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Introduction

The study of quantum many-particle physics has lead to the discovery of many new states of
matter over the past decades. Experimental discoveries like superfluidity, the Meissner effect,
the Kondo effect, and the fractional quantum Hall effect, have puzzled physicists for a long time
and did not fit into the earlier physical picture. However, they finally all lead to important new
concepts in many-particle physics.

Landau has shown that phase transitions can be understood in the framework of broken sym-
metries, which can be described in terms of order parameters. Furthermore, he has shown in
his theory of Fermi liquids, that the single-particle concept is still valid for interacting many-
particle systems close to the Fermi surface, if the electrons are replaced by quasiparticles, which
are adiabatically connected to the free non-interacting electronic states.

In a metal, the kinetic energy dominates the physical properties and the quasiparticle states
can be described by delocalized plane waves. On the other hand, if the potential energy dom-
inates, the quasiparticles become localized for a filling of one electron per lattice site. Many
ferromagnets can be perfectly described by localized magnetic moments. In cases, where the
kinetic energy is of the same order of magnitude as the potential energy, or in cases where de-
localized electrons interact with local magnetic moments, like in heavy fermion systems, it is
difficult to find an appropriate starting point.

Instead, collective behavior and emergent properties of matter start to play an important role
[1]. Emergent properties are well known in biology and mean, that at each level of complexity,
entirely new properties of the quantum many-particle system appear. For the fractional quantum
Hall effect, this lead to the concept of fractional statistics and composite fermions.

Recently, the possibility to create Bose-Einstein condensates (BEC’s) with a macroscopic
number of atoms or molecules [2—6] has renewed the interest in the mesoscopic physics, where
the quantum world comes into touch with our everyday world. Many of the new concepts of
guantum many-particle physics have also lead to new developments in other fields of physics,
like cosmology [1]. Furthermore, they also triggered many new possible technical applications
in the field of quantum computing, quantum encryption, sensor devices, and energy technology.

In the following, we concentrate on the phenomenon of superconductivity. For about 100
years, it is known that some metals become superconducting at very low temperatures. These
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2 INTRODUCTION

metals completely loose their resistance for an electric current and expel any applied magnetic
field (Meissner effect). The phenomenology of Ginzburg and Landau, and later the microscopic
theory of Bardeen, Cooper and Schrieffer (BCS), were able to provide a satisfactory explanation
of these conventional low-temperature superconductors in terms of gauge-symmetry breaking
and the macroscopic occupation of an electron-pair (Cooper-pair) wave function, where the
pairing-interaction is mediated by lattice distortions (phonons) [7].

About 20 years ago, high-temperature superconductors were discovered. The common prop-
erty of all high-temperature superconductors are Copper-oxide {Cpi@nes, which are re-
sponsible for their superconducting properties. All high-temperature-superconducting cuprates
are doped Mott insulators with numerous competing orders in their ground state [8—-12]. Mott
insulators differ from conventional band insulators in that the strong on-site Coulomb repulsion
makes a double occupancy of two electrons per lattice-site energetically unfavorable. As a re-
sult, the electronic system behaves like an insulator rather than a good conductor at half-filling.
An important signature of doped Mott insulators is the strong correlation among the charge car-
riers and the high sensitivity of their ground state to the doping level. In cuprates, the ground
state of the undoped (half-filled) perovskite oxide is an antiferromagnetic Mott insulator.

More than fifteen years after their discovery, the high-temperature superconductors (HTSC)
and the microscopic mechanism leading to superconductivity is still a central and unsolved
problem in solid-state research, as can be seen from the large amount of controversial papers,
appearing every week on this subject [13—-17]. One reason is the not yet achieved connection of
the microscopic interactions at the level of electrons and ions at high energy and high tempera-
ture, with the “emerging phenomena” at lower temperatures, i. €. competing and nearly degen-
erate order, like antiferromagnetisatwave superconductivity/-density-wave order, charge
order, etc.

What one needs to do is to correctly bridge high to low energies and eventually solve the
ground-state problem. Up to now, it is not obvious how one can systematically apply the
renormalization-group idea to integrate out the irrelevant degrees of freedom, due to the dif-
ferent competing orders, which are not separated by distinct energy scales, and which might be
a sign for an unstable fixpoint controlling the phase diagram of the cuprates.

Instead of trying this seemingly impossible task, one could alternatively assume a certain
low-energy order to be realized in the cuprates and explore the consequences of this order. A
detailed comparison between theory and experiment then allows to confirm or rule out this order
in the cuprates. In this thesis, we proceed along this line and use a phenomenological BCS-like
model to discuss the possibility of a phase fluctuation regime in the underdoped cuprates, which
Is characterized by local Cooper-pairs without global phase coherence. The fluctuations of the
phase were treated by means of a Monte Carlo simulation of a clagSicalction.



Phase-fluctuation scenario

A number of different experiments indicate a suppression of low-frequency spectral weight in
the underdoped cuprates below a characteristic tempef&tutieat is higher than the supercon-
ducting (SC) transition temperatufg [18—27]. This striking behavior — termed pseudogap —
initiated a variety of proposals as to its origin [28—36], since the answer to this question may be
a key ingredient for the understanding of highsuperconductivity. One of these proposals is
that the pseudogap arises from phase fluctuations of the superconducting gap [32].

Experimental findings

The phase-fluctuation scenario of the pseudogap is motivated by two experimental observations.
Firstly, the pseudogap has the same size as the SC gap and continously evolves out of the SC
gap abovel,. [24, 26]. Secondly, in the underdoped cuprates, the SC transition température
does not scale with the SC gap sixg(7 = 0), as expected from the conventional BCS theory,
but rather scales with the zero-temperature superfluid demgidy [37]. On the other hand, the
onset temperature of the pseudo@épscales with the SC gap size.(T' = 0).

However, the pseudogap temperatilifeis not a sharp transition line. Different experiments
yield different results fofl *. Therefore, it is rather a smooth crossover line where fluctuations
of different kinds are getting large enough to become experimentally detectable. In fact, there
exist at least two pseudogaps in the underdoped cuprates. Besides the low-energy pseudogap
of sizel,., also a high-energy pseudogap was observed in photoemission experiments, which
is of the order of the magnetic exchange enefggnd associated with local antiferromagnetic
fluctuations [38].

Phase-fluctuation model of Emery and Kivelson

Many pseudogap phenomena can be understood by the assumption that the low-energy pseu-
dogap is of superconducting origin. Emery and Kivelson [32] pointed out that two ingredi-
ents are necessary for superconductivity: pairing of the electrons into Coopeamphgiobal

phase coherence among the pairs (see Fig. 1.1). The pair-binding temperature can be obtained
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4 CHAPTER 1. PHASE-FLUCTUATION SCENARIO
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Figure 1.1: Sketch of the cuprate phase diagram. The superconducting dome is a result of two
temperature scales. The pairing temperature T ¥ ~ A, below which local pairs form, and the
phase ordering temperature T, ~ ps(0)/m*, below which global phase coherence among the
pairs is established. The pairing strength and accordingly As. decrease with increasing doping,
whereas the superfluid density ps(0) increases with number of doped charge carriers. In the
doping regime, where T, < TMF | phase fluctuations give rise to pseudogap phenomena above
T.

from the standard BCS mean-field theory and is proportional to the SC gagl¥ize~ A,.
On the other hand, the phase ordering temperaturebelow which global phase coherence
among the pairs is established, is determined by the zero temperature superfluid dé@xsity
Ty ~ ps(0)/m”".

In conventional metallic superconductors and in the overdoped cuprates, the density of su-
perconducting electrons is large. There, one K" < T, and consequently with pairing
one immediately obtains phase coherence among the pairs (see Fig. 1.1). Therefore, the tran-
sition temperaturd’. to the superconducting state is solely determined by the BCS mean-field
pairing-temperaturel{, ~ TMF),

On the other hand, the underdoped cuprates are in close proximity to the Mott insulating
state. Accordingly they have a very small charge carrier density. HE;];{;—)T%F and the SC
transition temperaturé, is determined by the phase ordering temperafye Thus, starting
from high temperatures, local pairs form at a temperaftire- 7, well above the actual
SC transition temperaturg. ~ T,,, where phase coherence among these pairs finally sets in
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(see Fig. 1.1). In the intermediate temperature regime bet@g€h= 7 and7, =T, phase
fluctuations give rise to pseudogap phenomena.

BCS, BEC, and phase fluctuations

The phase fluctuation scenario differs from the conventional BCS scenario as well as from the
scenario of a Bose-Einstein condensation (BEC) of tightly bound pairs. In metals, the Cooper-
pair radiuség is much larger than the distandédetween the pairsg > d). Due to the strong
overlap of a vast number of pairs, pair fluctuations are unimportant and the transition to the SC
state can be described by the BCS mean-field theory.

In cases, where the pairing potential is very large, the Cooper pairs are tightly bound and
can approximately be considered as bosoi#ence the term Bose-Einstein condensation for
the SC transition. Since in the strong coupling limit, the pair §izis much smaller than the
distanced between the pairg§ < d), pair fluctuations start to become very important.

