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1. Introduction

The two-dimensional layers of cuprate oxides are known to be the systems of strongly
repulsive (correlated) electrons as the Mott insulators which have revealed various
novel physical properties uniquely different from the conventional low temperature
superconductors. They show the antiferromagnetic (AF) infinite-range or long-range order
(AFLRO) at and near half-filling. As hole doping increases, the AFLRO diminishes
and the short-range (finite-range) AF order takes over with the emergence of d-wave
superconductivity. The two-dimensional systems of strongly correlated electrons involved
with strong repulsive interactions may favor the spin singlet pairing order (or correlations) of
d-wave symmetry over that of s-wave symmetry. Here the spin singlet paring correlations are
concerned with the AF spin fluctuations of the shortest possible correlation length among
the AF spin fluctuations of all possible correlation lengths which appear in the region
of hole doping away from half-filling. In this region of hole doping the cuprate oxides
exhibit the novel structure of the high T phase diagram characterized by the dome-shaped
superconducting transition temperature, Tc and the monotonously decreasing pseudogap
temperature, T*.

Earlier. slave-boson approaches of the t-] Hamiltionian were proposed by researchers in
the field[1-3] in an attempt to reproduce the observed high T phase diagram. They
were successful in reproducing the monotonously decreasing pseudogap temperature T* in
agreement with observation. T* is shown to be the spin gap temperature at which the spin
singlet pairing order or the spin (spinon) pairing correlations begins to open. However,
their treatment of single-holon bose condensation has led to a linear increase of the bose
condensation temperature T¢ rather than the observed dome-shaped Tc[2, 3]. Later we
introduced a slave-boson approach which allows the double-holon bose condensation[4] and
failed to reproduce the dome-shaped T¢, also yielding the linearly increasing trend of T¢.
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2 Superconductors — Properties, Technology, and Applications

Soon after this study we[5] proposed an improved slave-boson theory which fundamentally
differs from these approaches in that a term involving coupling between the spin and charge
degrees of freedom or simply spin-charge coupling appears in our rigorous slave-boson
treatment of the t-] Hamiltonian. The resulting effective mean field Lagrangian reveals
coupling between the spin (spinon) paring order, A/ and the charge (holon) pairing order,
AP. As a consequence the Cooper pairing order is satisfactorily seen to be a composite of these
two order parameters, Af and A? to allow for the bose condensation of the Cooper pairs rather
than the single-holon bose condensation or the double-holon bose condensation. Accordingly
this theory has led to successful reproductions of not only the monotonously decreasing spin
gap temperature but also the long-waited dome-shaped structure of the superconducting
transition temperature in the phase diagram. Further other important physical observations
such as the boomerang behavior of superfluid weight, the peak-dip-hump structure of optical
conductivity and both the temperature and doping dependence of spectral functions are
reproduced in agreement with observations[6].

For the sake of self-containment we will first review our earlier proposed slave-boson
theory[5] of the t-] Hamiltonian which reveals the spin-charge coupling mentioned above.
Earlier it was shown by others that inclusion of the t' term in the t-J] Hamiltonian leads
to satisfactory descriptions of the electronic structure of high T cuprates[7-11] and the
enhancement of pairing correlation resulting in an increasing trend of T¢ in the overdoped
region in the phase diagram for the choice of t'/t < 0, eg., t'/t = —0.3[12, 13]. It
is, thus, of great interest to see how its inclusion affects the entire structure of the phase
diagram which includes the pseudogap temperature. At present there has been no study
which addresses the role of the diagonal hopping ' on the spin gap temperature, T*. Such
study is needed to find whether there exists any relation between T* and T¢ or the spin gap
phase and the superconducting phase. In this regard we would like to draw attention to the
fact that the observed phase diagrams of high T¢ cuprate samples (e.g., LSCO and BSCCO
samples) reveal that higher the T*, higher the T¢ as earlier discussed by Oda et al.[14] This
suggests that the two energy or temperature scales, T* and T are no longer independent
of each other. Thus one of our main objectives is to study how the pseudogap or spin
gap temperature, T* and the superconducting transition temperature, T are correlated and
show that such correlation arises owing to the presence of the short-range antiferromagnetic
(AF) spin fluctuations of the shortest possible correlation length involved with the spin
pairing correlations. For a concerted, self-consistent study, we use a predicted phase diagram
to calculate magnetic susceptibility and discuss two important observations made by the
inelastic neutron scattering (INS) measurements, namely the temperature dependence of the
magnetic resonance peak[17] and the linear scaling behavior between the magnetic peak
resonance energy, E;.s and the superconducting transition temperature[18]. From this study
we show that the short-range AF spin fluctuations are directly responsible for the magnetic
susceptibility observed by the INS measurements mentioned here.

2. Theory: U(1) slave boson representation of the t-J Hamiltonian

In the present study we limit ourselves to the derivation of the U(1) slave boson representation
of the t-] Hamiltonian. We refer details of its derivation to Appendix A. In Appendix B a brief
exposure of the SU(2) approach is made in association with the U(1) representation. Here only
a rudimentary description is presented by introducing the next-nearest neighbor hopping or
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Role of Antiferromagnetic Fluctuations in High Temperature Superconductivity 3

diagonal hopping ' term into the t — ] Hamiltonian. It is given by,

H;_ poj = —tz 10]0+Cc Z(za]a—FCC)
<i,j> <i,j>'
1
+] ). (s 21imj), - (1)
<ij>

Here ) |_; ;- denotes summation over the nearest neighbor sitesiand j, }.; ;~., the summation

over the next-nearest neighbor (diagonal) sites and cw( ), the electron annihilation(creation)
operator with the constraint of no double occupancy at each site i. t is the nearest neighbor
hopping integral; t', the next-nearest neighbor hopping integral and ], the Heisenberg
coupling constant.

