered, and the outgoing photons have energy w — Aw and
momentum q + Q (we take /& = 1 throughout). A complete
description of the RIXS intensity would require considering
the full interacting dynamics of the sample, which is too hard
to achieve. Below we will start from the standard approach,
using the Kramers-Heisenberg cross section [9]:

I(w.kK) « Z | Fro*8(Eg — Ef + Aw), 1)
f
with
(f1d,\)(LIdY)g)
E;+w—E +ill’

Frg = ZeiQ'R"

In

2

Here, | f),|g) are the initial and final states, respectively, of
the electron band, and E, are their energies. The operator
d, creates a quasiparticle in a conduction band at site Ry,.
The states |I) are the set of eigenvectors of the intermediate
Hamiltonian H, = H + V,,, where the remaining core hole
is interacting with the conduction band through a potential
V. The form of the potential V,, may be arbitrary. In this
paper we used both the local form V,, = Ucdj,dn, describing an
on-site interaction with a local core hole, and V,, = Ucdid,, +
U/ ZIRrR,’l =1 d:[,dn/ to account for the effect of the Coulomb
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interaction on the neighboring sites. Here, I is the inverse of
the core-hole lifetime, and we take a typical value of order
0.1eV.

It is important to note that the Kramers-Heisenberg formula
(1) is incomplete in that it does not properly account for
the photoelectron-core-hole Coulomb interaction (see, e.g.,
[10,11]). Here, however, we neglect such effects as we are
only interested in the physics involving the band structure.
Indeed, these effects (for example, mixing between L, and L3
absorption edges) are more pronounced in lighter elements,
while in heavier elements of interest for high-7, superconduc-
tivity as well as the p-wave system described here, the L,, L3
separation in energy is very large (of order 20 eV for Cu and
130 eV for Ru).

II. AN EXACT DETERMINANT FORMULA USING
MAJORANA FERMIONS

Following [4], we write the intensity as

00 00 00
1 0(/ ds/ d;[ dret®t—D—isAo—T(+1)
—o0 oo oo

X Z e‘iQ(R'“—R“)Smn, (3)

mn
with
gmn — (eiHrdne—iH,,rdTeiHsdmeiH,,,th e—iH(t-H‘)) (4)
n m °
As long as the various stages in the time evolution are governed
by quadratic Fermi operators, (4) can be calculated by exact
diagonalization methods. Consider fermions on a lattice with
N = L x L sites, governed by a mean-field Hamiltonian:
H =Y hjdld;+ Ajdid; + He. )
iJ
To handle arbitrary superconducting pairing A;;, we represent

the fermion creation and annihilation operators in terms of 2N
Majorana fermions c; defined as

di +d| k=12,....N,
Ck = "
id y—di-y) k=N+1,N+2,... 2N

and satisfying the relation {c;,c;} = 24;;. The Hamiltonian (5)
can be reexpressed in terms of the Majorana fermions as

H = ZbijCiCj, @)
ij

(6)

with b being the antisymmetric matrix:

1 (iIm(h +2A) iRe(2A + h))

=1 . ®)
iRe(QA — h) iIlm(h —2A)

Traces involving quadratic Hamiltonians of the form
A = a;jcicj, where a;; is an antisymmetric matrix, can be
calculated by using the counting statistics formulas presented
in, e.g., [12]. As shown in the Appendix, the trace formula

Tr(e™ - - - e™) = /det(1 4 e*a1 - . . g4an) 9)

leads, in the direct RIXS case, to the three distinct contributions
to §™",

s = gy gy g (10)
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The contributions are detailed in the Appendix, but we mention
that in the absence of a core-hole potential S, contributes only
to the elastic signal, while in the absence of superconducting
pairing, S3 vanishes. We note that the sign of the square root
in Eq. (9) is determined to be consistent with the analyticity
of the expression as a function of ¢,s,7. The first term is given
explicitly by