The pair fluctuations are usually treated in a perturbative way by taking into account dia-
grams beyond the BCS mean-field approximation. These are the famous Aslamazov-Larkin
diagrams, describing short-time Cooper-pair fluctuations aliQy¢he Maki-Thompson dia-
grams, describing the Andreev reflection of single-particle excitations by SC fluctuations, and
finally the density of states diagrams, describing the suppression of the density of states of the
normal charge carriers due to Cooper-pair fluctuations.

In the phase fluctuation scenario for the underdoped cuprates, we are in the intermediate
coupling regime withp ~ d, in between the BCS and BEC limits. Furthermore, due to the
proximity to the Mott insulating state, the superfluid density is strongly suppressed. Hence, the
dominating fluctuation channel is that of the phase of the Cooper pairs. In fact, it is assumed,
that phase fluctuations are the only fluctuations channel uf*to This anomalously large
phase-fluctuation regime cannot be understood within a simple strong-coupling Ansatz. It is
believed (see Sec. 2.3), that bad screening of the charge carriers and competing orders are a
possible reason to stabilize local pairs with fluctuating phases up to highest temperatures. The
justification and consequences of this assumption will be discussed in great detail in Chap. 2.

Analogy to magnetism — local moments

The phase fluctuation scenario has an analogy in the theory of itinerant electron ferromagnetism
[39]. Within the Stoner mean-field description, the ferromagnetic state appears below the Curie
temperaturd . The magnetic moments leading to the uniform homogeneous magnetism are
absent abovd~ and form exactly atfi-, concomitant with the macroscopic ferromagnetic
phase.

However, in band-ferromagnets like Fe, Co and Ni, there is evidence for rather strong local
magnetic moments already in the paramagnetic phase dpovEhese materials rather resem-
ble a picture, where at a temperatdre- T, disordered local magnetic moments are formed,
with (s?) # 0 and(s) = 0. The Curie temperaturg is then given by the temperature, where
the local magnetic moments align co-linear gdg¢l # 0.

1This analogy is not exact, since Cooper pairs do not satisfy the commutation relation for bosons.
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The formation of local magnetic moments ab@yeis completely analogous to the formation
of local pairs in the phase-fluctuation picture ab@yeThe phase transition to the ferromagnetic
state atl -, where all local moments are getting aligned along the same direction and which is
associated with the spontaneous breaking of spin rotation symmetry, is completely analog to the
transition into the superconducting statd atvithin the phase-fluctuation model, where global
phase coherence among the pairs sets in and which is associated with the spontaneous breaking
of gauge symmetry.

Note that the formation of local magnetic moments or the formation of a local pairs with
fluctuating phases is no phase transition, since it is not accompanied by a spontaneous symmetry
breaking. It is rather a crossover temperature, below which the different fluctuations are getting
important. There exist other theories of the pseudogap (see below), which assume a phase
transition.

Further experimental support for phase fluctuations

Besides the already mentioned observation of a pseudogap in the excitation spectrum above
T., which has the same size as the SC gap, and the fact/thstales with the superfluid
density, there are various other findings strongly supporting a phase-fluctuation scenario for
the pseudogap in the underdoped cuprates. For example, high-frequency conductivity exper-
iments have indicated a SC scaling behavior of the optical conductivity already d@bane
underdoped BiS»,CaCuyOg, s (Bi2212) [40] and photoemission experiments revealed a close
connection between the S&, 0)-photoemission peak and the superfluid density [41]. The SC
(m,0)-photoemission peak was observed even slightly aliova underdoped Bi2212. These
experiments will be discussed in greater detail in Sec. 4.3 and Sec. 3.2.

Furthermore, a strongly enhanced Nernst signal was measured ’Bbiovenderdoped sam-
ples of La_,Sr,CuO, (LSCO), which is usually associated with the presence of vortices in the
superconducting state and therefore implies Thatorresponds to a loss of phase rigidity rather
than a vanishing of the pairing amplitude [27]. The evolutiofToWith electron irradiation in
underdoped YBzCusO7_s (YBCO) also emphasizes the importance of phase fluctuations [42].

Finally, detailed measurements of the doping dependence of the low-temperature heat con-
ductivity in LSCO and YBCO clearly show that the quasiparticle excitation gap has a pure
d-wave form throughout the cuprate phase diagram [43]. Moreover, no sign was found of a
possible (quantum) phase transition or a different order parameter being responsible for the
pseudogap [43].

Alternative scenarios

As already said, the pseudogap temperdltires not a sharp transition line, but rather a smooth
crossover line where fluctuations of different kinds are getting large enough to become de-
tectable. Alternatively, it could also be a phase transition line, which is strongly broadened by
disorder. A possible order compatible with the experimental observationg-deasity wave
(DDW) order [28]. However, until now, no clear evidence for a quantum critical point or a
phase transition was found [43].
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On the other hand, if the pseudogap is only caused by fluctuations, no clear experimental
identification of the type of fluctuations might be possible due to the near degeneracy of the
various competing orders. Depending on the temperature, doping and material, contributions
from spin fluctuations, SC phase fluctuations, dynamic spin/charge-stripes, DDW fluctuations,
etc., might be observed.

Different theoretical models

On the theoretical side, the phase fluctuation scenario was explored by various different ap-
proaches. Franz and Millis calculated the single-particle spectral weight by a semi-classical
coupling of the supercurrent to the quasiparticles, which leads to a Doppler-shifted excitation
spectrum [34]. A similar perturbative approach was used by Kwon and Dorsey to calculate
several single-particle properties [35].

Franz and Tsanovt exploited a connection between the phase action of a phase fluctuation
model for the cuprates and quantum electrodynamid® in 1) dimensions (QEB) to obtain
the single particle excitation spectrum and quantum critical behavior of their model [44]. Herbut
has shown, using the same approach, that the topological vortex defects in a phase fluctuation
model can lead to an incommensurate spin-density wave [45].

In this thesis, we introduce a phenomenological phase fluctuation model, which allows the
exact calculation of the single-particle excitation spectrastwell as the calculation of optical
and magnetic properties. The advantage of usisgge model with afixed set of parameters
is that it gives a more coherent picture of the role of phase fluctuations in the pseudogap regime
of the cuprates.



Model and techniques

In this chapter we introduce a BCS-like Hamiltonian that accounts for phase fluctuations of the
superconducting order parameter. The fluctuations of the phase have eventually been treated
by means of a Monte Carlo simulation, where the statistical weight of each phase configuration

is given by a classicaK'Y action. Results of this simulation are shown in chapters 3 to 5.
Before discussing this approach, we first address the more general case and demonstrate, how
one can obtain aicroscopic phase action from the BCS-like Hamiltonian, which includes the

full quantum dynamics of the phase and under which conditions this more gemneradcopic

action reduces to A Y -like action.

Furthermore, we discuss, how one can — in principle — obtain a quaityimaction for
the phase by coarse graining the microscopic action on the scale of the Cooper-pair coherence
length &o. This coarse-grained quantumXY action no longer depends on the microscopic
details of the system and the only parameter left is the superfluid density or phase stiffness.
After a discussion of the general properties of ig model, we show how to fix the parameters
of our phenomenological phase fluctuation model. Finally, it is explained, how the model is
implemented and solved numerically.

Our general goal is to derive a simple model, that contains only two free paraniEtersd(
T*, in units of the energy scaig, but nevertheless captures all the essential physics of the phase-
fluctuation scenario. In particular, we are interested in the coupling between phase fluctuations
and the electronic degrees of freedom. The model will be solved exactly, without any further
approximations or readjustments of parameters. Our idea is to compare the results of this model
with a variety of experiments in the pseudogap region of the underdoped cuprates, in order to
explore the notion, that the pseudogap and related phenomena observed in this region of the
phase diagram, have their origin in phase fluctuations of the superconducting order parameter.

In the following sections we use units such that ¢ = kg = 1 and measure all energies in
units oft, unless otherwise specified.
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2.1 Hamiltonian
The Hamiltonian, we want to consider, can be separated into two parts
H = Ho+ H;, (2.1)

where the first partig is the Hamiltonian of tightly-bound non-interacting electrons on a two-
dimensional (2D) square lattice

Ho=—t 5 (chaotco)—t S (heote o) —nY nig (2.2)
(i]),0 ((i])),0 I,o

Here,c;r(7 (ci,) creates (annihilates) an electron of spion thei?” site of the 2D square lattice
andnj, = ciTUciU is the number operatot. andt’ denote effective nearest-neighbor and next-
nearest-neighbor hopping-terms gmds the chemical potential. The anglés-) and ((---))
indicate sums over nearest-neighbor and next-nearest-neighbor sites of the 2D square lattice,
respectively. In what follows, we set in most cases 0.