We take the slave-boson representation of electron operator as a composite of spinon (f) and
holon (b), that is, ¢;, = fi(,b;r with the single occupancy constraint at each site i. Following

a rigorous slave-boson treatment of S; = %Zaﬁ c;fma,xﬁciﬁ with 0,6, the Pauli spin matrix
in the above equation, the resulting U(1) slave-boson representation of the above t — ' — |
Hamiltonian is given by

Hypj= —t Y (fhfiebibi+ce) =t Y (fhficblbi+cc)

<ij> o <i,j>',o

Z bibjb by (f £ — fR A7) (i fis — fiufir)

<1,]>

+i ) Ai(Y fio fio + b1 bi = 1) )

Here A; is the Lagrange multiplier field which enforces the single occupancy constraint.

Taking proper Hubbard-Stratonovich transformations and associated algebras by closely
following our recently proposed slave-boson theory[5] (see Appendix A for details), one
obtains the following effective Lagrangian,

‘Ceff:£0+£f+'cb 3)
with
Lo=2 ¥ {1824 ol + 1} +2 X IafP(AYR + ), @)
<i,j> <z]>

N ATy

—% Y {xifhfio+ee}

<i,j>,0

—t'x ). {ff}fjg+c.c.}
<ij>'o

J?x by {Af:}(fmfn*fmfu)ﬂ.a}, 5)
<i,j>
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for the spin spinon sector and

Zb* Do —t ) {Xl]ber —|—cc}

<ij>
~{(1-x) Y {bfbj+ce}
<i,j>'
/ ¥y
_25 AL {Ai]- b,b,+c.c.}, ©)

for the charge (holon) sector. Here yf (u ) is the spinon(holon) chemical potential. x;; is the
hopping order parameter and A < (fnfi, — fufir) > (AL, ij =< bibj >), the spinon (holon)

pairing order parameter; x, the hole dopmg concentration and J; = J(1 — x)2. The last term of
Eq. 6 reveals the presence of coupling between the spin (spinon) and charge (holon) degrees
of freedom, i.e., simply termed as spin-charge coupling, as seen in the form of the product of
the spin (spinon) single pairing order, A/ and the charge (holon) pairing order, A’. Thanks
to this coupling the Cooper pairing order A is, now, properly represented as a composite of
these two order parameters, Af and AP. We point out that the holon (charge) sector, Eq. 6 is
coupled with the spinon (spin) sector, Eq. 5 owing to the presence of coupling between the
spinon paring order Af and the holon pairing order A as shown in the last term of Eq. 6.

The resulting free energy (see derivation in Appendix A) is given by,

F = —lan

p
= N (208 + 31xP ) + INITPI8YP

1
—(1— x)Nptfff - nygff +5 ;E{’(S

—2NkpTIn2 — 2k TZcoshﬁEﬁs
B B g 5
+kpTY In (1 . e—ﬁEﬁs) , )
k
L FOAbPAo— [ dTLes - s coe Af
where Z = [ DfDbDxDA DA"DAe™ Jo ff is the partition function; A/ =<

(firfi, — firfir) >(Ab =< bib; >), the spinon(holon) pairing order parameter; Eﬁ =

(ef —uf.)+al" (B = \[(eb — ub..) — AL?), the spinon(holon) quasiparticl y
k Veff k k l/‘eff k ). the spmmon(holon) quasiparticle energy; Xx,

the hole doping rate;]; = J(1 — x)? and N, the total number of sites in a square lattice. Here

f

the spinon and holon energies, €; and e]b( are respectively,

e{ = ]2 X(cosky +cosky) — 4t'x cos ky cos ky
elli = —2tx(cosky + cosky) — 4t'x cos ky cosky. (8)
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Fig. 1. (color online). Variation of phase diagram with ' for Heisenberg coupling strength,
J = 0.3t

The contribution of the next-nearest neighbor hopping or the diagonal hopping is readily
understood from the inspection of Eq.8 by noting that the value of cos ky cos k;, is negative at
the hot spot (77,0), zero at the cold spot (7r/2, 7t/2) and positive at (0,0). From this we see
that stabilization (destabilization) of the spinon energy at the hot spot with ' < 0 (' > 0) is
expected to lead to the enhancement (depression) of AF spin (spinon) pairing correlations or
the spin singlet pairing order of d-wave symmetry compared to the case of ' = 0), that is,
no diagonal hoping. The charge (holon) pairing of s-wave symmetry will be enhanced at the
nodal points.

3. Role of next-nearest neighbor hopping on the structure of phase diagram

Here we explore the role of the next-nearest neighbor hopping, i.e., the diagonal hopping on
both the pseudogap temperatureT* and the superconducting transition temperature, Tc and
the cause of correlation between these two temperature scales or relatedly the spin gap phase
and the d-wave superconducting phase. Earlier the negative value of t' was shown to match
well the observed Fermi surface of the hole doped cuprate oxides while its positive value
matches that of the electron doped cuprate oxides[7] as mentioned above.

Choosing the two different cases of the diagonal hopping, one for t' < 0 (e.g., ' = —0.3t) and
the other fort’ > 0 (e.g., t' = 0.3t), we examine the dependence of the phase diagram on t' for
the hole doped cuprate oxides.

Fig.1 shows the computed results of the phase diagram with the variation of '/t at a fixed
value of the Heisenberg coupling constant, | = 0.3t. In the underdoped region both T*
and T are predicted to remain largely unchanged despite the considerable change of t'/t
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from a positive value (t'/t = 0.3) to a negative (t'/t = —0.3) one. On the other hand, in the
overdoped region both T* and T are seen to simultaneously increase (decrease) for the case
of '/t < 0 (t'/t > 0) with reference to that of '/t = 0. The predicted superconducting
transition temperature at optimal doping concentration did not change appreciably despite
the considerable variation of ¢’ /t as shown in the figure. The simultaneous increase (decrease)
of T* and T¢ with '/t = —0.3 (#'/t = 0.3) indicates that the two temperature scales, T* and
Tc or the spin gap phase and the superconducting phase are interrelated. To see the cause
of such interplay, below we probe the role of the short-range AF spin fluctuations or the spin
paring correlations on the determination of the phase diagram.