Sinn =V det(F)(An,m + An+N.m+N - iAVH—N,m - iAn,m+N)
X (Fm,n + l—1m—t-N,rH-N - iFm+N,n + iFm,rH—N)- (1 1)
Here A, T, are elements of the 2N x 2N matrices,
A = eihseibmtei(rftﬁr)bGfl(l _ Nﬂ)efi(rftﬁr)hefih,,,t’
r = ei(r—t—s)hNﬁF—l’ (12)

where Nﬁ — ]+el—4ﬂl; , K = e—4ib,l'1.'e4ibxe4ih,,,te4i(1:—t—s)h’ F =
1 — Ng+ KNg, G =1— Ng+ NgK. Here, b,, represents
the Hamiltonian with the core hole at position m [i.e., H, =
Zij(bm)i‘,-cicj]. We stress that the Egs. (3), (4), and (11) are
valid for any type of mean-field pairing and are the main
technical result. We now turn to applying these for a particular
pairing of p-wave form.

III. APPLICATION TO A p+ip SUPERCONDUCTOR

To be concrete, we take a minimal toy model for a p-wave
superconductor. We use a two-dimensional spinless fermionic
system on a square lattice with superconducting gap A. In
the Hamiltonian (5), we choose band structure parameters
sometimes used for strontium ruthenate, Sr,RuQ,4. Following
[13], we choose h;; = —u, hiivs = hiivy = —t1, hijjtety =
—t,. To get a p, +ip, superconducting state, we take, to
be concrete, A;;1z = A, A1y =iA, with (u,t1,6,A) =
(1.15,0.8,0.3,0.05)e, where ¢ ~ 0.2 eV [14]. In comparisons
with Sr,RuQy, the Hamiltonian (5) is associated with the so-
called y band of the d,, orbitals in ruthenate. The signal may
also get contributions from additional quasi-one-dimensional
bands associated with d..,d,, orbitals, with hopping ~¢. We
have also carried out explicit calculations for the d,; and d,,
bands; however, we focus here on the y band.

To explore the role of the superconducting gap, we
calculated the RIXS intensity across the superconducting
phase transition using Eq. (11). As is shown in Fig. 1, for
Q = 0.15(7,0),0.1(7,0), the main effect seems to be the
shift of spectral density to higher energies: the intensity
decreases for small energy transfer and increases for large
energy transfer, and the shift is not simply proportional to
A; another observable effect is the increase in intensity at
the peak. Calculations were carried out at zero temperature
both in the presence of and without the gap (we have found
that thermal corrections beyond the presence of the gap do
not play a significant role in the RIXS signal). The bottom
panels in Fig. 1 exhibit the spectral shift caused by including a
core-hole potential in the calculations. Introduction of a core
hole tends to shift spectral weight to higher energy exchanges
due to the available Coulomb potential. This contribution is
taken into account exactly in the full formalism developed
between Eqs. (3) and (11) and is vital for a full comparison
with possible experiments. However, we have found that in
most of the calculations a qualitative description of the effects
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FIG. 1. Top: RIXS intensity across the transition for a p, +ip,
superconductor [left: Q = 0.1(r,0); right: Q = 0.15(,0)], U, = le,
for different values of A (in units of €). A increases the spectral weight
for higher energy exchanges, shifts the peak position, and increases
the intensity. Notice the shift of the peak position is not linear in A.
Bottom: spectral shift due to core-hole potential compared to U, = 0
for A = 0.05¢.

of a finite gap A on the intensity curves works quite well
already at U, = 0 and will be described below.

The spectral density flow to higher energy can be simply
understood by noting that the main contributions to RIXS
intensity occur due to the generation of electron-hole pairs in
which one of them is close to the Fermi level. In the presence
of pairing, states close to the Fermi level are unavailable: the
incoming photon must first overcome the energy gap, and thus
the energy difference in the subsequent electron-hole pair is
higher. On the other hand, as we see below, surprisingly, the
increase in intensity at a direction Q is not directly related to
the pairing A at that wave vector.

