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Abstract Taking into account the real crystalline structure of the CuO; plane and
the strong spin-fermion coupling, we study the influence of the intersite Coulomb
repulsion between holes on the Cooper instability of the spin-polaron quasiparticles
in cuprate superconductors. The analysis shows that only the superconducting d-
wave pairing is implemented in the whole region of doping, whereas the solutions
of the self-consistent equations for the s-wave pairing are absent. It is shown that
intersite Coulomb interaction V; between the holes located at the nearest oxygen ions
does not affect the d-wave pairing, because its Fourier transform V,, vanishes in the
kernel of the corresponding integral equation. The intersite Coulomb interaction V; of
quasiparticles located at the next-nearest oxygen ions does not vanish in the integral
equations, however, but it is also shown that the d-wave pairing is robust toward this
interaction for physically reasonable values of V>.

Keywords Cuprate superconductors - Unconventional superconductivity -
Spin-charge coupling - Spin polarons - Intersite Coulomb interaction

1 Introduction

An analysis of the normal phase of cuprate superconductors has proved the Mott—
Hubbard-type insulator ground state [1-4] of these materials. When this conclusion

B M. M. Korovushkin
kmax @iph.krasn.ru

Kirensky Institute of Physics, Federal Research Center KSC SB RAS, Krasnoyarsk,
Russia 660036

Siberian State University of Science and Technology, Krasnoyarsk, Russia 660037
Vereshchagin Institute for High Pressure Physics, Troitsk, Moscow, Russia 108840

@ Springer


http://crossmark.crossref.org/dialog/?doi=10.1007/s10909-018-1882-7&domain=pdf

J Low Temp Phys (2018) 191:408-425 409

was reached, it became clear that one should study cuprates at low doping on the
basis of the Hubbard model [3] in the regime of strong electron correlations (SEC). In
Ref. [1], the subsystem of copper spin momenta was considered within the resonating
valence bond theory and the charge excitations arising from the doping were interpreted
as a fermionic subsystem exhibiting the Cooper instability. Such a mechanism of
superconductivity was of electronic nature and resulted in high values of the critical
temperatures 7.

Since a number of experimental data indicated that the main dynamics of Fermi
excitations takes place in the CuO; planes [5,6], the 2D Hubbard model on a sim-
ple square lattice was widely used to describe unconventional superconductivity in
cuprates [7—16]. An important issue concerning the role of the long-range part of
Coulomb interaction in the problem of unconventional superconductivity was raised
in Ref. [17]. The authors noted that the majority of previous investigations was limited
to the short-range Coulomb interaction U having in mind the computational difficul-
ties connected with taking into account the Fourier transform of the intersite Coulomb
repulsion Vq. The rising interest in the role of the intersite Coulomb interaction in
the structure of the phase diagram of high-temperature superconductors has made the
extended Hubbard model (the Shubin—Vonsovsky model [18]) popular [19-22]. This
model takes into account not only one-site Hubbard repulsion, but the interaction of
electrons at different sites of the crystalline lattice within several coordination spheres.
In Refs. [20-22], a phase diagram presenting the result of competition of supercon-
ducting phases with different types of order parameter symmetry was calculated in
the Born weak-coupling approximation.

However, along with a number of important results on the normal and supercon-
ducting properties of cuprates obtained in the framework of the Hubbard model and
extended Hubbard model, it appeared that one had not taken into account specific
features of the real structure of materials. A minimal realistic microscopic model
for cuprates was proposed by Emery [23]. The three-band Emery model takes into
account the real structure of the CuO; plane which is characterized by the spatial sep-
aration of the subsystem of oxygen holes and the subsystem of the localized copper
spins. Besides, this model considers the d,2_ 2-orbitals of copper ions and p,- and
py-orbitals of oxygen ions (Fig. 1). An account for the on-site Coulomb correlations
allowed one to pass to the regime of SEC and describe the Mott—Hubbard ground state
in the case of one hole per unit cell. In Ref. [24], it was shown that doping of one extra-
hole in the CuO, plane leads to the formation of a spin-singlet state of a copper hole
and a hole moving along the binding oxygen orbital (the Zhang—Rice singlet). In this
context, investigations concerning the possibility of obtaining the effective one-band
Hubbard-like models for cuprate superconductors have been carried out [25-28]. As
a result, a number of studies in this direction were performed in the framework of the
t — J and r — J* models on a simple square lattice. Within such an approach, the same
fermions formed both the charge and the spin subsystems, and the superconducting
d-wave pairing was initiated by the exchange and the spin-fluctuation mechanisms
[29-33].