For the case of t < 0 (! > 0) the spinon energy at the hot spot(7,0) is lowered (raised)
with reference that of ' = 0, i.e., no diagonal hopping, as can be readily understood from
Eq. 8. Thus the spin (spinon) pairing correlation at the hot spot for ' < 0 is energetically
more stable than the case for t' > 0. It is to be recalled that the spin gap temperature is the
temperature at which the spin singlet paring order or (correlations) of d-wave symmetry or the
spin pairing correlations emerges. The spin paring correlations will be less prone to change in
the underdoped region compared to the case of the overdoped region. This is because owing
to lower hole concentrations in this region, chances of electron hopping from site to site are
reduced and, consequently, the existing short-range AF order is not easily perturbed. Thus the
spin paring correlations or the short-range antiferromagnetic spin fluctuations is expected to
remain more robust in the underdoped region compared to the case of the overdoped region.
Indeed, the predicted T* and T¢ is shown to be sensitive to the variation of #/, preferentially
in the overdoped region. This is displayed in Fig. 1.

It is reminded that the Cooper pairing order can be seen as the composite of the spin (spinon)
pairing order Af and the charge (holon) pairing order AY, which results from the presence
of the spin-charge coupling shown in the last term of Eq. 6. As a result of the coupling
between the two orders, the superconducting phase transition with its onset temperature,
Tc may arise owing the short-range AF spin fluctuations involved with the formation of the
spin pairing order (correlations) which initiates the onset of the spin gap temperature T*.
To put it otherwise, owing to the spin-charge coupling both T* and T are simultaneously
affected or correlated. Indeed, such simultaneous change is seen to appear by exhibiting the
simultaneous increase (decrease) of both T* and T with ' /t < 0(t'/t > 0) as ] increases. Such
trend is seen in Fig. 2. Our findings of both the enhancement of the spin pairing correlations
and the increasing trend of the superconducting transition temperature for ' = —0.3t which
appear in the overdoped region agree well with the variational Monte Carlo, mean-field
calculations of Lee and coworkers [13]. However, unlike our present study they did not show
a study of the spin gap temperature concerned with the role of the spin paring correlations.

For further verification from a different angle we closely examine the predicted structural
dependence of the phase diagram on ] in Fig.2. Both T* and T¢ are predicted to
simultaneously increase with ] as shown in Fig. 2. Needless to say, spin pairing correlations
should increase with J. This will, in turn, cause the simultaneous increase of both the spin
gap temperature and the superconducting transition temperature with increasing J. Such
simultaneous increase with ] is predicted as shown in the figure. This clearly demonstrates
that the the superconducting transition temperature and the pseudogap temperature or
relatedly the spin gap phase and the d-wave superconducting phase are correlated via the
spin pairing correlations or the AF spin fluctuations of the shortest possible correlation length.
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Fig. 2. (color online). Variaton of phase diagram with Heisenberg coupling strength J for
t'/t =—03.

To put it otherwise, the short-range AF spin fluctuations play a key role of causing such
inseparable relation between the two temperature scales or relatedly the spin gap phase and
the superconducting phase. This finding is consistent with the observed phase diagrams with
different cuprate samples which shows higher the T*, higher the T[14] as mentioned earlier.
It is then assured that the superconducting phase transition will not arise in the absence of the
spin gap phase below T* which is initiated by the short-range AF spin fluctuations involved
with the spin paring correlations

4. Magnetic susceptibility based on the U(1) slave-boson representation

The observed high T, phase diagrams of cuprate oxides are characterized by the pseudogap
or spin gap phase which exists below the monotonously decreasing T* and the d-wave
superconducting phase below the dome shaped T[15, 16]. From their inelastic neutron
scattering measurements (INS) of the temperature dependence of magnetic resonance peaks
for YB,Cu3Og, (YBCO) Dai et al. [17] reported that the magnetic resonance begins to appear
at the pseudogap temperature T* as its onset temperature and continues to exist with an
increasing trend of the resonance peak height in the underdoped region as temperature is
lowered and that near the optimal doping T* tends to get closer to T¢. On the other hand, He
et al. observed from their INS measurements of the doping dependence of the resonance peak
energy, Eyes for BipSroCaCuyOgy s (BSCCO) that in the underdoped region E;.s increases with
increasing hole concentration x up to optimal doping x(, and that in the overdoped cuprates
it decreases with increasing x, by exhibiting a linear scaling behavior of E,.s with T; at all hole
concentrations[18]. Most recently Stock et al.[19] observed that spin waves decay above the
pseudogap of a heavily underdoped YBCO. Using a time-of-flight neutron spectroscopy for
the studies of dynamic spin correlations or spin fluctuations in the overdoped La,_ ,SryCuQOy
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8 Superconductors — Properties, Technology, and Applications

(LSCO) sample, Wakimoto et al.[20] showed from their study of the doping dependence
of antiferromagnetic spin excitations that the excitations decrease with hole doping above
the optimal doping of Lay_,SryCuO4 (LSCO) and disappear at x = 0.3. Here we discuss
the magnetic susceptibility[21, 22] at the wave vector Q = (m,7) in association with our
computed phase diagram and focus our attention to the observed linear scaling behavior of
magnetic resonance peak energy E,¢s with the superconducting transition temperature T.. For
self-containment we first discuss the U(1) slave-boson representation of irreducible magnetic
susceptibility for our calculations of magnetic susceptibility.

Allowing external magnetic field 7z, we introduce into the effective Lagrangian £, 7f above the
Zeeman coupling term,
T ==Y Sk, )
i

where in the U(1) slave boson representation,

ny

=l

I
N =
-
g

(choxscip)hy

Il
e
I Mw

(fux kﬁbjflﬁ)hic

I
N[ =
e

(1+ 50 (Fhoks fip )L,

k=1
13 ty
=5 X < (+olb) > (fhelp i (10)
The associated free energy is formally,
F = —lan (11)
IB 4

where = 1/kT and the partition function,
z - / DFDYDYDA DAY DAe I8 4TLers, (12)
Converting the magnetic (spin) susceptibility,

62F[n]

5h§‘(r)5hf'(r’) 13)

X' (7i — 7, T~ T) —ph
h=0

into its four momentum space (7, w)expression and allowing isotropic response to the applied
magnetic field, the RPA form of magnetic susceptibility is obtained to be,[23]

oo )
X0 = et 9
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where J(7) = 2J(cos gx + cos qy) and x°(, w) is the irreducible magnetic susceptibility given
by

~ (1—x)?