The second part of the Hamiltonidfy contains a BCS-like interaction, which for thHevave
case is given by

Hy = —g%(Aiamw +AL(Bis)), (2.3)
|
with
1
T T T T 1
B = NG (¢i1Civs, — G Cigsr) (2.4)

and) connecting nearest-neighbor sites. The coupling congtatands for the strength of the
effective next-neighbot,>_,.-wave pairing-interaction. The origin of this pairing interaction

is unimportant for the further calculation. It can be either of pure electronic origin, like spin
fluctuations, or phonon mediated. The only important thing is, that there exists an effective
pairing interaction, that produces a finite locgb_,.-wave gap as one goes below a certain
temperaturd™. In contrast to conventional BCS theory, we consider the pairing-field amplitude
not as a constant real number, but rather as a complex number

1 :
T Tt toT O;
i) = 5 CircivsL ~ o) =B (2.5)
with a constant magnitud®and a fluctuating bond-phase fialgs. In order to get a description,
where thecenter of mass phases of the Cooper pairs are the only relevant degrees of freedom,
we write thed,2_, »-wave bond-phase field in the following way

o { (pi + pirs)/2 for ¢ in z-direction
is =

(ei+¢iys)/2+m for 4§ iny-direction, (2.6)

wherey; is thecenter of mass phase of a Cooper pair localized at lattice site
As already said at the beginning, this model has been solved by means of a Monte Carlo
simulation, where the phase configurations are constructed from a cla&¥sicalction (see
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Secs. 2.4 and 2.5). The validity of this approach will be discussed in great detail in Secs. 2.2
and 2.3. There, we derivemicroscopic quantum phase action for our Hamiltonian and discuss,
how acoarse-grained quantumXY phase action can be obtained, which only depends on the
superfluid density. So far, this means that we consider all high-energy degrees of freedom,
including those responsible for the magnitude of the local pairing gap and intgengi-wave
structure of the Cooper pairs, as effectively being integrated out.

Since it is still not clear, whether the electron doped cuprates-arave ord-wave super-
conductors and because phase fluctuations might also be important for these materials, due to
the proximity to the Mott insulating phase, we consider in addition todtimave form of the
superconducting gap, also afwave on-site pairing interaction of the form

Hi=UY (cijcip e+l Ae™™). 2.7)
|

This pairing interaction can be viewed as being derived from a neg@tié < 0) attractive
Hubbard model. Additionally, comparing oghtwave results with those obtained for thevave
gap, allows for a deeper understanding of the general phase fluctuation problem.

All the interaction terms (Egs. (2.3) and (2.7)) can formally be obtained from a general many-
body Hamiltonian, with the help of a Hubbard-Stratonovich transformation in the pairing field
[46]. After the Hubbard-Stratonovich transformation, one makes a saddle-point (BCS) approx-
imation for the magnitude of the pairing field, but then takes into account phase fluctuations
around this mean-field saddle-point. The magnitude of the superconducting (SC) mean-field
pairing-gapA,. can be determined by the usual BCS gap-equation. The single-particle exci-
tation gap at the Fermi surface has the maximum vﬂg@(: 2A,.. For thed-wave case it
is related to the pairing amplitude, defined in Eq. (2.5)My= 2v/2¢A and for thes-wave
case byA;. = UA, with A defined in Eq. (2.7). The size of the quasi-particle excitation gap
A, again determines the mean-field transition temperafif&, which we take as pseudogap
temperaturd™.

Thus, our Hamiltonian has all ingredients necessary for the phase fluctuation scenario: below
a temperaturd™, a finite local SC gap develops, however due to phase fluctuation of the SC
order parameter, the true SC transition is suppressed to a much lower temp@atuie’,
where phase coherence finally develops. This model Hamiltonian contains, in principle, only
one tunable parameter, i. e. the size of the SC/gam units oft and thereford™. The hopping
parameter only defines the overall energy scale of the Hamiltonian. The partition fungtion
is then given by

Z =Tre PH. (2.8)

Here one has to take the trace over all fermionic stateSthe phase variableg;. In the
following section we illustrate different ways to carry out this procedure. Eventually, we will
make a quenched average over the phase degrees of freedom, which is done by means of a
Monte Carlo importance sampling procedure of a classicgalphase action.
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2.2 Derivation of effective phase-action

In this section, we discuss different methods to calculate the partition function (Eg. (2.8)). We
first start with a mixed representation, that explicitly contains the fermionic and phase degrees
of freedom in the partition function and show how the trace over the phase-field could be per-
formed, in principle, with the help of a (quantum) Monte Carlo (MC) simulation. We then
introduce an effective scheme, to construct an approximatiieoscopic phase-only action

from our Hamiltonian, which is based on a cumulant expansion of the partition function. This
effective microscopic action can be expressed in terms of pair-correlation functions. Then we
go one step further and discuss, howoarse-grained XY phase-only action can be obtained,
which only depends on the superfluid density.

2.2.1 Mixed phase-field and fermionic action

In section 2.1 we have neglected the time dependence of the phase field to get a Hamiltonian
description. In general, one however has to take this time dependence into account, which has
its origin in the Hubbard-Stratonovich transformation on the discrete imaginary time slices [46].
Here one writes the partition function as

L
Z=Tr ﬂe—ATH, (2.9)

with 8 = LAr. Now one can write

e—ATH — e—AT(H0+Hv) ~ e_ATHO e—ATHV + O(ATZ), (210)
whereHy, is thefull interaction term, which in case of thlewave Hamiltonian is given by

Hy =—g %(Ai(SAiT(; +AT ), (2.11)
|

and Hg contains only single-particle operators. The error in doing this is of odérand
negligible in the limitAr — 0 (L. — ). In the next step one uses the Hubbard-Stratonovich
transformation, which is nothing but an operator version of the familiar Gaussian integral, to
bring the interaction term ia~27Hv into a form that is bilinear in the fermion operators and
where the fermions now “interact” with a complex pairing fiéig [46]. This yields integrals
overAjj and its complex conjugaﬂg}.

So far everything is exact. Now, since we are interested in fluctuations of the SC phase around
the BCS mean-field solution, one can write the integration variaplas A = |Ajj| ¢! ®i and
fix the magnitude of4;| at the mean-field saddle-point value. In case of the next-neighbor
d-wave interaction, introduced in Sec. 2.1 this means, that one approximates the full interaction
in e &7Hv py

1
NAT

27
/0 !‘!dqaij () e OrH(m), (2.12)
J
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whereH(7;) is the interaction term defined in Egs. (2.3) and (2.5) With— ®j;(7;) and Na-
Is a normalization constant. The discrete imaginary time ingex/ At has been introduced to
emphasize, that this transformation has to be performed at each time step. In the exponent of
Eq. (2.12) we have omitted the term|Ajj|2, that only contributes, when the magnitude of the
gap fluctuates and that has already been used to obtain the magnitude of the BCS mean-field
gap.

By introducing the new creation (annihilation) operatqbf,g (¥mm), with

¢Jn:(...c;rT...7...cjl...), (2.13)
one can simplify the notation and define

Dy = ¢ BrHo (=BT HA(T) — (=B Y Tt =BT B0 Vi (71) 6 (2.14)

and
B, = e—ATTe—ATV(Tl)’ (2.15)

whereT andV (7;) are the matrices defined in Eq. (2.14). After putting everything together, one
finally gets

Z- %/Trjj !;!dcbi,- (7) Dy, (2.16)

with N = L Na,. This is the standard auxiliary field quantum Monte Carlo (QMC) problem
[47-49]. The trace over fermions can be taken explicitly, since there are only bilinear forms of
fermion operators [48, 50, 51]

L
Tr DlDl =defl+ ByBr 1---B1| = detO{q)ij ()} (2.17)

and one obtains
1 L
Z== / dP; (1) detOy g, 1y = Tro detOg. (2.18)
i D !:! i {@y(m)}

The trace over the phase field can be calculated with standard MC techniques. The determinant
Is in general not positive and one has to define

P(®) = |detOo| (2.19)

as Boltzmann weight for the MC simulation. This is the so called “sign problem”, which can
cause severe problems at low temperatures, where it produces large MC errors that increase the
computing time dramatically [52, 53].

The Green’s functiorﬁmn(n,rz) = ([P for a fixed phase-field configuration can be ob-
tained by [48]

~ 1
Gmn(Tl’ 7-2) - <1/}m (Tll)wZ(Tl2)> - (BllBllil o Bl2+11+ Bl cen B]_BL cee Bl +1
2 2

Ymn (2.20)
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and thefull Green’s functiorz,,, , (71, 2) by

- Tro G[®] detOg

Gmn(71,72) = ({(Um(71) U (7)) = 7 (2.21)

On the other hand, if we treat the phase as a classical field-variable, things look much simpler.
The partition function (Eq. (2.8)) can be written as

Z =Tr,Trpe PHUSD, (2.22)

where T, and Tr- are traces over the classical phase degrees of freedom denofgd Jby
and the fermion degrees of freedom, respectively, Hrifly; }) is the Hamiltonian defined in
section 2.1. The trace over the fermion degrees of freedom is easily calculated by diagonalizing
the Hamiltonian matrix for a fixed set of phases }
Ndim
Trpe PH{A} = |—| [1+e PEMad), (2.23)
v=1
whereE, ({¢;}) are the eigenvalues of the Hamiltoni&i{{y;}) and Ngin, is the dimension of
the single-particle Hilbert space. After this, the problem can be considered as a classical one,
in which the partition function is given by

Z =Tr, e Sellei}), (2.24)

with the effective phase action

Ndim
Seri({pi}) =~ 3 log[1+ e PEv({aib)), (2.25)
v=1

The trace over the phase is effectively calculated by a MC importance sampling with Boltzmann
weighte—et({#i}) for a given configuration of phasds;}. This procedure is less computing
time intensive then the determinantal QMC algorithm. Furthermore no sign problem occurs,
since the Boltzmann weight idways positive, so that one can run the MC simulation, in prin-
ciple, at arbitrarily low temperatures.