Thus, on the fundamental level, it would seem that the nature of an effective
attraction between the Hubbard fermions was revealed. However, there remained
a problem related to the intersite Coulomb repulsion of oxygen holes. The point
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Fig. 1 Structure of CuO; plane.
Here V; denotes the Coulomb
interaction between holes
located at the nearest-neighbor
oxygen sites, V, and VZ/ are the
interactions between holes at the
next-nearest-neighbor oxygen
sites (Color figure online)

o
¢

is that the Cooper pairing of fermions caused by the kinematic [9], exchange and
spin-fluctuation mechanisms considered in the Hubbard [34,35], + — J [30-33],
or t — J* [36,37] models is suppressed by the intersite Coulomb repulsion V| of
charge carriers located at the neighboring sites. This effect is most pronounced in the
superconducting d-wave channel [38,39] and, as a result, the Cooper instability dis-
appears completely at V| ranging from 1 to 2 eV. Hence, in order to compensate
the strong repulsive interaction, it was necessary to take into consideration addi-
tional contributions connected with the electron-phonon [40], spin-fluctuation [41] and
charge-fluctuation interactions [38,39,42]. In Refs. [38,39,42], the value V| = 0.2
eV for the intersite Coulomb interaction was used. Such a value, which was found
for holes located at the nearest-neighbor unit cells in the framework of the cluster
perturbation theory [27,43], is significantly less than the value of spin-fluctuation
pairing gsr = 1.5 eV, therefore the superconducting d-wave pairing was preserved.
Indeed, the Wannier transform of the Hamiltonian reduces the initial value of the
intersite interaction to Vi < 0.3eV, but at the same time generates the Coulomb
interactions between holes located at the distant sites [44]. Such distant interac-
tions are always ignored within the cluster calculations, despite the fact they result
in significant renormalization of the Fermi excitation spectrum [45]. Though, the
cluster perturbation theory takes into account the strong intra-atomic interactions rig-
orously, the correct description of the Coulomb interaction between fermions located
at the nearest-neighbor and especially distant unit cells remains problematical (see,
for example, [46]). For the superconducting s-wave pairing caused by the kinematic
interaction [9], Cooper pairing was implemented even at high values of V. It should
be noted that an argument connected with the screening of the Coulomb interaction
was sometimes used. However, in this case, it is not very convincing, as it relates to
the repulsion between holes at the nearest distances [34] and the case of low densi-
ties [47].

The problem of neutralization the Coulomb repulsion between oxygen holes
demanded a revision of existing theories of the Cooper instability in cuprates. In
this regard, it is pertinent to note that a similar problem existed in the past in the theory
of classical superconductors (see, for example, review [48]). The problem was solved
by the authors of Refs. [49,50], who showed that electron-phonon interaction in some
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region of the momentum space initiates an effective attraction between fermions. This
effective attraction can compensate the bare Coulomb repulsion.

In our previous paper [51], it has been shown that the solution for the problem of the
superconducting d-wave pairing stability toward the intersite Coulomb interaction in
cuprates is connected with the rejection of the Hubbard model as well as its effective
low-energy variants and a return to the model describing the real structure of the
CuO; plane. As such a model, the spin-fermion model (SFM) [46,52-57] was used
which was obtained in the early stages of the development of cuprate superconductors
theory. The SFM follows directly from the Emery model [23] and takes into account by
perturbation theory the effects of covalent mixing between copper and oxygen orbitals.
It is essential that the SFM takes into account the two-orbital character of the oxygen
subsystem and the spatial separation between the oxygen and copper subsystems. In
Ref. [51] it was shown that an account of the above-mentioned features of the SFM
leads to the stability of the superconducting d,>_,2>-wave pairing with respect to the
intersite Coulomb repulsion.

However, in Ref. [51] the mentioned stability was proved only for the case of
intersite Coulomb repulsion of holes located at the nearest-neighbor oxygen ions Vi,
while the role of repulsion between holes located at the more distant oxygen ions
remains unclear (the influence of V; on the superconducting d-wave pairing has been
also mentioned in Ref. [42]). Additionally, the possibility of the superconducting s-
wave pairing in the SFM remains unclear. Note that in Refs. [38,39,42] it was claimed
that for the Hubbard model in the limit of SEC, where the projected electron operators
are used, the s-wave pairing is prohibited since it violates the fundamental rigorous
restriction of no double occupancy of a quantum state at any lattice site. However,
such a restriction is absent in the SFM, since the carriers are the holes moving over
oxygen ions.