X(F,w) = T;
(EL B+ (eloy =) (el —uh) + 6L L) nf(EL,)—n/(E])
| 2E{, ] w— (Ef,, —EL)+in
(BB~ ey =W =) - M) () /()
2E,{+qE{ w— (E,{+q — (—E]) +iy
(EL L~ (elyy — D)l = ) = 8L, 080) w/(—E[, ) —nf (E])
2E] E| w— (~Ef,, — E[)+in
. <E,f:+qE]{ + <€£+q — yﬂ(e{ — yf) + A{:WA{) nf(—Equ) — nf(—Ei) ]
2E] E| w— (=Ef,, — (—E[) +in>’

(15)

where the quasi-spinon energy is E{ = \/ (eir —uf)2+ (A{ )? with the effective bare spinon

energy, e{: = —]"TX (cosky + cosky) — 4xt/coskxcosky; the spinon chemical potential, ‘uf ; the

spinon gap, A£ = JpA @y with ¢ = coskyx — cosky and nf(Eg) =1/ (eﬁE{ +1). In the complete
expression of the effective Lagrangian Eq. 3, interplay between the two sectors, one for the
spinon (spin) sector and the other for holon (charge) sector, namely Eq. 5 and Eq. 6 appears
owing to the presence of coupling between the spinon pairing order and holon pairing order
as shown in the last term of Eq. 6. Thus it should be noted that the effect of coupling between
the two order parameter is embedded in the expression of the above irreducible magnetic
susceptibility, Eq. 15, including the effect of the nearest neighbor hopping.

5. Computed results of magnetic susceptibility

Earlier, with the neglect of the next-nearest neighbor (or diagonal) hopping t’ term we were
able to obtain the generic feature of the dome shaped superconducting transition temperature
and the monotonously decreasing pseudogap temperature in the phase diagram[5] in
agreement with observaions[15, 16]. Now with the inclusion of the diagonal hopping term,
such generic feature is, still, well predicted in the computed result of the phase diagram as
shown in Fig. 1 and Fig. 2. As a concerted study we use the predicted phase diagram
shown in Fig. 3 to calculate the magnetic spin susceptibility of present interest. As in our
earlier study of the magnetic susceptibility[21, 22], we take the negative value[7, 13] of the
next-nearest neighbor hopping integral with the choice of ' = —0.45 (to conform with the
study of Brinckmann and Lee[23]) in the t — ' — ] Hamiltonian of interest[21] .

In Fig. 4 we display the variation of magnetic susceptibility at (7, 77) with temperature T and
transfer energy E at a fixed hole doping, x = 0.05. The magnetic resonance peak is shown to
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Fig. 3. (color online) Phase diagram with '/t = —0.45, ]/t = 0.5. Both temperature T and
hole concentration x are in reduced units, T/t and x/x( respectively.
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Fig. 4. (color online) Imaginary part of magnetic susceptibility vs. temperature and
resonance energy at a fixed hole doping, x = 0.05 in the underdoped region

decrease with increasing temperature and disappears at the onset temperature T*. It shows a
steady decrease of the resonance peak peak height with increasing temperature and eventual
disappearance at T* in agreement with observation[17]. This indicates that the short-range
AF spin fluctuations involved with the spin pairing correlations or the spin (spinon) singlet
pairing order disappears at the onset temperature, T*.

He et al.[18] showed from their INS measurements of Bi;Sr,CaCuyOg, s (BSCCO) that in
the underdoped cuprates the magnetic (spin) resonance peak energy Ejes (Or wyes) increases
with T, showing a linear scaling behavior between the two energy scales, E;,s and T, i.e.,
Eres/ T =~ const. In Fig. 5 we show that the predicted E;¢s with ]eff = aJ (Where &« = 0.4[23])
monotonously increases with increasing T, yielding a linear scaling behavior of E;es/Te ~
const. This predicted linear scaling behavior is in agreement with the observations made by
He et al.[18]. We note some quantitative differences between the observed value (around 5)
and the predicted one (around 3).
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Fig. 5. (color online) Resonance peak energy (E;.s/ ] in reduced unit) vs. superconducting
transition temperature (T, /¢t in reduced unit) with '/t = —0.45.

6. Summary

In this study we applied the recently proposed slave-boson theory[5] in which the spin
(spinon) paring order and the charge (holon) pairing order are coupled to result in the generic
feature of the dome-shaped superconducting transition temperature and the monotonously
decreasing spin gap temperature in the phase diagram. From the present study with the
inclusion of the diagonal hopping t’ term we also found that such generic feature still holds, as
shown in Fig. 1 through Fig. 3. Further we showed that there exists correlation (or interplay)
between the two different temperature scales, T* and T, resulting in the increasing T¢ with
increasing T*. Relatedly, it can be said that the superconducting phase is correlated with the
spin gap phase. We find that such correlation between the two phases is attributed to the
short-range AF spin fluctuations involved with spin pairing correlations. The simultaneous
increase of the superconducting transition temperature with the spin gap temperature with
incrasing J is shown to be consistent with the observed phase diagrams for high T¢ cuprate
samples (e.g., LSCO and BSCCO samples)[15] which shows that the higher T* samples always
accompany higher T¢c. In addition, to achieve a self-consistent, concerted study we used the
predicted phase diagram to study the magnetic susceptibility. Specifically, resorting to the
computed phase diagram shown in Fig. 3 we found that both the temperature dependence of
the magnetic resonace peak and the linear scaling behavior of the magnetic (spin) resonance
peak energy E,.s with the superconducting transition temperature T, agree with the INS
measurements[17, 18]. We showed that this linear scaling behavior is attributed to the
short-range AF spin fluctuations. Although not discussed here, such linear relation is found
to be invariant with the Heisenberg coupling constant[22], implying high T cuprate sample
independence. In short, based on the above concerted studies of both the phase diagram and
the magnetic susceptibility we find that the short-range (spin dimer) AF spin fluctuations
of the shortest possible correlation length involved with the spin pairing correlations are
responsible for high T¢ superconductivity. We argue that this finding is supported by the
reproducibility of both the dome-shaped superconducting transition temperature, T¢ in the
phase diagram and the linear scaling behavior between E;¢s and T, in both of which the T
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12 Superconductors — Properties, Technology, and Applications

and thus the superconducting phase transition is shown to occur as a result of the short-range
AF spin fluctuations in association with the spin-charge coupling.