Moreo, Dagotto and others have applied this method successfully to fermions interacting
with classical spin degrees of freedom [54-56]. However, the disadvantage is that one neglects
the quantum dynamics of the phase-field which is getting more and more important as on re-
duces the temperature. Therefore, one question naturally arises: can one take into account the
guantum dynamics of the phase-field without running into the computing-time intensive sign
problem of the determinantal QMC algorithm, an obstacle that could even defeat the whole
QMC simulation at low temperatures?

Bickers and Scalapino [57] have proposed a general scheme to construct an effective
dependent action for fermions coupling to a Hubbard-Stratonovich field. Their method was
first implemented by Monthoux and Scalapino for the Holstein model [58]. There however,
they eventually made a static Ising-like approximation for the effective action. In this work, we
want to follow the original ideas of Bickers and Scalapino and construct an effective phase ac-
tion for our BCS-like Hamiltonian which takes the quantum character of the phase into account.
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Bickers’ and Scalapino’s general scheme allows to create the phase configurations much faster,
in a less computing-time consuming way, than the methods introduced above. It also allows
for a deeper insight into the physics of the phase-fluctuation problem and gives us some control
over the sign problem.

We start again with equation (2.16). In an explicit form, it can be written as

1 L
7 = N /Tr ﬂ !_! Ay () ¢~ BTHo o—ATHy (7))

]1-[ /.I r ! ! d(bu (7-[) - ch'J (7_1> e—ATHl(TL) B_ATHO . e_ATHl(Tl) e_Aq-[—IO7
i <|Ij|>

where we have formally labeled the indices in the second line such that we start with the largest
7; from the left. Please note, that we have also interchanged the interacting with the non-
interacting part of the Hamiltonian in the exponents of the second line, which is always allowed
for AT — 0. Now, we introduce a unity operator of the foem™ o . ¢71Ho petween each time
slicel + 1 andl.

7 — i /Tr !—! ch” (TL) . (6—TLH067'LHO) e—ATHl(TL) e—ATHO (e_TLleoeTLleO) e—ATHl(TL,l) .
N .
1]

= %/Tr !T!d(bij (11)--- e TLHo (eTLHoe—ATHl(TL)e_TLHO> (eTL—lHOe—ATH]_(TL_l)e—TL_lHO)
1]
L

1
= [Tre T DR (¢Hoeb7Ha(m) = miHo)),
B ij

(2.27)
where in the second line we have used thdt™ 7o ¢~7-1Ho = ¢ =70 gnd recalling in the third
line thatr;, = 3. At this point, we are no longer allowed to change th@rder. Therefore,

we had to introduce theordering operator ;Tin the third line, which should indicate that the
product over inside the brackets- - | starts with the largestto the left.

Equation (2.27) can now be brought into a more compact form by using the path integral
notation

2| [ 2T T e o™ iy, (2.28)

Here, T. is the (imaginary) time-ordering operator which puts the operator at the latest time
farthest to the left and/{ (7) is the interaction picture form aff1(7), defined as

Hi(r) = e Hy(r)e o, (2.29)

Next we expand ;I'[e—% foﬂhHll(T)dT] in powers of the coupling to the phase field. Up to second



2.2. DERIVATION OF EFFECTIVE PHASEACTION 15

order we get

Bh . .
1 pon [ S [49() 260 1 () )

TS / dry / in 3 Tl ¢/ P) 4 AT () e )

(B (72) € O ) 4 AT () €719 )] 4 0(gP),
(2.30)

wherel, (1) = e™Ho A s e 7Ho, Taking the trace over fermions then yields

Z ~ Zo / !‘! D[Djj ()] {1+ % g /0 " ar % ((Bis(7))o e P8 (AT (7))o eI ®is()y
ij |

1 5 z/ﬁh /ﬂh
— g°A d d
+2hzg 0 1 0 7’2_;/

Ay (T2 oe’q"é 71) ot Pjor (72) (2.31)

(72)])

i (72)])o ¢! Pl 1S
5(m2)])o e~ ®is(T1) Zq’jy(fz)
j5(72)])

0 e~ 1 ®is(11) o= (Djé’(TZ)}

)

with the partition function of the free Hamiltoniafy = Tre®Ho. Here,(---)o indicate normal

expectation values and|[- - -])o expectation values of the time-ordered operator product with
respect to the free Hamiltoniaio.

Next, we want to bring the approximate partition function back into an exponential form by
using the following cumulant expansion

1 1 1
1+gA+ 1'ng — IN(L+gA+39°B) 69A+§gZB—§gZA27

5 (2.32)

where we have used in the final stepllr- ) ~ = — x_22 which is correct taO(

g%). We therefore
obtain

7~ 7 / !‘! D[Py (r)] e~ Ser @ (7) (2.33)
J
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with the effective action
o i0,(r) AT i Py (7)
Sl 4] = —5.98 [ 5 (o4 (8]0 1)
|

1 272 ph ph
_Z_h,ng/o dT]_ 0 dTZ.Z

0 e*icbi&(Tl) ei¢j5/(72) (234)

o e i Pis(11) 6*i¢j5'(72)}

~

((Dig(r1))o e o) 4 <AiT6(7'1)>0 e~ Pis(m)y
By (r2))0 € D) 4 (Af (r2))0 e A7),

At this point one can see that the additional third term, which is a result of the cumulant expan-

sion, exactly cancels théisconnected contributions from the second term. Therefore one can
write

Bh . .
Sl (7)] = 0 [ 7 3 (B15(r))o )+ (&m0

1 5., [P0 Bh
——— oA d d
20 /0 h & i6§5/
{(T[Bi5 (1)l (7)) ' ol70) ¢! Pior (72 (2.35)
+<T[AI 5(7-1)AJ'T5/ (TZ)])E?”” ei Bis(m1) e—i ¢j5/(T2)
+<T[A?5(71)AJ g (m2)))8™ o1 Pis(11) i Py (72)
H(TIAN (AN, (r2)])gm e @) 19w (2)y,

where (- --)§™ means, that only diagrams connectingith j andr, with 7> contribute to the
effective action if one uses Wick’s theorem to write the expectation value of the time ordered

product in terms of Green'’s functions. This is the so-called linked cluster theorem [46, 59].
By introducing the two-component field operator

‘TJ(i,T) = [ CiTT(T) ]

(2.36)
Cil(7'>
one can define the:2 2 superconducting (Nambu) Green'’s function matrix
G(i,7;i",7") = —(T (¥, ) YT’ 7))

G(i,n;i', ™) F(,r;i',7) (2.37)
FYi,mi' ") G(i,r;i',7)
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1+0 1+0
/\J\J\/{ W\{

1 1
gA e iq)lS(T) gA e_iq)léS(T)

Figure 2.1: Elementary vertices of the cumulant expansion for Sefr.

with
G(i, i, 7') = —(Teleir(r) e, (7))
F(i,r;i',7") = —(Tr 1 (7) i (7)])
2.38
i) = (Tl () () (239
Gi, i1, 7) = —(To[d] | (P) e (7))

and we finally obtain the effective action in terms of Green’s functions
1 ph . . i P t /. . —i D
Seft [Py (7)] = —?_LgA/ dr % \/é(Fo(I,T; i+0,7)¢€" i3 (7) + Fy(i,mi+6,7)e’ '5(7))
0 |

- ZAZ/ﬂthl ﬂthz
0 0 i
{=[Fo(i, m1;j,72) Fo(i +0,71;j + 0, 72)
+ Fo(i, 70:j + 0, 72) Fo(i +6,713],72)] € ®a(70) ¢ P (72
+[Go(i, m1:j,72) Go(i + 6,71, + 0", 72)
+ Goli, m1;j+ 8, 72) Goli + 6, 71;j, 72)] €' ®o(70) ¢~ Pigr (72)
+[Go(j,m2;1,71) Go(j + &', 7251+ ,71)
+ Golj, i+ 6,71) Golj + 6, 7251, 71)] eI ®i6(70) 7 Pior (72)
—[EN ) ) B4 6,705) + 6, 72)
+ (i1 + 0 m2) Fy (i+ 6,703, 72)] e P70 ¢/ P ()}
(2.39)

Fig. 2.1 shows the elementary vertices of this cumulant expansion and Fig. 2.2 the diagrams
for the second order contribution &¢. All Green’s functions appearing in Eq. (2.39) are free
Green’s functions. However, one can improve the approximation, as in the usual perturbation
theory, by using Hartree-Fock Green’s functions or starting directly from the symmetry bro-
ken BCS state. Which starting point (Green’s function) one chooses depends on the physics
of the problem. If one wants to consider small deviations from the BCS solution that are
caused by phase fluctuations at low temperatures then one uses BCS-Nambu Green'’s functions
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Figure 2.2: Diagrammatic representation of the second-order contribution to Ses. This term
contains the dynamic coupling of the quasi-particles to phase fluctuations. The wavy lines
represent phase fluctuations and the straight lines stand for all allowed combinations of Nambu-
Green’s functions.

in Eq. (2.39). On the other hand, if one wants to study the onset of phase coherence at high
temperatures caused by superconducting phase fluctuations then one rather uses free Green’s
functions.