In this paper, we study the influence of the Coulomb interaction between holes
at the next-nearest-neighbor oxygen ions of the CuO;-plane on the superconducting
d,>_2-wave and s-wave pairings.

-y

2 Spin-Fermion Model

It is known that the main features of the electronic structure of the CuO» planes can be
described by the Emery model [23,47]. In accordance with experimental data, without
doping (one hole per unit cell), the ground state of the system is the Mott—Hubbard
insulator [2]. In the Emery model, the regime of SEC

Apds (Ug — Apd) > tpa > 0 ey

corresponds to such a ground state. These inequalities, on the one hand, require rig-
orous accounting of the Coulomb correlations and, on the second hand, allow one to
reduce the Emery Hamiltonian and obtain the SFM [46,52—-57] describing the subsys-
tem of oxygen holes interacting with the localized copper spins. The Hamiltonian is
given by

@ Springer



412 J Low Temp Phys (2018) 191:408-425
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The Hamiltonian Hj, describes the oxygen holes in the momentum representation.
Here aZa (ake) are the hole creation (annihilation) operators in the oxygen subsystem
with the p,-orbitals (Fig. 1), « = £1/2 is the spin projection. Similarly, bltoz (bra)
are operators in the oxygen subsystem with the p-orbitals. The bare one-site energy
of oxygen holes is ¢, u is the chemical potential, and ¢ is the hopping integral. The
operator J describes the exchange interaction between the oxygen subsystem and
the subsystem of the spins localized at copper ions. Here, Sy is the operator of a
spin localized at the site with index f and ¢ = (0%, 0”7, 0%) is the vector of the
Pauli matrices. The operator I describes the superexchange interaction between the
neighboring copper spins arising in the fourth order of the perturbation theory. The
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intersite Coulomb interaction between holes (Fig. 1) is described by the operator V.
In the Hamiltonian, 71 f4(y)/2 = D5 1l f4+x(y)/2,0 are the operators of the number of
holes at the oxygen site f + x(y)/2. Here, x = (1,0) and y = (0, 1) are the lattice
basis vectors in the units of the lattice parameter.

When writing the Hamiltonian (2), we take into account that the hopping integrals in
the first and the second terms can have different signs for different hopping directions
owing to the different phases of the wave functions. For the sake of compactness,
we denote momenta over which the summation is performed by numbers 1,...,4. The
Dirac delta-function §;42_3_4 takes into account the momentum conservation law.

Below, we use the commonly accepted set of parameters for the Emery model: #,q =
1.3eV, Apg = 3.6eV, Uy = 10.5¢V, Vg = 1.2 eV [58,59]. For the hopping integral
of the holes, we use the value t = 0.12 eV [60] and suppose that the superexchange
parameter / = 0.136 eV (1570 K) in accordance with experimental data on cuprate
superconductors [59]. For the parameters of the intersite Coulomb interactions, we sup-
pose that V; is ranging from 1 to 2 eV [61] and V, and V; are ranging from 0.5 to 1 eV.

3 Equations for Green’s Functions

It is important that the exchange energy between the localized and itinerant spins
within the SFM is large, namely, J = 3.38eV > t =~ 0.47 eV. Therefore, to describe
the dynamics of oxygen holes it is necessary to take into consideration the exchange
interaction rigorously. This problem can be solved in the framework of the Zwanzig—
Mori projection technique [62,63]. The calculation method of the energy structure of
the spin-polaron quasiparticles based on this technique within the SFM was described
indetail in Refs. [60,64—66]. In accordance with this method, it is essential to introduce,
besides ay, and by, another operator

1 iroe
Liw = > TN (S roup)uge, )
fap
which describes the strong spin-charge coupling. To consider the Cooper instability,
it is required to supply the basis set {ary, bka, Lko} by the operators
e Dia L e 5)

where @ = — «. Supplementation of these operators allows one to study not only the
normal, but the anomalous thermodynamic means within an unified approach.