7. Acknowledgement

One(SHSS) of us greatly acknowledges the Korean Ministry of Education (Hak]in Program)
and Pohang University of Science and Technology for financial supports at the initial stage of
the present work. He thanks the Korean Academy of Science and Technology for continuous
encouragements in science research. We are grateful to Professor Ki-Seok Kim at Pohang
University of Science and Technology for his earlier contribution.

8. Appendix A: Heisenberg interaction term in the U(1) slave-boson representation

The t-] Hamiltonian of interest is given by,

1
H=—tY (cejo+ec)+] Y (S;i-S;— 4nin]~)
<i,j> <i,j>

.l.
—1)_ CiyCic (A1)
i
and the Heisenberg interaction term is rewritten

1
H] = ] Z (Sz . S] — Z?’lin]')
<ij>
J t ottt
=3 Z (Ciich — Cichi)(C]'Tcii — Cj|Cit)- (A2)
<ij>
Here t is the hopping energy and S;, the electron spin operator at site i, S; = %C;!-aUalgCilg with
0yp, the Pauli spin matrix element. 1; is the electron number operator at site i, n; = c;rgcig. uis
the chemical potential.

In the U(1) slave-boson representation[1, 2, 24, 25], with single occupancy constraint at site i
the electron annihilation operator c;, is taken as a composite operator of the spinon (neutrally
charged fermion) annihilation operator f;, and the holon (positively charged boson) creation
operator b!, and thus, ¢;, = f;,b!. Rigorously speaking, it should be noted that the expression
Civ = b:r fir is not precise since these operators belong to different Hilbert spaces and thus
the equality sign here should be taken only as a symbol for mapping. Using c;; = fisb!
and introducing the Lagrange multiplier term (the last term in Eq.(A3)) to enforce single
occupancy constraint, the t-] Hamiltonian is rewritten,

H=—t ¥ ((fi0)(b] fio) +cc) +Hy
<i,j>

~1Y_ figbifiob]
1

—i Y Ni(bFb; + £ fir — 1) (A3)

www.intechopen.com



Role of Antiferromagnetic Fluctuations in High Temperature Superconductivity 13

with the Heisenberg interaction term,

=L X vt — A Uiy — i) (Ad)

<1,]>

The first term represents hopping of a spinon from site j to site i and of a holon (positively
charged boson) from site i to site j. In the slave-boson representation a charged fermion
(electron or hole) is taken as a composite particle of a ‘spinon” and a ‘holon’. They can
conveniently serve as book-keeping labels to discern physical properties or objects involved
with the charge or spin degree of freedom (e.g., spin gap phase, spin singlet pairs, hole pairs,
...). With the single occupancy constraint, electron is allowed to hop from a singly occupied
copper site i only to a vacant copper site j. A site of single occupancy in the CuO; plane
of high T, cuprates physically represents an electrically neutral site (net charge 0) with an
electron of spin 1/2 and the vacant site, a site of positive charge +e with net spin 0. In the
slave-boson representation, hopping of an electron (a composite of spinon and holon) from a
singly occupied copper site (neutral site) j to an empty site (positively charged site with +e) i
results in the annihilation of a spinon (a fermion of charge 0 and spin 1/2) and the creation of
a positively charged holon (a boson of charge +e and spin 0) at site j while at the copper site i
a composite of a spinon (fermion of charge 0 and spin 1/2) and a negatively charged holon is
created. It is of note that as a result of electron hopping the newly occupied copper site i in the
CuO; plane can, also, be labeled as ‘spinon’” since this is an electrically neutral (charge 0) site
with an electron of spin 1/2 and the vacant site j, "holon” since this is a positively charged site
with a single charge +4-¢ and the net spin 0 as mentioned above. Thus in practical sense, there is
no distinction between the two different cases above. At times, we will call the singly occupied
site as ‘spinon” and the vacant (empty) site as “holon” as long as there is no confusion. This is
because any site occupied by a spinon is identified as an electrically neutral site occupied by a
single electron with spin 1/2 and the site with a positive holon is a positively charged vacant
site with spin 0. Thus physical spin-charge separation is not allowed.

The Heisenberg interaction term, Eq.(A4) shows coupling between the charge and spin
degrees of freedom. Physics involved with the charge degree of freedom is manifested
by the four holon (boson) operator bibjb;-rb;r in the Heisenberg interaction term. Judging

from the intersite charge coupling term ln'n]- present in the Heisenberg interaction term

Hy=JY<ij> (Si-S;— 4n n;), it is obvious that this charge contribution can not be neglected
in its slave-boson representatlon It is to be noted that the Hubbard Hamiltonian contains
repulsive interaction U between charged particles and is mapped into the t-] Hamiltonian
H;_j in the large U limit. The Coulomb repulsion, Un;n;| = %(nﬁ + nii)z — % (nip — ni¢)2
obviously manifests the presence of both the charge (the first term) and spin (the second term)
degrees of freedom. Thus, under mapping the charge part of contribution naturally appears
in the Heisenberg interaction term.

Let us now take another look at the importance of the charge contribution. In general,
uncertainty principle between the number density (amplitude ) and the phase of a boson
order parameter applies. As an example, arbitrarily large fluctuations of the number density
fix the phase, or arbitrarily large phase fluctuations fix the number density of the boson. The
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14 Superconductors — Properties, Technology, and Applications

conventional BCS superconductors of long coherence length meet the former classification,
and thus the phase fluctuations of the Cooper pair order parameter are minimal. For
charged bosons, e.g., the Cooper pairs, the number density fluctuations refer to charge density
fluctuations. For short coherence length superconductors such as the high T. cuprate systems
of present interest, local charge density fluctuations exist and cause large phase fluctuations.
Thus, both the charge and phase fluctuations need to be taken into account to fully exploit the
quantum fluctuations .