It is very instructive to consider Eq. (2.39) term by term and discuss the contributions of the

different terms depending on which Ansatz for the Green’s functions one chooses. We start with
the first term containing only single anomalous Green’s functions. For free Green’s functions
this term identically disappears. For BCS-Green’s functions one can show by using the cyclic
property of the trace, that the fermionic contribution is static. Moreover, one can show that this
term is real and couples to the phase field in the fereog ®;;(7)). This is the simplest term
invariant under the transformatiohs(7) — ®js(7) + 2, however, it breaks gauge symmetry.
This is an artefact of simple BCS-theory which always chooses one fixed phase and therefore
one obtains a term that tries to push the phase back into the BCS gauge-symmetry-broken
state. Also for the most general anomalous Green'’s function this term is real, and the fermionic
contribution static, as in the well-known Hartree tadpole-diagram.

Next, we consider the term containing the product of two anomalous Green’s functions. This
term obviously also disappears if one uses only free Green’s functions in the effective action.
If one, however, uses anomalous Green’s functions and if they are symmetric under the inter-
change of coordinatés— j, which for a translational invariant system means symmetric under
space-inversion, then one can show that this term is real by using again the cyclic property of the
trace. Furthermore, in the BCS-case itis proportional t¢®gs$r1) +Pjs (72)). Thus, this term
is a higher harmonic contribution to the BCS gauge-symmetry-breakingteray ®;;(7)).

Finally, we come to the term containing two normal Green’s functions. This is the most
interesting term since it also contributes in the case of free Green’s functions and in addition it is
gauge invariant in all cases. However, it is only real if the system is particle-hole symmetric and
if the normal Green’s functions are symmetric under the interchange of coordiratgsvhich
again implies space-inversion symmetry for a translational invariant system. In fact, particle-
hole symmetry is sufficient to show that the phases couple X EHrike form ~ cog ®;s(1) —
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®;5(72)) to the fermions.

The inclusion of a magnetic field produces additional phase factors that change the explicit
form of this term. In the following, we want to give an approximate analytical expression for
this case. To simplify the notation, we only consider on-siteave pairing, i. e. we neglect for
the moment th@'’s in the effective action. We also assume that the phases are static objects,
that can be treated by a classical ensemble averagebi(e.= ®;.

To get an idea of the effect of a static magnetic field on the effective phase action it is useful
to recall that the Green'’s functid®(i, 71;j, 72) can be interpreted as the propagator of a system
that contains an additional particle. This additional particle is created at pgsatitimer, and
then propagates to positiorat timer;, > 7. If we treat the trajectoryuasi-classical, taking
only the direct path into account and neglect all other effects of the magnetic field on the many-

particle state then the electron propagator acquires a phasenfa@ftﬁr?% I A \wheree is the
electron charge and(l) the vector potential. Therefore, one could write the Green'’s function
in the presence of a static magnetic fiéld (i, 71;j, 72) in terms of the Green’s function without
magnetic field approximately &s

GAli, 702, 72) o 2T HADA G (i 11 ). (2.40)

Using this expression in Eq. (2.39), we can shift the magnetic field dependence of the effective
action from the Green’s functions to the cosine factor and finally obtain

~ i
Seff ~ —BZJH cos(CDi — @ +27r%/j A(I)dl) , (2.412)
]

wherejij is a short hand notation for the prefactor in Eq. (2.39). This prefactor is no longer
T-dependent if we assume the phases to be classical static variables. Please note that we get a
factor of% for the flux quantum in the cosine instead of a fac%@n’n the Green’s functions.

This is due to the fact that we have a product of Green’s functions in the effective action and
exactly corresponds to the phase acquired by a Cooper-pair of changevihg in a magnetic

field from positionj to i.

In the preceding discussion, we made the “ad hoc” assumption, that the phases are static
objects, in order to obtain a simple expression for the phase action in the presence of a magnetic
field (Eq. (2.41)). Any dynamic phase fluctuations will surely increase the total energy of the
system. Therefore, in order to take the time-dependence of the effective action (Eq. (2.39))
to a first approximation into account, one can make a Gaussian approximation and add a term
~ (Pi(7))? to Eq. (2.41) and write

S ! Bhd
effNﬁ/O T

The paramete@~ can, in principle, be obtained from Eq. (2.39) and controls the strength of the
dynamic fluctuations. This is just a very rough picture which should sketch the physics included

C’Z(d)i(r))z— %jll COS(qu(T) —¢j(7‘)—|—2ﬂ'%/jiA(|)d|>] . (2.42)

lPlease note that in a realistic calculation one has to take into account all paths, exchange terms, and also
the effects of the magnetic field on the many-particle wave-function like the breaking of translational invariance.
Hence, this is at best a heuristic way to motivate the physics included in this term.
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Figure 2.3: A typical diagram showing vertex corrections for the effective phase action St
which can be obtained by calculating Segr selfconsistently.

in Eq. (2.39). In general the microscopic phase action (Eq. (2.39)) is not only non-local in space
but also non-local in imaginary time. The interesting thing is that also for a pure local on-site

s-wave interaction in the original Hamiltonian we obtain a longe-range phase interaction in the
effective action. Exactly the same happens if one derives an effective Hamiltonian by integrating
out the short-range and high-energy degrees of freedom in a renormalization group study.

We have seen above that whether a sign problem occurs or not depends on the underlying
symmetries of the system (Green’s functions) and can differ from term to term. The advan-
tage of the procedure introduced above lies in the fact that one obtains some control over the
sign problem. One can check for each term in the effective action if it causes a sign problem
and make appropriate approximations, if necessary, since one knows the physical meaning of
each term. Furthermore the dynamical phase configurations are created much faster than with
the determinantal expression (Eq. (2.17)) and the explicit analytical form also allows for other
techniques [60] to circumvent the sign problem.

Up to now we have only discussed different possible choices for the Green'’s functions in the
effective actionSe. We also have the possibility to improve the approximation by calculating
Sefr selfconsistently. That means, we start with a certain choice for the Green’s functiggs in
In an intermediate step we calculate the pair correlation functions occurrifigsidirectly in
the Monte Carlo simulation. Then these correlation functions can be used to construct the new
phase action. The scheme can now be repeated an arbitrary number of times, until convergence.
This selfconsistency procedure introduces vertex corrections and a typical diagram containing
these vertex corrections is shown in Fig. 2.3. Finally, we want to mention that in the following
calculations we only use the gauge invariant tevroog ®; — @;). This is motivated by the fact
that we are interested in the pseudogap regime abpaad also by the fact that we perform our
calculations on a finite lattice where no spontaneous symmetry-breaking is possible. Therefore,
all our results are gauge invariant.

So far, we have usedmicroscopic description of the phase action in terms of pair-correlation
functions. In the next section, we discuss howoarse-grained phase action on the scale of the
superconducting coherence lengthcan be derived. This action has the form of a quantum
XY model and contains only the superfluid density (or phase stiffPgssf the Cooper-pairs.
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2.2.2 Coarse-grained phase-only action

The general idea for deriving a coarse-grained phase-only action is motivated by the assump-
tion that all phase fluctuations on the schle & represent internal degrees of freedom of the
Cooper-pair. Thus, they can be considered as high-energy degrees of freedom which can effec-
tively be integrated out, exactly like the fluctuations of the magnitude of the local pairing gap
A, as long as we are not too closeftd’”'. In the end one obtains a quantuf” action, which

is defined on the length scale of the superconducting coherence Igngtiadl which contains

only two parameters: one that controls the strength of the Coulomb interaction between Cooper
pairs and the other determining the phase stiffiess

In general, there exists no exact mapping between the microscopic phase action and the
coarse-grained quantumY” action. Only for the case of an attractive Hubbard modél at0
and forﬁ < 1 this mapping is consistently possible [61]. However, in addition, one needs
the characteristic time over which the phases fluctuate to be much larger than the inverse quasi-
particle gap in order to get a cosine term that is local in time. In the following, we want to
briefly outline the derivation of the coarse-grained phase-only action and discuss some impor-
tant points, especially those that are relevantfevave superconductors. For more details we
refer to [62] and [63] for thel-wave case and [61] for thewave case.

The first problem specific to @wave superconductor is that the SC gap has nodes with zero
excitation energy. Therefore already the assumption that we have a fixed magnitude of the local
pairing field is not obvious. In fact it was shown [62] that the spectral weight for fluctuations
of the amplitude of the local pairing field is not gaped faf-wave superconductor but rather
exhibits a power law down to zero energy. However, the spectral weight associated with these
fluctuations is very small and negligible at small temperatdreg 7¥'. Note, that we are
talking about thermal fluctuations of the gap paramét@nd not excitations of nodal quasi-
particles which are important and taken into account in our Hamiltonian (Sec. 2.1).