In the framework of the projection technique [62,63], the system of equations for
Green'’s functions can be represented in the matrix form

o Gk, w) = K(k) + DK k) Gk, w), (6)

where the retarded Green’s function matrix is determined by the elements G;; (k, w) =

((Aik |A; «))w> and the elements of energetic ﬁ(k) and normalization K (k) matrices
are given by the expressions
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Dij ) = ({4, Hopr1 ALY). Kij o) = (14, AT D). )

The operators A;; on the right side of the expressions (7) run over the set of six basis
operators

{at. by, Liysal ) b0 LY ) ®)

and the brackets (. ..) denote the thermodynamic mean.

After the calculation of the elements (7) and the substitution to the matrix equation
(6), the set of equations for the normal G;; and anomalous F;; Green’s functions can
be represented in the form (j = 1, 2, 3)

(w—=E&)G1j =81 +1:G2j + JxG3j + Ak Fij + Ao Faj,
(w—£§,)G2j =8 +1tG1j + J,G3j + Az Fij + As P,

Asy
(w—£1)G3j = 83; K + (JxG1j + J,G2 ) K + K—szj,

(w+E)F1j = AT G1j + AGrj — 1 Faj + Jo F3j,
(w+&)Fj = A3Grj+ Ay Gaj —tFij+ JyF3j,

A*
(0 +E)F3 = Ksk" G3j + (JyFij + JyFaj)Ky. )

Here, G11 = ((alajy)), Gar = ({betlag,)), and Gag = ((Liylaj,)). The func-
tions G;» and G;3 are determined in a similar way with the only difference that a,:T is
replaced by bZT and LIZT’ respectively. The anomalous Green’s functions are defined

as Fii = (' laf,), Fai = (b laf,)), Fs1 = (LT, la[)). For Fip and Fys,
the same type of notation regarding the second index is used. The functions involved
in the system (9) are given by the expressions

3
Exy) = bolkx(y)s  Jxy = ISk, Kk = <{Lk¢, L,}}) =3~ Cine,
L) =¢p—pu—2t+5t/2—J +[(t —20)(—C1ryik + C2y2)
T _
+ 5(—C1)/1k + Caysr) + JCi1(1 +4y1) /4 — IC1 (i + DK, L 0)

Here, yji are the square lattice invariants: y; = (cosky + cosky)/2, yu =
cos ky cosky, y3x = (cos 2k + cos 2ky)/2.
The introduced superconducting-order parameters A j i

A = <{[ak¢, Hop— 1, a—k¢}>, Ay = <{[ka, Hop 1, b—k¢}>,
Aoy = ({[akT, I:Ispff]v b7k¢}>v Asp = ({[LkT, I:Ispff]v L7k¢}>v

A = ({lber, Hp- ) as}), an
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are related to the anomalous averages as follows

2 U
Ag=-—— Z(Tp + Vacos(ky — gy) + V; cos(ky — qx)) {agra—qy).

4V,
Ao = ——1 Zfﬁk —qlagrb—q1).

Az = —ﬂ fo’k —g (bgra—qy),
Ag=—7 ;(7” + Vacos(ky — qx) + Vy cos(ky — qy)) (bgrb—q1).
Asi = gz{qu (La1L02) = €1 lagyu-at) + 8161 o)
+= Z{ 219 (Lgr L—g1) + (3/2 — 4C1yir) (qu—w)}
+N Y (E@)squx +1459.y) [agr L—gy)
g

2
+N Z (S(qy)sq,y + quq’x) (quL_q¢)
q

Up

¢ c
- q {(3/8 — 7] COSkx> <aqTaq¢)+<3/8 — 71 cosky) (bCIquU}

-~ {(3/4 —2C1y1k + Coyar)¥g + Casinky sinky ¢y } (<aq¢b_q¢)
q

1
+(qua,q¢)) — N Z{VQ(C} cosky — Cayax) cOs gy
q

3 (&
+V, (—g + Cjicosky, — 73 cos 2kx> cosqx} <aqTa_q¢)

1
Y Z{Vz(Cl cos ky — Cayak) cos gx
q

3 C
+V, <_§ + C) cosky — § cos 2ky) cosqy} (bgrb—gy). (12)

ky ky ke . ky
Here I} = 41y, ¢r = cos > cos > Yy = sin > sin > and the average

(ugru—qy) = - Sg,x (agra—q)) - Sg,y (bgrb-q1)
= Vg((agrb—q1) + (bgra—qy))- (13)
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When deriving the system (9), we assume that the state of the localized momenta
corresponds to the quantum spin liquid. In this case, the spin correlation functions
Cj = (SoSy,) arising in (10) and (12) satisfy the relations