Let us now consider the importance of the charge and spin fluctuations. In generally, coupling
between physical quantities A and B is decomposed into terms involving fluctuations of A,
ie, (A— < A>)andB,ie., (B— < B >), separately uncorrelated mean field contribution of
< A > and < B > and correlation between fluctuations of A and B, thatis, (A— < A >) and
(B— < B >) respectively; AB= (A— < A>)<B>+(B-<B>)<A>+<A><
B > —I—(A < A >)(B— < B >). Setting A = b;b; b*b* for charge (holon) contribution and

B = (f} | ]JrT ZT | i)( firfiy — fj1fir) for spin (spmon) contribution, the Heisenberg coupling
term, Eq(A4) can be decomposed into terms involving coupling between the charge and
spin fluctuations separately, the mean field contributions and coupling (correlation) between
fluctuations (charge and spin fluctuations). Using such decomposition of the Heisenberg
interaction term for Eq.(A3), we write the partition function,

Z = / DbDf;Df DAe~SIb:fA (A5)
where

S[b, f,A] = /0 £ i L blacki+ Y fhocfio + H| (A6)

i

u(1)

with g = kL the inverse temperature and H,”,’, the U(1) symmetry preserved Hamiltonian,

H'Y = —t Y (Fh fioblbi + cc)

<i,j>

—= Z (AL = B Fifu = fiufir) Ybibyblof

<1]>

+(bibjfb! ) (L 14 — FRED Finfi = fiufir)
—(bibbt b (L = S Uiifir = fiufi))
+ (bibjbto! = (bibto!)) (L £h = FLFD b = fiufir)
(LA = S D Snfu = fiuf))) |
—u wa-fw (1+bfb;) —i D (firfio +blbi = 1). (A7)
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Role of Antiferromagnetic Fluctuations in High Temperature Superconductivity 15

8.1 U(1) mean field Hamiltonian
Noting that [b;, b;r] = 04;j for boson, the intersite charge (holon) interaction term (the second
term) in Eq.(A7) is rewritten,

Floet et — et etyer b — £ 60 \pob bt pt

> (fiyfir — firfj ) fiy — fiLfir) )bibjb;b;

_ _l < [af] > (1+b3bi+b}bj+bjb}bjbi), (A8)

with A = fitfiy — fj1fit, the spinon pairing field. The third term in Eq.(A7) represents the
1nters1te spin (spinon) interaction and is rewritten,

—]<M%HH>01E%—ﬁ%ﬁﬂﬁﬁu—fﬂﬂw

7 2(f A= D U fiy = fiufir), (A9)

where ], = J(14+ < bib; > + < b*b > + < blb; b+b >) or ], = J(1 — x)? with x, the uniform
hole doping concentrat10n[27] The fourth term m Eq (A7) is written,

J ot t t
<b bjb; bz><( ivfir = fir j¢)(ijfi¢_fj¢fiT)>
J + t ot 2
2<1+<bb >+ <bjbj >+ <b; bb]-bj>><\A 15>
(A10)

The intersite spinon interaction term in Eq.(A9) is decomposed into the direct, exchange and
pairing channels[25],

]270( A ]JFT i ,‘Jl)(]qu*fu—ﬁdn)
3
= 11 Phokofio) okefi) — hobnfi) i ohofi)]
= vp + 0 + vp (A11)

with 00 = I, the identity matrix and o123 the Pauli spin matrices, where vp, vg and vp are
the spinon interaction terms of the direct, exchange and pairing channels respectively,

op = gkz (fre f)(ff e fy), (A12)

oe = 2 ((FL ) (Fhfio) — i), (A13)

op =~ FLAE — R s — fiufin) (A14)
1,2,3

Here 0V is the unit matrix and ¢">3, the Pauli spin matrices.
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16 Superconductors — Properties, Technology, and Applications

Combining Eq.(A8) and Eq.(A10), we have

J
-2 < (AP > (14 b1b; + by + bbb, )

1]]
+1 < FSAEES (1+ < bib; >+ < blb; >+ < blbblb; >)
5 ij i Vi i Vi i Vi ;

J fi2 o ptpt J f2 t) ot
=—5< |A31° > bibjbjb; + 5 < A% >< bibibjb; >
—% <|alf2 > [(b:fbl-— < b, >) + (b]‘rb]-— < bl >)} . (A15)

Collecting the decomposed terms Eq.(A8) through Eq.(A10) in association with Egs.(A11)
through Eq.(A15), we write

J
Hy= -3 ¥ |af[0fb
i

.|.

Jo ¥ [3UL — D Gfa — fifin)

<ij>

+1 (i) o) — i)

+g :;0 (Fo sl 5]

+ <;j> AL < bl >< b, >

_g <;j> (AP | (bfbi— < blbi > ) + (b6~ < b0y > )], (A16)

where we considered < |AZ]2 >= \A{;\Z and ignored the fifth term in Eq.(A7).

Hubbard Stratonovich transformation for the holon pairing term (the second term of Eq.(A16))
leads to

LIAS “(bb)—
pL<ij> %\Aéﬁb?b;bibj ~ / 1—[ AN AL e Laijs 5105 ['AZP_A?/ (bib;) Ag(b;rb;r)} , (A17)
< 7
<ij>
and the saddle point approximation yields,
b Ly Af12[{AOB2 _ AOD bty
Hp= ) §|A£" [\Aij — N7 (bjbi) — A3 (b; b )}/ (A18)
<i,j>

where A?jb =< bjbj > is the saddle point for the holon pairing order parameter Af’] Since

confusion is not likely to occur, we will use the notation A?j in place of A?jb for the saddle

point. As are shown in Egs.(A12) through (A14) the spinon interaction term is decomposed
into the direct, exchange and pairing channels respectively. Proper Hubbard-Stratonovich
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Role of Antiferromagnetic Fluctuations in High Temperature Superconductivity 17

transformations corresponding to these channels and saddle point approximation leads to the
effective Hamiltonian,

Heff a 2 [‘XZJF ij(fwf]a )—C.c.]