The second problem is that tlilewave order parameter is defined on the bonds of the 2D
lattice. Thus we have two degrees of freedom for the phase at each lattice site. One is associated
with the internal symmetry of the Cooper-pair and thus describes fluctuations frafrnhee
to the extended-wave symmetry. This phase mode shows a power law spectral weight like
the amplitude fluctuations and is also less important than quasi-particles at low temperatures
T < TMF [62]. The other mode is the usuadnter of mass Goldstone-mode that couples to the
vector-potential. By fixing the internal phase mode atdhgave saddle point, one can write
the bond phas®;; in terms of thecenter of mass phasep; as in Eq. (2.6)

] (pitvits)/2 for ¢ in z-direction

| _{ (i + its)/2+m for ¢ iny-direction.
In going to thecenter of mass phase description one looses the invariance of the phase action
under the transformatiop; — ¢j + 27 in the coupling of the phase to the Hamiltonian. This
causes no problem if the phase difference between neighboring sites isfgmall2r and
the worst thing that could happen is a vortex singularity in the middle of a square plaquette.
However, also in this case the phase difference between neighboring sites £&8orly and
by defining all phases modularZhis causes no serious problem in terms of the bond phase
variables.
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Coarse-grained phase-only action with Coulomb interaction

Up to now, we have completely neglected the Coulomb interaction between the electrons or
Cooper pairs in our effective lattice Hamiltonian. For the phase action, this means that we

describe a neutral superfluid. Now, the question, whether the phase fluctuations in supercon-
ductors (charged superfluids) are of quantum nature (dynamic) or whether they can be treated
classically (static), depends on the strength of the screened Coulomb interaction between the
Cooper pairs. Hence, in order to discuss this topic, one needs to add

1
Heoulomb= W Z quqpfq (2.43)
q

to the pairing Hamiltonian, wher&j is the Fourier transformed Coulomb interaction for a
anisotropic layered system [62] apglis the Fourier transformed electron density operator.

The derivation of the coarse-grained phase action now proceeds as follows [61, 62]: first
one performs the usual Hubbard-Stratonovich transformation in the pairing-channel, then one
makes a gauge transformation that shifts the phase-dependence from the pairing-amplitude to
the fermionic variables. As a result of this gauge transformation, the pairing interaction contains
no more phase variables. Finally, by considering only slow spatial fluctuations of the phase
(smallg expansion of the kinetic energy term with respect to phase gradients), one obtains an
effective microscopic Gaussian phase-action after integrating out the fermions.

On the other hand, one can write down the most general quaitinaction on a coarse
grained lattice with lattice parametgg that is invariant under the transformation — o; +
27. Due to the cosine term in the quantuXit” action there are no constraints on the spatial
gradient of the phase which is important to get vortices on the ggale order to compare the
coefficients of the quantunY'Y” action with those of the microscopic Gaussian phase action,
one has to go to the limit of small spatial variations on the s¢alén this way, one arrives at
the effective quantunX'Y” action in the form [62]

1 w2édd, D%, [T
= ﬁQ > Q) ©(Q, wn)p(—Q, —wy)+ /

et dr Y {1-cogp(R,7)—o(R. 7]},
(RR)

(2.44)

whereV (Q) is the Fourier transform of the two-dimensional (2D) Coulomb interactitfthe

bare in-plane phase stiffness afidhe distance between two 2D planes. Note that the interplane
distanced,. appears in Eg. (2.44), since it describes a three-dimensional system of layered 2D
planes. The prime in the sum denotes a cut-off in the Matsubara survgwesralogous to the
momentum cut-off.

In principle, in ad-wave superconductor already the bare phase stifffisshows a tem-
perature dependence due to the presence of nodal quasi-particles and therefore cannot be taken
as constant in more sophisticated calculations at higher temperatures. We stress again that no
direct derivation of theX'Y” action is possible as a result of the small gradient expansion needed
to obtain the microscopic Gaussian phase action. It is however a well known fact that one needs
to replace the quadratic term in the Gaussian phase action by a cosine term, in order to impose
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the 2r periodicity of the phase action. Thig periodicity is required to get vortices, which are
essential for the Kosterlitz-Thouless transition at higher temperatures (see Sec. 2.4.2).

It is important to note that the momentum cut-off is implicitly taken into account in going
to the coarse-grained lattice. This should be stressed by BsamgiQ in Eq. (2.44) to denote
position and momentum in order to indicate that all phase variables and spatial fluctuations are
defined on a scal§). Therefore, the small phase gradient used in the derivation of the Gaussian
phase action causes no problem since Eg. (2.44) automatically fulfills the con@it&o@a.

Thus, there is no need for any constraint on the phase-difference between neighbsites

For an on-sites-wave superconductor the effective phase action can be derived in an alter-
native way, without the need to make the approximation of small phase-gradients to obtain an
effective XY phase action [61]. This is done by means of a strong-coupling expans@n in
This strong-coupling expansion is only possible for on-sitgave pairing, sinc&y — 0 for
U — . Hence, the Cooper pairs becornighly localized at asingle lattice site, whereas for
next-neighbowki-wave pairing, the Cooper pair size has always a lower bound, which is given
by the lattice spacing. In any case one has to assume that the time scale of phase fluctua-
tions is larger than the characteristic time scale of quasi-particle processes to finally obtain an
expression that is local in time.

The above-described procedure of first performing a gauge transformation to shift the phase-
dependence from the interaction to the kinetic energy part of the Hamiltonian and then expand-
ing in small gradients of the phase is necessary in order to derive a coarse-grained phase action
that is local in space, i. e. contains only next-nearest-neighbor couplings. Without this proce-
dure one obtains also further distant coupling terms, as can be seen in our cumulant expansion
for the effectivemicroscopic phase action in Sec. 2.2.1, where we made an expansion in powers
of the couplingg, without any restriction on the spatial behavior of the phase.

In order to take into account dissipation effects, which are not included in the BCS-like ap-
proach and which arise from the experimentally observed unexpected large low-frequency con-
ductivity of the high?, cuprates below. [63], one can add an additional term linear in the
time-derivative and proportional to the conductivityto the effective phase action [6&]This
additional quasi-particle damping-term can reduce the crossover temperature between quantum
and thermal fluctuations of the phase drastically [63]. Finally we want to mention that for a
neutral superfluid one simply has to replace the Coulomb interag%aﬁin Eq. (2.44) by the
density-density correlation function [62].

2.3 Self-consistent vs. non-self-consistent phase-action

The effective phase-only action in Sec. 2.2.2 was derived for low temperaflires M ')
wherecenter of mass phase fluctuations and nodal quasi-particles dominate the physics. Thus,

2A heuristic way to see that the dissipation is proportional to the conductiiiyby realizing that the dissipa-
tive power of an electrical curreritacross a potential differenc¢éis given byP = U, which can be either written
asP = I?/o or P = o U?, where the last equation corresponds to our case, since the time derivative of the phase
in the XY action corresponds to the electrostatic energy, whereas the spatial gradient of the phase corresponds to
the supercurrent.
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the phase-only action is an effective theory for a minimal description of the low energy prop-
erties of a superconductor that only takes into account the leading momentum and frequency
dependencies. The long-wavelength phase fluctuations correspond to the kinetic energy of the
superfluid at low temperatures and are spin-wave-like excitations which vary slowly in space
and time. At higher temperatures the couplings of the effective phase-only action renormalize
and additional fluctuation channels open. In case of our BCS-like model these are — besides
vortex excitations of the phase field — amplitude fluctuations of the pairing-fieldmexahal

phase fluctuations of the Cooper-pairs. In more general models charge and spin fluctuations
start to play an important role.

Within the phase-fluctuation scenario one however assumes that the phase-only action also
holds for finite temperatures even above the phase ordering tempéeratame up tal’M¥ . For
this to hold true one needs the vortex energy to be very cheap, so that phase fluctuations remain
the dominating fluctuation channel of the system. InXxhe phase action, the vortex energy is
of the orderT,. This is contrary to the well-known BCS mean-field theory, where the vortex
energy is of the ordefM ¥ [7]. If we would perform a self-consistent calculation within the
BCS-like model introduced in Sec. 2.1 for a fixed size of the superconducting tiem, the
phase fluctuations would immediately freeze out due to the large phase stiffness of the BCS-like
model, unless for very high temperatures clos@6”', or for a very small electron density.

For phase fluctuations to become important over a large temperature region, one needs the phase
stiffness and vortex energy to become very small. In the BCS-like model of Sec. 2.1 this can
only be done by going to very small fillings (electron numbers) or very high temperatures.
However, then also amplitude fluctuations become very cheap due to the small gap size and we
obtain strong phased amplitude fluctuations.