C; =3(sys5)=3(sys%) =3(s5s5) (14)

where r; is the position of a copper ion within the coordination sphere j. Besides,
(S5) = ($7) = (85) = 0.
In the course of deriving the fifth equation in (12), the relation

((Sroyacka) (Sgarseps)) = 2((SfSe) ckrepy)
—((Sr01acpa) (Seo1pckp)) (15)

is used for the averages with operators not reducing to the basis ones. Here, we
mean summation over indices « and f. The relation (15) is justified within the
SU(2)-invariant phase and allows one to express some average through an average
consisting of the basis operators. The use of relation (15) for the component of the
superconducting-order parameter As; under summation signin (12)leads to an appear-
ance of the anomalous average (L4 L 4, ) playing the key role in the implementation
of the superconducting d-wave pairing in an ensemble of the spin-polaron quasiparti-
cles. For the thermodynamic means consisting of the scalar product of spin operators,
the decoupling procedure is used. As a result, the magnetic correlator C; appears in
the first term on the right of the expression for Asy.

Directly after calculation of the commutators, the contribution of the intersite
Coulomb interaction to Asj has the form

4v
-1 Z P1-251:53y81-243—4 [((Sk=10 10@20) (S—k—30 | gbap))
12.3.4
af
+((Sk—30 1o baa) (S—k—10  gazp))] , (16)

1 .
where Sy = N Z ; e~ikf S 1 is the Fourier transform of a spin operator. As far as the

operators standing under the average cannot be reduced to the basis operators, even
after the use of the relation (15), we perform the decoupling procedure to the averages
(16) taking into account the SU(2)-invariance of the spin subsystem. This procedure
gives rise to the term proportional to Vj in the fifth equation (12).

Note that we neglect the contributions proportional to “density—density” correlators
arising as a result of decoupling of the averages in (10) and (12), because we consider
the case of low doping.

It follows from the analysis of the system (9) in the normal phase that the fermionic
excitations spectrum of the quasiparticles within the SFM is determined by the solu-
tions of the dispersion equation

det (@) = (@ — £)(@ — &) (@ — &) — 2/ ]y Ky
—(—ENIIKL — (0 —E) Ky — (@ — &) =0, (17)
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The spectrum consists of three bands €1, €2x and &3¢ [66]. The branch e, with the
minimum at a point close to (r /2, 7 /2) of the Brillouin zone arises owing to the strong
spin-fermion coupling inducing both the exchange interaction between holes and the
localized spins at the nearest copper ions and spin-correlated hoppings. At the low
doping, the dynamics of holes is determined by the lower band &y.

4 Equations for the Components of the Superconducting-Order
Parameter

To analyse the Cooper instability, we express the anomalous Green’s functions in terms
of the A}, parameters in the linear approximation

5,51 (k. )
Fij(k, ) = ZZ et ) Ay (18)

i,j=11=1

Actual Green’s functions are Fii(k, w), Fio(k, w), Fr1(k, w), Fyp(k, w), F31(k, w),
F3>(k, w) and F33(k, w). Here, Dety (w) = —det (w)dety (—w), while the correspond-
ing functions Si(jl.)(k, ) are listed in “Appendix”.

Using the spectral theorem [67], we find the expressions for the anomalous
averages and finally arrive at the closed set of uniform integral equations for the
superconducting-order parameters (/ = 1,...,5)

2 U
= N Z (7” + Vs cosky cos gy + V; cos ky cosqx) Ml(ll)(q)A;‘q,

4V1 i

A;k = Z¢k qMél)(Q)Alq,

lq

4V1 i

Ay = Z«m JME (@) AT,

A = N Z (7’) + Vs cosky cos gx + V; cos ky cos qy> Mgz) (@) A

lq

1 1 ;
A== D R @A) + Z =g RY) (@) A},
lg

+ cosky— ZRU)(q)Alq + cosky —ZR(I)( )Alq

lq
- —ZR(”( YAY — sink, sink izd) RV (g A%
VZkN 2 )Ry X N g3 (q) B,
lq
1 I I
- cos2kXNZR()(q)Alq — cos 2ky— ZRg,j(q)qu, (19)
lg lq
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where the following functions are introduced:

3
Ry (@) = TVivg M @) + 20y, MY (@)
3 I I
—8IC, +37/2MD (@) + gup(Mff(cn + M35 ()
—2(5(q)sq.x +1q5q.y) Méll)(q) —2(6(qy)sq.y + 1q5q.x) Mélz)(q)
3., o) 3. 0}
_ gvz CcoS qull (q) — §V2 COSQyMzz (q)»
R () = M (q) — CiM{) (@),
RO (@) = C1(Vivg MY (q) — 20MD (@) + U, M1 (q)
— Vj cos qul(ll)(q) — V5 cos qug(lz) (6])),
RO (q) = CL(viv, MY (@) — 20 MO (g) + U, M$) (q)
—V cos qul([l) (q) — V,cos quélz) (@),
R @) = €2 (Vivg M3 @) = Vacos g, M} () = Vacos g M @) )
Ry (q) = ViC2aMy) (@),

V/
l [
R(q) = ——C3 cos oM @),

-a
0 Vi 0
Ry (q) = —72c3 cos gy M55 (q),
l l l
M) (q) = = s2. M (@) — s2, M35 (@) — g M) (q).
[ [ [
MY @) = M @) + MY (q),

1 1
S (q. E1g) + SEh(q. —E1y) - <ﬁ)
AE14(E}, — E3)(ET, — E3.) 2T

MB () = (20)

Here E j, are the branches of the Fermi excitation spectrum which can be found from
the dispersion equation Det;(w) = 0 in the superconducting phase. Below, we use
the system (19) to find the critical superconducting temperature of the spin-polaron
quasiparticles with specified types of the order parameter symmetry.

5 Implementation of the Superconducting d- and s-Wave Pairings of
Spin Polarons

One can see from the system (19) that the kernels of the integral equations are split.
Therefore, we can seek a solution of (19) in the form

Ay = By + Biacosky, + Bizcosky,
Ao = Bo1¢i + BV,
Az = B31¢r + By,
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Agi = By + B c

0s ky + Byz cosky,

Asi = Bs1 + Bsp cosky + Bs3 cosky + Bsy cosky cosky

+ Bss sink, sinky + Bsg cos 2k, + Bs7 cos 2ky,

where the seventeen amplitudes B define the contribution of the corresponding basis
functions in the expansion of the order parameter components. Substituting these
expressions into (19) and equating the coefficients of the corresponding trigonometric
functions, we obtain the system of seventeen algebraic equations for the amplitudes
B. Solving this system with regard to the equation for the chemical potential , we
find the doping dependence of the critical temperature of the transition to the super-
conducting phase 7. (x) for different types of the order parameter symmetry. When
obtaining the equation for u, we take into account that in the limit of T — T, all the
components of the order parameter A jz — 0. As a result, we obtain the equation for

the chemical potential

2
.X:NZ

q

where x is the doping level, f(E) = (e
function and functions Qs (k, w) and Q3 (k, @) are given in “Appendix”.

fle1g) [Q3x(q. €19) + O3y(q. €1¢)]

)

(Elq - 52q) (81q - 53q)

21

(22)

E/T 4 1)=1 is the Fermi-Dirac distribution

The self-consistent solutions of the seventeen equations for the amplitudes B with
regard to the equation for the chemical potential are presented in Fig. 2. The thin black
dashed curve shows the critical temperature for the transition to the superconducting
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Fig. 2 Critical temperatures for the transition to the superconducting dxz_yz phase versus doping x
calculated for the set of parameters J = 3.38, ¢ = 0.10,7 = 0.12, ] = 0.136 at Up=V, = Vz/ = 0 (thin
black dashed curve), Uy, =0, Vo = VZ’ = 0.1 (thin magenta dash-dotted curve), Up =3, V, = Vz/ =0
(bold blue dashed curve), Up = 3, Vo = V2/ = 0.1 (bold green dash-dotted curve), U, =0, V, = VZ/ =
0.8 (thin brown curve) and Up =3, V) = VZ/ = 0.5 (bold red curve). All the parameters are given in units

of eV (Color figure online)
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d,>_ > phase versus doping at U, = V| =V, = V, = 0. An important aspect of
our approach is that an accounting for the Coulomb interaction between the nearest
neighbors Vi does not affect the dependence 7¢(x) for the d,>_ 2-wave pairing, i.e.,
the thin black dashed curve is robust with respect to taking into account V| # 0 [51].
The cause of such a behavior can be revealed after analysis of the solutions (21) of
the system (19). In the range of doping, where the d-wave pairing is implemented
at T < T, the solutions of the algebraic system for the amplitudes B show that
only four of them Bsy, Bs3, By2, B3y are not equal to zero, besides, Bs; = —Bs3,
By, = —B3yand|Bs»|/| Bz | ~ 103. This means that the quasimomentum dependence
of the superconducting gap is mainly caused by the fifth component of the order
parameter As; which has the form

AYD = Bs, - (cosky — cosky). (23)

For the d-wave pairing at U, = V, = V; = 0 the amplitudes Bs, and Bs3 in
the equation for As; are defined by the exchange coupling constant / rather than
by parameter V;. Therefore, we come to the conclusion that the intersite Coulomb
repulsion between holes located at the nearest oxygen sites does not suppress the
superconducting d,2_ 2-wave pairing [51].