<1]>

+£ Y |a] |2{|A 12— A?j*(b]-b,-)—c.c}
<i,j>

/ f f
+5p 2 DAI']'IZ A (fz¢ ]T i+T ]1)_(:":'}

<i,j>

s Y-t ]+ L A

<1]>l 0

AT ) 0t

Tp <ij>

+ Y (Al 2 < blb >< blb; >
<1]>

Ly [ (bFei— < bfbi > ) + (bf0— < bl >

2 <i,j>

_.quzaflU 1+b+ _ZZ)‘ fzafw+b+b —-1), (A19)

where Al =< bib; >, xij =< f fio+ 107b; >, N =< firfy — fiufir > and pf =< L flokf; >
are proper saddle points.

We note that pf = % < f;ralf,- >=< Sg >=0forl =1,23, p; = 1< T fie >= % forl =0
for the contribution of the direct spinon interaction term (the fourth term). The expression
(b}rb,-)(b;b]’) in the fifth term of Eq.(A19) represents the exchange interaction channel. The

exchange channel will be ignored owing to a large cost in energy, U ~ #[25, 26]. The

resulting effective Hamiltonian is
HMF = A% 4 HY 4 HY, (A20)

where H*X represents the the saddle point energy involved with the spinon pairing order
parameter A/, the holon pairing order parameter A’ and the hopping order parameter y,

HA =] T [IAfPIaYR + 2 At ]
<i,j>
J 1
+2 3 [IafP+ Sl + 5. (A21)
<i,j>
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18 Superconductors — Properties, Technology, and Applications

HY is the holon Hamiltonian,

H = -t Y [)(1] (blb)) +cc}
<ij>

S %|A{;]2 (A (biby) + c.c ]

<i,j>

~ L ui(bfb; —x), (A22)
1

where ylb =i\ + % Yj=itz,ity {; and H/, the spinon Hamiltonian,
Hf_ 2 [Xz] furf](T)—i_CC}
<i,j>

] “(

T L |8 fis— fiufa) + el
<1]>

~ Yl (Fhfio—(1-9), (A23)
1

where y{ =u(l—x)+iA;.

As can be seen from Eqs.(A21) through (A23), Eq.(A20) reveals the importance of coupling
between the spin and charge degrees of freedom, that is, coupling between the spinon pairing
and holon pairing. Thus no spin-charge separation appears in the mean-field Hamiltonian
above contrary to other mean field theories[1-3, 24, 26] which pay attention to the single-holon
bose condensation. As can be seen from the second term in Eq.(A22) which represents holon
pairing contribution it is expected that, owing to the coupling effect, bose condensation (or
superconducting phase transition) will occur only in the presence of the non-vanishing spin
singlet pairing order, A/ owing to the coupling effects mentioned above. Indeed, in high T,
cuprates superconductivity is not observed above the pseudogap (spin gap) temperatures T*
where the spin singlet pairing order disappears.

8.2 U(1) free energy

The diagonalized Hamiltonian for Eq.(A20) above is obtained to be (see Appendix A for
detailed derivations),

HME = NJ [AJ%A + A2 } +NJ, [A]% + %xz + ﬂ

+ Z E{s (DC;(-STtkaT - “zsiaksi) - Nx‘uf
k,s

+ Z EP Bl Brs + Z LED 4 ) + Ny, (A24)
k,s==+1 k,s= :I:l
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where E£ , is the quasispinon excitation energy,

B[, = (e[, w2+ (8] (A25)

with the spinon pairing energy (gap), Ag = ]ka(Tf )Af, and EZ . is the quasiholon excitation
energy,

E, = V (eh, — 10)2 — (A§)?, (A26)

where the holon pairing energy, A} = | A}é’k(rb )A, and with ¢ = 6, 7/ or 77,

k() = \/ 12 cos? ¢+ g7 sin’ ¢, (A27)
f_Ir
€k = 5 SXCk(0), (A28)
ep, = 2tsxEi(6), (A29)
with 7 = (cosky + cosky) and @ = (cosky — cosky). Y denotes the summation over

momentum k in the half reduced Brillouin zone, and s = +1 and —1 represent the upper
and lower energy bands of quasiparticles respectively. Here lkaT(szT) and a) (o, |) are
the annihilation(creation) operators of spinon quasiparticles of spin up and spin down
respectively, and By (B}, ), the annihilation(creation) operators of holon quasiparticles of spin

f

0. €, and e,lés are the kinetic energies for spinons and holons respectively. The minus
sign (—A?) in the expression of the holon quasiparticle energy /(e — )2 — A? arises as a
consequence of the Bose Einstein statistics[28]. From the diagonalized Hamiltonian Eq.(A24),
we calculate the total free energy.

Rewriting Eq.(A24) as

MF " " b ot
Hyjay = i Zﬂ [EI{S(“ksT“kST — 0ks| Qs ) + EgsBrsPrs
,S=
+H, (A30)

with

2
1
He = NJa3 (82 +22) + N (a3 + 2+ 1)
R b
) Sk TH Naxuf + Nxp?, (A31)
k,s==+1 2

the partition function is derived to be,

!/

Z =exp(—pH;) [] (2cosh

BE/,
k,s==+1 2

)2(1 — e~PEL)L, (A32)
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Using the above expression, the total free energy is given by
2
2, X1
Fuq) N]Af(Ab—l—x>+N]p<Af+ =+ 1)
—2kT 2 In(cosh(BE/_/2)) — Nxu/ — 2NkpT1n2
k,s==+1
/ gy, vy Bt b
+kgT Y In(1—e PRy 4 Yy ks + Naxu. (A33)
ks==+1 k,s==+1 2