Therefore, additional ingredients are needed which are not included in the BCS-like approach.
Nevertheless, the BCS viewpoint is useful in order to derive an effective phase action and its
dependency on the electronic properties of the many-particle system. Then, however, one needs
to include information about the Mott insulating state and strong electron correlations by hand.
Since it was found in many experiments that the low-lying excitations of the superconducting
state of the cuprates are perfectly BCS-like, i. e. can be described by Bogoliubov quasiparticles,
this indicates that strong electron correlations may change the coefficients (energy scales) but
not the qualitative form of the phase action. Therefore, we can still work with the BCS phase
action and only have to adjust the parameters to the underdoped cuprates. However, we always
have to keep in mind that the phase-fluctuation scenario of the underdoped cuprates cannot be
understood in terms of a simple BCS-like theory since the vortex core energy must be small
compared to the BCS case. It also cannot be understood in terms of the condensation of real-
space Cooper-pairs as in BEC models, since tightly bound real-space pairs cannot originate from
pure repulsive interactions. For example, if we consider Hubbard-like models as an appropriate
starting point for the high-energy description of the cuprates, then electrons would avoid to
come too close together, due to the Hubb&rdepulsion. Hence, no tightly bound pairs can

3Selfconsistent means, that by fixing the size of the superconducting gap, we automatically also fix the super-
fluid density, i. e. the phase stiffness is no longer treated as an independent parameter of the model.

40One could consider a limit, where the electron density goes to zero and at the same time the pairing strength
becomes infinite, but this exactly yields to the BEC scenario of tightly bound pairs, which was discussed in Cap. 1.
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form.

Up to now, it is still not clear, whether a small phase stiffness necessarily implies a small
vortex core energy or if these two quantities are independently tuneable. In all known cases the
small vortex core energy directly follows from the small phase stiffness [65]. The mechanisms
leading to the small vortex core energy are, however, quite different and there is still a large
discussion going on as to which of them could be realized in the cuprates. Proposals range
from the more conventional picture of a granular superconductor, where the vortices arrange
themselves to live in the normal conducting (metallic) or insulating regions between the SC
grains, up to the proposal of a competing order that exists inside the magnetic vortex cores.
This competing order, which could be some antiferromagnetic (AF) fluctuationg-oleasity
wave (DDW) order parameter, is supposed to be nearly degenerate with the superconducting
state. As soon as the superconducting order parameter is suppressed inside the magnetic vor-
tex core, the system develops the competing order instead of going into a normal conducting
paramagnetic state and thus has a much smaller vortex energy compared to a conventional BCS
superconductor. Recently, it was shown [66], that vortices with staggered-flux core can provide
a way to understand the low vortex energy over a wide temperature range/above

As a matter of fact, neutron scattering, nuclear magnetic resonance (NMR) and muon spin
rotation (SR) measurements show an enhancement of AF correlations and the presence of lo-
cal antiferromagnetism in the vortex core region of different optimally and underdoped cuprates
in an applied magnetic field [67—71]. Furthermore, scanning tunneling microscopy (STM) re-
vealed a “checkerboard pattern”-like modulation of the local density of states around vortices
in Bi2212 [72]. On the theoretical side, the negativeHubbard model near half-filling also
shows a pseudogap regime abdvg36] for weak to intermediate coupling strengths. There,
the competing order to thewave superconductivity is a charge density wave (CDW) [73, 74].
This CDW suppresses on the one hand the superfluid density as one approaches half-filling
but produces on the other hand cheap vortices due to its presence inside tRe Theesce-
nario of cheap vortices is analog to Josephson junctions or coupled Josephson junction arrays.
There, the magnetic field penetrates the insulating regions between the superconducting cir-
cuits. Therfore one can assume that the magnitude of the mesoscopic superconducting wave
function |W| ~ ,/p; inside the SC circuits remains unchanged and a phase-only description is
possible.

On a more general ground one can show [75] that a transition from a well formed mean
field regime with a spontaneous broken O(N) symmetry is always initiated by directional O(N)
fluctuations at a temperature well beld@y/ " and also below the famous Ginzburg temperature
where size fluctuations are getting important. Closé& 16", where the density of thermally
excited vortices becomes very large, one can no longer distinguish between amplitude and phase
fluctuations. The extremely large temperature regime where phase fluctuations are supposed to
be important in the underdoped cuprates can then directly be related to the low stiffness of
this phase mode close to the Mott insulating state [75]. In addition, poorly screened Coulomb

SExactly at half-filling, the repulsivé&/ Hubbard model can be directly mapped onto the attraéfivéubbard
model by means of a particle-hole transformation. Thepin component maps onto the charge-operator and the
transverse spin components onto the pair creation and annihilation operators. As a result of this mapping the CDW
ands-wave BCS ground states are degenerate at half-filling.
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interactions are able to further enhance the role of (quantum) fluctuations of the phase (see
Sec. 2.4.1). The Coulomb interaction is not included in the simple BCS-like approach and has
to be introduced ad hoc in theY phase action (Eq. 2.44).

To summarize the preceding discussion: in contrast to the common BCS scenario where the
vortex core energy is of the order of the mean-field condensation edgegy ~ 7, one
assumes that thermally excited vortices in the underdoped cuprates are cheap and their cost in
energy of ordefl, < TMF Nevertheless, the qualitative form of the BCS phase action is still
valid, however, with adjusted parameters which account for the proximity to the Mott insulating
state and strong electron correlations. Thus, within our BCS-like phase fluctuation model for
the underdoped cuprates, we have to perfomemched average over the different phase con-
figurations. This means that we havpt@nomenological model for a strongly correlated “Mott
superconductor” and not a selfconsistent microscopic theory. In addition, also the BCS temper-
ature dependence of the magnitude of the local superconducting pairing gap is not clear. In fact,
the experimentally observed gap size is rather constant up to highest temperatures. Therefore,
in most calculations we use a constant gap parameter in our Hamiltonian (Sec. 2.1). In cases
where the results of our calculations are very sensitive to the gap size, we contrast the results
for a constant gap parameter with those for a BCS temperature dependent gap parameter. From
the above is it also obvious that our phenomenological theory must break down cig¥é to

2.4 TheXY action

As described in section 2.2.2, after integrating out all high-energy degrees of freedom, including
those responsible for the local pair-formation and pair symmetry, we finally obtain an effective
XY action for the phase of the superconducting order-parameter. The eff&ctivaction is
defined on a coarse-grained lattice of length-s¢gle- the superconducting coherence length.

In this section, we want to briefly discuss the properties of the quantum and clagicabdel,

the nature of the Kosterlitz-Thouless transition and the applicability oktliemodel to other
phenomena besides superconductivity.

2.4.1 Quantum and classicalX'Y model

The most general starting point is the quant¥ model, however, as we will see below, it is
in many cases sufficient to treat the phasas a classical static field variable and to neglect the
quantum dynamics completely.

Quantum XY model

The quantumX'Y action is given by
1 1B

Sy = - / d

Xy =gl T

In our case, the coordinateandj run over the sites of a 2D square lattice with lattice constant
&. The angleq:--) indicate, as in the fermionic Hamiltonian (Eq. (2.2)), sums over nearest

2O G- > cosar —901(7))] . (2.45)
I i
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neighbor sites. The model can also be used to describe granular superconductors. In this case
the coordinatesandj denote the different superconducting grains.

The second term in Eq. (2.45) represents the Josephson coupling endripetween two
neighboring regions (superconducting grains) with phasand; and the first termv C' con-
tains the quantum dynamics and is due to the Coulomb repulsion between Cooper pairs occu-
pying the same region (superconducting grain). Without Coulomb interactien e, and the
phases will become static. The properties of the quantiimmodel were studied extensively
in literature [64, 76—79]. The model can also be used to simulate capacitively coupled Joseph-
son junction arrays [80-82]. The origin of the first term in Eq. (2.45) and its consequences are
more clearly seen in a Hamiltonian form.

Hamiltonian form

After a Legendre transformation we obtain the effectiv€ Hamiltonian [46, 64, 76, 81]
Hxy = 1 ZﬁZ—JZCOS(g&- ~-3) (2.46)
20467 T T |

wherep; = —z’a%i is the operator of the number of Cooper pairs in a region of@z(er ona
superconducting grain) ang iS the operator of the corresponding phase. Here one can clearly
see, that the first term describes the Coulomb interaction between Cooper pairs occupying the
same region on th&'Y” lattice. The Coulomb interaction is however assumed to be renormal-
ized to a pure on-site interaction as a result of the screening by normal electrons.

The XY Hamiltonian (Eq. (2.46)) is completely equivalent to the Hamiltonian of particles
interacting via a periodic potential:

1
H=—SP+SV(%-1%), (2.47)
2m IZ I <IZJ> ( I J)

whereV (Z; — Z;j) ~ cos(Zj — Zj). One simply has to make the substitutions

0 0

ﬁ:—ih% — p= —i%, (2.48)
T — (2.49)
m «—— C. (2.50)

This analogy can, for example, be used to describe phase-slip experiments in Josephson junc-
tions by solving the Hamiltonian of a particle moving in a “tilted-washboard” potential [7].
Furthermore, we see that, like position and momentum are conjugate variables, also the phase
and the number of Cooper pairs are conjugate variables. This immediately implies an uncer-
tainty relation between the relative phaseof neighboring regions and the total number of
electronsV in a region [7, 32, 64]:

ANAp > 1. (2.51)
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According to this uncertainty relation, phase coherence between neighboring regions implies a
large relative number fluctuation and correspondingly large Coulomb energies, unless there is
sufficient screening.