Thus, in the case of the d-wave pairing at U, = V, = V2’ = 0, instead of the
system of seventeen equations, we can obtain and solve a simple equation for the
critical temperature 7, [66,68,69]. This equation follows from the fifth equation of
the system (19) and has the form

! 5
1= D (cosqy —cosgy)’ (M@ 1) - M (g.e10)) . @4
q

In particular, it follows from (24) that the exchange interaction between the spin
momenta of copper ions acts as a mechanism enhancing the Cooper instability, in a
way that this interaction is transformed into an effective attraction owing to the strong
spin-charge coupling. Naturally, the solution of Eq. (24) and the system of seventeen
equations for the d-wave pairing is exactly the same and is shown with the thin black
dashed curve in Fig. 2.

Accounting for the Coulomb repulsion U, between two holes located on the same
oxygen ion in contrast to the intersite Coulomb interaction V; leads to the suppression
for the superconducting d-wave pairing. However, the comparison of the bold blue
dashed curve (U, = 3eV, Vo = V2’ = 0) and the thin black dashed curve (U, = V, =
V, = 0) in Fig. 2 shows that this suppression is not crucial for the implementation of
high-temperature superconductivity, because at the optimal doping level x >~ 0.16 the
critical temperature holds high values.

It follows from the system (19) that one should seek the solution for the supercon-
ducting s-wave pairing in the form

(s) (s)
Al = By = B,

(s) (s)
Agp = Az =0,
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Agi) = B3+ 2Bcx Y1k + Becyok- (25)

The calculations show that in this case the system of seventeen equations for the
amplitudes B has no nontrivial solutions. Consequently, within the SFM, which takes
into account the exchange energy between the localized and itinerant spins rigorously,
the superconducting s-wave pairing is not implemented. This is the main difference
of our theory of high-temperature superconductivity from theories based on effective
single-band models of strongly correlated electrons on a square lattice, in which, along
with the superconducting d-wave pairing, there always exists a solution for the s-wave
pairing.

Let us consider the influence of the intersite Coulomb repulsion V; and V; between
holes located at the next-nearest-neighbor oxygen ions of the CuO; plane on super-
conducting pairing. In Fig. 2, the thin magenta dash-dotted line depicts the dependence
T, (x) obtained for U, = 0, V, = V; = 0.1 eV and the thin brown curve corresponds
to T.(x) for U, =0, V2 = V; = 0.8 eV. One can see that the inclusion of V; and V;,
in contrast to the interaction V1, leads to the suppression of the d,2_,>-wave pairing.
Besides, this suppression becomes stronger if U, # 0 (the bold green dash-dotted and
the bold red curves). However, the superconducting d,>_ »-wave pairing appears to be
robust toward the influence of the intersite Coulomb repulsion between holes located
at the next-nearest-neighbor oxygen ions of the CuO; plane and can be suppressed
only at unrealistic large values V5, V; > 0.5 eV.

6 Conclusion

In conclusion, we have shown that the neutralization of the negative influence of
the intersite Coulomb interaction in the superconducting d-wave channel of cuprate
superconductors is caused by two factors. The main factor is connected with the
consideration of the real crystalline structure of the CuO, plane. In accordance with this
factor, the Coulomb repulsion between fermions in the oxygen sublattice is described
by the corresponding Fourier transform

Vy = 4Vicos(gx/2) cos(qy/2).