The set of uniform phase (8 = 0) for the hopping order parameter, d-wave symmetry (t/ =
71/2) for the spinon pairing order parameter and s-wave symmetry (t” = 0) for the holon
pairing order parameter is found to yield a stable saddle point energy for both the underdoped
and overdoped regions. There is another set of order parameters which yield the same energy
as the above one; 271-flux phase (6 = 71/2) for the hopping order parameter, s-wave symmetry
(t/ = 0) for the spinon pairing order parameter and d-wave symmetry (t? = 71/2) for the
holon pairing order parameter. In both cases, the d-wave symmetry of the electron or hole
(not holon) pairs occurs as a composite of the d-wave (s-wave) symmetry of spinon pairs and
s-wave (d-wave) symmetry of holon pairs. Only at very low doping near half filling, the flux
phase[25] becomes more stable. Thus, the phase of the order parameters of present interest are
0 =0, 7/ = /2 and ¥ = 0. Then the d-wave symmetry of the electron or hole (not holon)
pairs is a composite of the d-wave symmetry of spinon pairs and s-wave symmetry of holon
pairs. Minimizing the free energy with respect to the amplitudes of the order parameters x,
Apand A frwe obtain the self-consistent equations for the order parameters,

oF(

. BEL\ (oEL
- () (5

OE!
+ - 1 =0, A34
%(eﬁ’fz’é -1 2) ( ox ) (A39)

~—

IFy (1) )
= 2NJAZA,
oA, f
oEY,
=0, A35
+%(eﬁE = ><3Ab> 59
aFU(l) 2 2
2, = 2NJpAs +2NA¢(Af + x%)

’ f f
IBEks aEks
- Z (tanh > 3 Af

OEp.\
+Zs(eﬁks_1 )(aAf>_0‘ (A36)
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For fixed numbers of spinon and holon at a given hole concentration, we obtain, for the
chemical potentials, u/ and u?,

/ f f
Mu) _ v (o s ) (et 1) Cne—o (A37)
opf ks=+1 2 E/
Fyn ¢ [ 1 e
opb ks—+1 ePEls —1  E}
. b
+%} £ Nx=0. (A38)
2ED

Using the five self-consistent equations of Eqs.(A34) through (A38), we determine X, A,
Ag, uf and u’ at each doping and temperature. Both the pseudogap temperature T* and
the superconducting transition (bose condensation) temperature T, are determined to be the

temperatures at which the spin gap A{; and the holon pairing energy (gap) A} respectively
begin to open.

Appendix B: SU(2) action from the U(1) action

The t-] Hamiltonian is manifestly invariant under the local SU(2) transformation g; = ¢'7*¢
for both the spinon and holon spinors with <f ZJ}> = gi f i, ( f 2, ) = g / A
i2 fiy —Ji —fit

and (Zg) - gi(%), satisfying ¢y = bl fy = (b,0) <£{) = (b},0)gtg; <fz> =
(bfy’ﬂ)(?}}) and ¢ = bify = (Wz@(ﬁ%) = (], )&Sz(m.) =

(b}, b1) ( f > [26]. We introduce additional Lagrange multiplier terms involved with the
11
constraints IT ; i = 0and f; f;y = 0 to write

— i Nl fio + b1 = 1) — i AR — i A filfa (B1)
1 1 1

in order to allow for SU(2) symmetry. Thus writing spinors 1/)?1 = <fT ) nd l[) = ( flj)
il —Jir
b
for spinon, h? = ( ' ) for holon and the three-component Lagrangian multiplier field a? with
0

01) _ A 4iA” 02) _ —A'4+A" 0(3)
a; =T 4 = T g

= iA;, the U(1) action in Eq.(A6) can be rewritten as
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SU 1)[b,f, a] = /Oﬁ dt [Zh9+aTh0 +5 lez+aT¢za —t E < ?ujh? (hOJrlP],x) + C'C')

<i,j>

2 ha WO hOS Y (£l = R AT (i fiy = Fiufin)

2500
L Slefio 0+ 1) = Dl (GYfloyi,+hol)|. (82)
1
Here the fourth term is the Heisenberg interaction term, H; = —% Y<ij>bi b]b]*b:r( il ]T
M Uinfis = firfin)-
We rewrite the spinon part of the Heisenberg interaction,
J
UL = FRED G fiu — Fiufir)
Iy t k t T
- [21 (Fhokstip) (Fhokstio) — (Fhfid (£ fim) |
Jr1
=1 [4_1 <tr‘F?*‘F?(Uk)T> (tr‘F?+‘I’?(0'k)T> _ (f,&fza)(ﬂ%ﬂﬁ)}' (B3)

where ¥V = (2{ f}%) and (f} zxﬁflﬁ) Ttr (‘P?+‘F?(0'k)T> [? ]. Here ()T denotes the

transpose of the Pauli matrices for k = 1,2, 3.

Realizing h; = g;h) and ¥; = <f il f 2, ) = g (f i _f o ), and using Eq.(B3), the SU(2)

i2 /il i /it
symmetric Heisenberg interaction term is given by
1
11 = i <IZ];>(1 + k) (1 + 1Thy) h (re P (™)) (15T = (fhfia) (£ fip)
= —£ Y. (R (LK) (fhfh — D) (Fufia — fiafin)- (B4)

<i,j>

Taking decomposition of the Heisenberg interaction term above into terms involving charge
and spin fluctuations separately, uncorrelated mean field contributions and correlated
fluctuations, i.e., correlations between charge and spin fluctuations as in the U(1) case, the
SU(2) action is rewritten,

B
Slows furdi) = [ [ T (bhdcbia + Fhocfa) + B, (B5)

=12
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where

Su(2
Ht—]( = Z [ fuxf]tx b]+1 i1 — bizbjz) +c.c.

<1]>
+(fz’2fjl — firfj2) (blybiz + blibj2) + c.c.}

Z K (fafh = Fifh) (firfia — fj2f1'1)>(1 +hi ) (1+ hThy)

2 4.
+((U ) A+ ) Y (1R — £ fnfia — Fofn)

(i) O+ B W (AL = Ff5) (Ffa = finfa))

+ (U i) () = (U B (L Ry ) )

(A = AR i fo = finfi) = (Fof = FifR) (finfi = Fofin) )|

—u Z 1—hhy)

- Z(M (Fhfh + bhibin) + AP (Fafa + bhbir)

+1/\ (fﬂle fioft + blibi — b:'rzbiz)>- (B6)
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