IV. THE U, = 0 APPROXIMATION

As stated above, many interesting differences in the RIXS
signal below and above the superconducting transition can be
observed already for small U,. In this limit we can compute the
RIXS more efficiently using perturbation theory. We consider
an expansion in terms of U, for F, in (2). For a simple on-site
core-hole potential V we write

G=(H,—E;+il + ™!
~G? - U.G%ald,)GO + -,

where G = (H — E, + il + w)~! is the propagator with
no core hole. From here on we take only the lowest-order
contribution, where U, = 0. The theory is then exactly
solvable in terms of the eigenstates of the static problem, and
we can calculate the intensity efficiently. We first solve the
energy spectrum by switching to momentum space and writing

PHYSICAL REVIEW B 94, 094516 (2016)

the Hamiltonian in the standard Bogoliubov—de Gennes form:

_ 1 f € Ak dk
H=> Xk:[dk ark][A;2 _ek] |:dT—k:|‘ (13)

Here, ex = —u — 2t1[cos(ky) + cos(ky)] — 4txcos(k,)cos(ky),
and Ay = 2iA[sin(k,) + i sin(k,)]; the Hamiltonian is diago-
nalized by a Bogoliubov transformation,

dy = u]tbk + vkbik,
d'\ = —vib +ub! . (14)
The energy of the excitation is now E _,/eﬁ + | AR |ux | +

lvg)?> = 1, and * = E k ; the ground state is annihilated by
all by, and Fy, in Eq (2) 1s now given explicitly by

ir(k;—k;+Q) vklukz bT 15
1.2,

From (15) we see that in the quasiparticle picture, the con-
tribution to RIXS intensity comes from pairs of quasiparticles
with momenta k and k + Q and energies Ex and —Eyx + Aw.
When there is no pairing term, these are an electron and a hole,
and in the presence of a pairing term, these are the Bogoliubov
quasiparticles. Going to the superconducting phase, the energy
spectrum becomes Ej; =/l + |Ak|?; when |ex| > |A|, we
have Ex ~ |ek|, which is the case in most of the Brillouin
zone as |A| is small compared to other band parameters. Thus
the change in the RIXS intensity comes mainly from pairs
where at least one quasiparticle is close to the Fermi surface,
where the energy spectrum and density of states change
significantly. For a pair of quasiparticles, one close to the Fermi
surface, where |eg, | < Ag,, with Ex, ~ |Ay,| and Eg, ~ €,,
we have Aw ~ | Ak, | + €k,. The same pair without the pairing
term will contribute to the intensity at Aw ~ €,. In Fig. 2
we show the intensity as a function of Q and Aw, as
calculated from the lowest-order contribution (15) for the
p + ip superconducting state in comparison with its normal
state. Figure 2 shows that for small Q, the intensity is enhanced,
which is consistent with having an energy gap forcing larger
energy transfers for two quasiparticles near the Fermi sea.

A yet more intriguing situation is that of a superconducting
order like p, + p, which, as opposed to p, + ip,, exhibits
nodal lines. Nodal lines are unusual but, in principle, allowed
for p-wave systems, both for so-called unitary and nonunitary
states [15]. In Fig. 3 the RIXS intensity in the nodal
and antinodal directions, (1,—1) and (1,1), respectively, are
depicted for such pairing. There is a striking breaking of the
symmetry between the two directions as a result of the pairing.
In the absence of pairing, the intensity in the two directions
is the same. To see this, consider an electron-hole pair with
momenta (ky, ,ky, ), (ky, + ¢,k + q) and energies €|, €, which
contributes to the intensity at Aw in the (1,1) direction.
Another electron-hole pair with (k,, —ky,), (ky, + q,—ky,—q)
will have the same energies since €(k,k,) = e(£k,,%k,) but
will contribute intensity in the (1,—1) direction.