The second factor is caused by strong electron correlations. These correlations lead
to the appearance of the strong coupling between the localized copper spins and
the oxygen holes. As a result, the formation of spin-polaron quasiparticles occurs
in the system, and the Cooper instability appears between these quasiparticles. In
this case, the Coulomb repulsion between bare holes with the Fourier transform V;
is renormalized into the interaction between the spin-polaron quasiparticles in such
a way that the quasimomentum dependence of this effective interaction corresponds
to the structure of the copper ions sublattice. As a result, it occurs that the effective
repulsion between spin polarons vanishes in the equation for the superconducting d-
wave pairing. At the same time, for the Cooper instability in the s-wave channel, the
contribution of the noted effective repulsion remains.
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Despite this fact, our self-consistent calculations show that within the spin-fermion
model only the superconducting d-wave pairing is implemented, whereas solutions for
the s-wave pairing are absent for all admissible doping levels. These results agree with
the experimental data on cuprate superconductors. In this connection, it should be noted
that in the framework of the # — J model in the region of doping levels relevant for the
cuprates, the superconducting s-wave pairing is implemented and the corresponding
critical temperatures significantly exceed T, for the d-wave pairing. Concerning the
differences that arose, it is appropriate to point out that within our approach the copper
spins subsystem plays an essential role. This subsystem is separated from that of holes
at oxygen ions, whereas within the + — J model, the electron and spin degrees of
freedom refer to the same fermions.

Finally, we have shown that the intersite Coulomb repulsion between holes located
at the next-nearest-neighbor oxygen ions of the CuO; plane suppresses the d,>_,>-
wave pairing only at unphysically large values of these interactions. Taking into
account our previous result [51] on neutralization for the effect of the Coulomb inter-
action V) for the nearest-neighbor oxygen sites, we conclude that accounting for the
real structure of the CuO; plane leads to stability of the d,>_»-wave pairing toward the
strong intersite Coulomb repulsion. It is obvious that taking into account the Coulomb
interaction V3 does not affect the superconducting d-wave pairing because of the same
symmetry reason as that for V| [51].

Note that the difference in the contributions of the Coulomb interaction to the
implementation of different superconducting phases also manifests itself in the Kohn—
Luttinger theory of superconductivity [70]. In this theory, the long-range Coulomb
repulsions within the lattice models usually contribute only to certain pairing channels
and do not affect the other channels. At the same time, the polarization contributions
have components in all the channels, and more than one of them usually plays in favor
of attraction. As a result, according to the authors [20-22], the intersite Coulomb
repulsion either does not affect at all the main component of the effective interaction
leading to pairing, or it suppresses the principal component without influencing the
secondary ones. However, in our case, the key role is played by the spatial separation
between two types of oxygen orbitals.
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Appendix

The functions Si(jl.) (k, @) in anomalous Green’s functions Fj; (k, @) have the form

Sk, @) = Q3y(k, —w) @3y (k, ),
SOk, w) = SV (k. w) = 03k, —©) Q3 (k. ).
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SV k, ) = SV h, ) = STk, —w),

SV, w) = S5 (k. 0) = S5 (k. 0) = S5 (k, w) = 03k, ) Q3(k, w),
1Y (k) = =0y (k, —0) Qy (k, ),

1) (k) = Q3 (k, —w) Q3 (k, ),

Sk, ) = S5 (k, —w),

S5 (k, ) = S5 (k, 0) = 03(k, —w) Q3 (k. w),
S(4)(k w) = S(z)(k w) = 5(4)(k —w),

SO (k) = =0y (k, —0) Q. (k, ),

S(S)(k w) = S(S)(k ),

Shy) (k, ) = Q3¢ (k, —w) Q3 (k, ),

S5 (k) = — 0 (k, —0) Q. (k, ),

S (k) = —K Oy (k, —w) 03y (k, ),

i (k) = =K Qx (k, —w) Q3 (k, ),

3 (k) = 53 (k, @) = =K Oy (k, —») Q3(k, w),
S (k, ) = 53 (k. @) = =K O (k, —0) Q3(k, w),
S5 (k, ) = Quy(k, —0) 0y (k, w),

S (k, ) = =K Qy (k. —w) Q3 (k, ),

S (k, ) = — K Ox (k, —w) Q3. (k, ),

S (k, ) = Quy(k, —0) Q. (k, @),

SOk, w) = —KEST (k, w),

S (k) = KESS k, —w),

S (k, ) = S5 (k, —w),

% (k, ) = K2S5) (k, w).

Sk, @) = Quy(k, ) Oy (k, ). (26)
where
Oy (k, 0) = (@ — Ex(p)Ty(x) + Ik Jx(y)s Oy lk, w) = (0 — &) (@ — &) — 1},

O3x3y) (k, ) = (0 — &L) (0 — &x(y)) — x(})Kk, 03k, w) = (w0 = &)tk + J Iy K.
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