The effect of the pairing term can be understood by looking
at f?g over the Brillouin zone. In (15), the summation over r
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FIG. 2. RIXS intensity map on the Q, Aw plane in the (11)
and (10) directions (in units of ). The top panel is in the normal
phase (A = 0), and the bottom panel is the superconducting phase
(A = 0.05¢). The calculation is done using Eq. (15).
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FIG. 3. RIXS intensity map for a spinless p, + p, type of
pairing function [A; = i2A(sink, + sink,)] with A = 0.05¢ in the
antinodal (1,1) and nodal directions (1,—1) for Q. In the absence of
pairing the two directions should have the same intensity; thus the
difference comes purely from the presence of the superconducting
gap. Surprisingly, the effect is more pronounced on the nodal direction
where A = 0.
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(©) 6

FIG. 4. §x over the Brillouin zone for a p, + p, pairing. The
black lines show the original Fermi surface, red regions denote large
values of §k from electronlike regions, and the blue regions are
the associated holelike quasiparticles. (a) and (b) Q = (0.25,0.25)x,
antinodal direction, energy transfer Aw = 0.35¢. (a) A = 0 and (b)
A = 0.05¢. (c) and (d) Q = (0.25,—0.25)r, nodal direction, energy
transfer Aw = 0.35¢. (¢c) A =0 and (d) A = 0.05¢. The region
marked with green circles in (d) is the most affected by the pairing.

gives a § function, and we can write

UkUk+Q
Fly=) ——
fs Xk: ExiQ+ow+il

(16)

where we took |f) = bT_kblT1 +0l8)- When the system is
unpaired, | f) describes a particle-hole pair whose momenta
differ by Q and energies differ by Aw.
We note that the RIXS intensity is the integral over the
Brillouin zone of the function:
S(k) =

UkUk+Q

———~ 5(E + Ex — Aw). 17
Ergt+o+il (Ex+Q X ) a7

To identify the main contributions to the signal in momentum
space we now focus on the behavior of (k). In practice,
we replace the § function by 8(E) ~ e~ E/E=)"/2 with Eyeq =
0.1e, to account for the experimental energy resolution. The
result is shown in Fig. 4. Because of the symmetry of the
Hamiltonian, at A = 0, i is the same at Q = (0.25,0.25)7
and Q = (0.25,—0.25)7 up to 90° rotation. We can now
see why for Q = (0.25,0.25)r, in the antinodal direction,
the effect of pairing is weaker: §x does not change a lot
after turning on the pairing since the significant regions of
Sk are far from the line k, = k, where the pairing Ay =
2i[sin(k,) + sin(k,)] is most significant. However, in the nodal
direction, Q = (0.25,—0.25)7, a pairing term becomes much
more relevant: § has significant contributions across the line
k. = ky, and in those regions §y is sensitive to the pairing term
(denoted by green circles in Fig. 4), resulting in a substantial
change in the RIXS intensity. We thus see that the effect
of pairing on intensity is sensitive to the direction of the
momentum transfer and seems to be enhanced in the nodal
direction.
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V. DISCUSSION AND SUMMARY

We have confined our discussion here to mean-field BCS
and made no speculation about the suitability of the treatment
to strongly correlated systems and its relevance, e.g., to high-T,
superconductors. At this point, it is worth mentioning, among
the other probes of superconducting states, the electronic
Raman scattering technique. Electronic Raman scattering
essentially measures the dynamical structure factor [16]:

~ 1 .
S(q,w)=—/ e (pq(0)pg (1)), (18)

2 J_

which has a very similar form to the four-point function
measured by RIXS and describes a similar process. In the
limit where g& < 1, where £ is the coherent length, there
will be a peak around 2A, which is what we get in the small
momentum limit for RIXS using Eq. (17). Thus, RIXS allows
for a study complementary to that of the Raman technique. Itis
also important to note that RIXS is especially interesting away
from the BCS picture, where one can see contributions from
both band structure physics and collective excitations; thus to
differentiate between such effects it is of particular importance
to have a well-developed picture of RIXS in the absence of
collective behavior. In particular it is of great interest to see
how the present approach may affect results pertaining to the
quasiparticle interpretation of RIXS in the cuprates. Indeed,
although our treatment is within a mean-field BCS picture,
we remark that the method may also be of relevance to the
study of cuprates. Most recent studies of RIXS in the context
of cuprates have largely considered cases of insulating phases
[17-20]. However, RIXS experiments have been performed
over a wide range of doping, including systems where itinerant
electrons are present, and a description using tools developed
for insulators may be insufficient. For example, in [21], it is
shown that, contrary to a common interpretation, for Bi-2212,
the magnon picture fails at a nodal direction and that a quasi-
particle scenario may be an essential ingredient to understand
the RIXS data there. A different theoretical approach starts
from the itinerant electrons, considering both direct [4] and
indirect RIXS processes [22]. It is possible to show that within
this method, the RIXS signal is sensitive to particularities of
the band structure [23] quite far from the Fermi level and gives
results consistent with experimental studies. Another example
of consideration of itinerant electrons is Refs. [21,24], in which
RIXS intensity has been calculated using the random-phase
approximation for SrpIrOy.

In summary, we developed a general formalism to treat the
RIXS intensity for a quadratic Fermi theory with arbitrary
pairing. With the introduction of Majorana fermions, all
quadratic Hamiltonians can be handled within the determinant
method. The main formulas are summarized in Egs. (3),
(4), and (11), which are ready for immediate numerical use.
Focusing on p-wave superconducting states, we have shown
within this approach several intriguing effects on the RIXS
signal. The most important findings are a nonlinear shift of the
RIXS absorption peak below the superconducting transition
as a function of A and, for nodal p-wave pairing, a breaking
of symmetry between the nodal and antinodal directions, in
which, surprisingly, the effect is more pronounced in the
nodal direction than the antinodal direction. We have seen
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pronounced effects of the gap scale down to a few percent of the
band parameters; unfortunately, in actual Sr,RuQy, the pairing
is believed to be of the order of 103, and the effects discussed
here will most likely be outside experimental resolution in
this material with present techniques. However, the method
introduced here allows us to readily study other paired systems.
Effects similar to those described for our toy model should be
observable when carrying out RIXS measurements below and
above a superconducting transition.
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APPENDIX: CALCULATING S$™" WITH PAIRING

Here we give further details regarding the derivation of (11).
Explicitly,

¥ — (eiHTd},e_iH>'Td;eiH’dxeiH‘tdje_iy(’+s))
= tr[eiHId_\,eﬂH"td_Jvr
. eindxeithd;efiH(t+s)7/3H]/tr[ef/3H]_ (Al)

Here, the core holes act at sites x and y.

We first focus on the numerator. When replacing all the
fermions with Majorana operators, we get a combination of
terms such as
iHt c

iH,T iHs . iHt

q€7 g cme’ c e Cpele(tJrs)fﬁH]

Num = X, trle

X; . X»

=qu,,ptr[cqex“cme cpe cpex‘]. (A2)

Defining £x = x + N, then the nonzero elements of X are

1
Uyyer = By gy ingx = By dyxx = By yexdx = g

1
Yy eynex = Tgyybrgx = Ty bax = T2y yxix = g
Ty vk = Dygyax = Dgygyéxrx = Seyybngr = g
Yy yexx = Mgy,yxx = Leygyxbx = My gy bx iy = _1l_6-

Using the relation Cpetiitici = gAiitic] cmr(e“A)m,m/ (the
same indices are summed over), we can move all the Majorana
fermions to the right, yielding

X X, X X3 X> X
Num = z:qmnp(e ])p,p’(e e I)n,n’(e ‘ee I)m,m’

Z,'jC,‘

xtr[e (A3)

e e e pcyl,

where eZi€i¢ = ¢X+eX30X20X1 Now the task is to calculate
traces of the form

Z::CiCi
Tynpg = trle” I ey cpcpey]

CmCn — CnCpy —C4Cp il

2 2
= tr[e” 5 (JMN + IMS,q + SN + Sundpy) |-
(A4)

= teeZi% (8, + )(8pq + r
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where M = M;jcic;. M =|m)(n|—|n)(m|, and N =
Ip)Y{q|l —1g)(p|. Now that M and N are antisymmetric

matrices, we can write M = %e“MIO,:o and use the trace

formula (9) to calculate T. First, we find

tr eZ,]c,cj_eaM,,c,cj |a:0 — _tr(eZ,jc,LJeotM,jc,Lj)Lx:O
da o

4e*2 M

1
> det(1 + e4ze4aM)tr<W> la=0
2y/det(1 + e*2){(1 + 7)) — (1 +e7*%) 1 ).

(AS)
Next, we define B = 1+e+47 and D = det(1 + ¢*%). Then,

iitr(ezew’efw) = V/D{4te(BM)tr(BN)
B o

— 8t(BNBM) + 8tr(BMN)}. (A6)

In the last step we take « = 0 and 8 = 0. Plugging the result
from the above two equations into Eq. (A4), we find

Tmnpq = @{(Bnm — Bun + amn)(qu - qu + Spq)
+23qm(8np — Bn[;) + ZBpn((qu - qu)
- 2Bpm(8nq - Bnq) - 2Bqn(8mp - Bmp)} (A7)

Noticing that since Z is antisymmetric, B, + Byup = Sinn, We
get

Tmnpq = 4\/2_)(Bnm qu + qu Bpn - Bpm Bqn)- (A8)
We plug (A8) back into Eq. (A3):

S = z:qmnp(eX])p.p’(exze)(])11,n/(eX3€XzeXl)m,m/ Tm’n’p’q-

(A9)

We see that S*” is composed of three terms corresponding to

the terms on the right-hand side of Eq. (A8). We first focus on
the first term:

Sl = 4Eqmnp V DBnm qu(eXI )p,p’(eXZeXl )n,n’(eX3eXZeX] )m,m"

(A10)

It will be convenient to denote K = e 4/nTe4hstiltnt

¥ and Ny = L. With this notation we have ¢* =

N, _ 1-N, —1\—1
Kﬁ,B_(l—FN—B"K )~!. We find

S = Eqmilp[eX3€XzeXlBT(exzeXl)T]mn(eX]BT)pqv (A11)

where T is the matrix transpose. In order to get convenient
expressions in the low-temperature limit (8 — 00), we have to
calculate e*1 B(eX1)T . Using that for the antisymmetric matrix
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h, e = (M7, we write

1=Np pr—1
B BT (o= 4PM\T _ Ng Np K 1 — Ng
L=Np 142K N
=K' ! (1 — Np)
T Ng+ (1= NpK-! ¢
= ! (1 — Npg)
T 1= Np+ NgK /
and
N, 1 1
o4 gT B

= N =Ng—————
1—N,31+Kﬁ 1 — Ng+ KNg
—Ng
Using the above results and summing over m,n, p,q, we have
S =+ det(F)(Ay,x + Agyex —iAgy x T ilyey)
X (Cyx +Teyex + iy — il e0), (A12)
where
A = eihseihxtei(rftfs)thl(1 _ Nﬁ)e*i(‘f*t*S)he*ihxt’
I =Nyt (A13)

and F =1— Ng+ KNg,G =1— Ng + NgK.Similarly, the
second term is written as

Sy = Zynp(e®eX BT e X1) (e e*2 X1 BT),,

_ (2) (2) c A (2) . A (2)
- (Ay,.v + Aéfyfy + lAfy,y - lAy»E.v)
2 . 2 . 2
x (02, + rgx{&_x +il) — zr;gx), (Al14)

where A® = ¢ Aeihs? and T'® = "¢+, For the third
term S3,

Xy X\ pT X3 X2 X\ pT —X
S3 = Zymnp(e”?e”' B ), (e e 2e” ' B e "),

_ 3) 3) A3 )]
= (AL} = Ay — MG, —iAVY)
3) 3) .~(3) .1~(3)
x (03, —Tg) ., +iTE)  +iTC)). (A15)

where A® = Ae' and T'® = T,

The terms S, and S35 have a special behavior when either the
core-hole potential or the superconducting pairing vanishes:

(1) S, does not contribute to the inelastic signal when the
core-hole potential U, is zero: In that case, K =1, and S,
only depends on ¢ and 7, so S, only contributes to the elastic
scattering.

(i1) Ss; vanishes when there is no pairing; in that case
the matrices A® and I'® have the special property that
A(x,y) = AD(Ex £y), AP (x,£y) = —AD(Ex,y), so that
S3 vanishes.
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