In taking a closer look to Egs. (2.46) and (2.47), one can see a remarkable property of the
phase-onlyXY Hamiltonian. The dynamical part, corresponding to the kinetic energy in
Eqg. (2.47), stems from the electrostatic Coulomb repulsion of the Cooper pairs, whereas the
static part, that is represented by the Josephson coupling term and which has the form of a po-
tential energy, describes the superflow, and thus, kinetic energy of the Cooper pairs. This means
that somehow the roles of potential and kinetic energy have been interchanged.

Classical XY model

At high temperatures, all fluctuations are classical. This can be seen by the fact, that the integral
running over the imaginary time axisin the quantumXY" action (Eq. (2.45)) extends from

0 to 5. When we go to very high temperaturés~ % £ — 0 and any quantum fluctuation

must develop on a very smaitinterval, so that any variation of the phase alongrtfaxis must

either be very small or will have a very high cost of energy and therefore the quantum dynamics
plays no role. In contrast, at very low temperatures; c and quantum fluctuations dominate

the physics, since also for a large paramétan the quantumXY” action (Eq. (2.45)), there

is always enough “space” on theaxis for many quantum fluctuations to develop. The exact
crossover temperature between quantum and classical behavior is determined by the strength
of the screening, i. e. b§'. For a strongly screened Coulomb interaction, the paranieiar

the XY Hamiltonian (Eq. (2.46)) will be very large, which implies a high cost of energy for
any dynamic fluctuation in the quantumY” action (Eq. (2.45)) and therefore classical static
thermal fluctuations down to very low temperatures.

There have been various discussions regarding the regime over which a classical phase-action
is appropriate for the cuprates [62—64]. It turns out, that quantum phase fluctuations are dom-
inant in the underdoped cuprates fBr< T.. At higher temperaturd” > T, and with suffi-
ciently strong screening, the phase fluctuations are predominantly classical [32, 83]. The exact
crossover temperature is however still not clear. Since we are only interested in the temperature
region betweer’, and7™* (pseudogap regime), we will neglect in the following the quantum
fluctuations, which leads us to the effective classiKal free energy

Fxy [pi] = —Jy cos(pi— ). (2.52)
{5)

We call Eq. (2.52) free energy since, as discussed in section 2.2.2, we obtained it by integrat-
ing out all high-energy degrees of freedom, i. e. after the Hubbard-Stratonovich transformation,
all fermions and the magnitude of the pairing field. Thus, equation (2.52) has the form of a
free energy. In order to calculate the partition function from (2.52), we only have to integrate
over the classical field-variables from O to 2r, instead of formally calculating quantum-
mechanical path-integrals over the dynamical field-variapjés) from —c to 4. We do this
by performing a Monte Carlo (MC) importance-sampling procedure, which will be discussed
below.
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The 2D classicaK'Y model is, like the Ising model, a standard model of statistical physics
and its properties have been studied numerically in various publications [83-90]. One of its
major characteristics is a Kosterlitz-Thouless transition to a quasi phase-ordered state below a
critical temperaturd s, which will be discussed in the next section.

2.4.2 The Kosterlitz-Thouless transition

In high dimensionsD (D — ), phase transitions in many-particle systems are correctly de-
scribed by a set of mean-field equations. When the dimensionality of space is reduced, fluc-
tuations around the mean-field behavior are getting more and more important. Finally these
fluctuations can even prevent the system from developing any long-range order. The dimen-
sion where this first happens is call&gver critical dimension D,... In 1966 Hohenberg [92]
pointed out, that a rigorous inequality, first proofed by Bogoliubov, can be used to rule out any
conventional superfluid or superconducting ordering in one and two dimensions at finite tem-
peratures. Shortly after, Mermin and Wagner showed in a seminal paper [91] the absence of any
magnetic ordering in one- and two-dimensional isotropic Heisenberg models. Their method
of proof is also capable of excluding other types of ordering in one and two dimensions. The
generalization of the Hohenberg-Mermin-Wagner theorem states, that in systems with discrete
symmetries, like the Ising model, no long range order can develop in one dimensien. In
systems with continuous symmetry, like th&” model, fluctuations are even more severe and
increase the lower critical dimensionfg. = 2. This means, that there cannot be a spontaneous
breaking of a continuous symmetry in < 2 dimensions at any finite temperature.

Berezinski [93, 94] was the first to realize, that these systems however show a remarkable
change in the long-distance asymptotic behavior of the correlation functions at low temper-
atures. Kosterlitz and Thouless [95] proposed a new kind of order, called topological order,
for two-dimensional systems in which no long-range order of the conventional mean-field type
exists. This topological order can cause the system to go through a phase transition at low
temperatures, visible in a change of the long-distance behavior of the correlation functions.

For the 2D classicaK'Y model, this means the following: At low temperatures, the long-
range behavior of the system is dominated by spin-wave physics. The phase correlations show
a power-law decay, which can be explained by a harmonic spin-wave theory that is modified
by the presence of pairs of tightly bound topological defects of opposite sign (vortices) at small
distances. At high temperatures, these pairs start to “melt” and single vortices can now move
freely throughout the lattice (see Fig. 2.4). This proliferation of free topological defects (vor-
tices) causes the phase correlations to decay exponentially in space. The temperature where this
first happens is called the Kosterlitz-Thouless transition temperajgre

In the following, we want to summerize some properties of the 2D clas&itamodel [96—

98]. At high temperature$ > T the phase correlations decay like

<6i¢i+ge—i(pi> ~ 67%, (253)

5The paper was actually published in 1967 after the appearance of Mermin and Wagner's article, but the work
was done earlier, which was also stated by Mermin and Wagner [91].
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Figure 2.4: Below the Kosterlitz-Thouless transition temperature T'x, vortices are closely
bound into pairs of zero total vorticity which exist in a background of spin-wave excitations.
The phase correlations C'({) = <ewi+f e—i%> show a power-law decay. Above the Kosterlitz-
Thouless transition temperature T, one gets a fluid of freely moving unbound vortices which
cause the phase correlations to decay exponentially.

with phase correlation length

a
¢
In(%)
and lattice constant. The low temperature spin-wave approximation yields for the long-
distance behavior:(>> 1):

(2.54)

a)z“TJ. (2.55)
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To a first order approximation, the Kosterlitz-Thouless transition temperajurds given by

Trer ~ gJ, (2.56)
where in our case

J ~ ps(0), (2.57)
with the zero temperature 2D superfluid dengity0). If one defines a renormalized coupling

T~ ps(Txr), (2.58)
one can show exactly

Trr = gj, (2.59)
or

Ty = %, (2.60)

wherem* is the effective mass of the superfluid particles (Cooper pairs). Equation (2.60) di-

rectly implies, that there must be a jump in the superfluid densifixatfrom some finite value

to zero! The quantityD,(0) = "15(9) s also callecbare phase-stiffiess andD,(T) = 1 ps(T)

2m* 2m*

’Sinceps (T > Txr) = 0, Tk only has a finite value, i, (Txr) > O.
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renormalized phase-stiffness or helicity modulus Y.
Numerically it is found that [84—86]

Twr ~ 0.89/. (2.61)

Also the jump in the helicity modulus has very recently been confirmed numerically [90].
For the 2D quantumX'Y model there is also numerical evidence for a Kosterlitz-Thouless
transition[77—-79], however at lower temperatures due to the additional quantum fluctuations.
These dynamic quantum fluctuations can even inhibit any phase ordering if the Coulomb inter-
action is strong enough [64, 81], since a strong Coulomb repulsion (weak screersimallC)

means very cheap quantum fluctuations, as can be seen from Eqgs. (2.45) and (2.46). This can
also be seen from the uncertainty relation (Eg. (2.51)): a strong Coulomb repulsion suppresses
any charge (particle-number) fluctuations, which are necessary for phase ordering.

2.4.3 TheXY universality class

As already mentioned, th&Y model is a standard model of statistical physics, that not only
serves to describe superconductors with low superfluid density and Josephson junction arrays
but can also account for many other physical phenomena. In the following, we briefly want to
provide some other examples of th&” universality class.

Superfluid helium

In superfluid helium, a fraction of the atoms condense into a macroscopic quantum state with
a complex wave-functiod(r). For most purposes it is sufficient to assume that the magnitude
of W(r) is fixed, thus

W(r) = Wo ), (2.62)

The kinetic energy of the superfluid is then given by [7]

H=

2
2’; W2 / dr [06(1)]2, (2.63)

where|Wo|? is associated with the superfluid densityandv, = %D@(r) is the superfluid
velocity. Moreover, the short range repulsion of the helium atoms can be modeled by localizing
the coordinates of the phase-field on a discrete latticg — 6¢;. After taking the discrete
derivative and changing the integral into a sum we finally obtain

hZ

H:
2m

- ps g [6; — 6;]%. (2.64)
(i

In this form the Hamiltonian can be mapped to the classical model (Eq. (2.52)), by re-
quiring periodicity of the phase and replacing the discrete squared derivative by the cosine
(%[ei — 012 — coq6; — 6;)). Alternatively, we can map coefficients by expanding ¥ free

energy (Eq. (2.52)) in powers of the phase difference. Here we assume, that configurations with
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small phase difference between neighboring siggs- ;| < 1 are the most relevant for the
thermodynamic properties, since they can most easily be excited:

)2
ny%—,]z |:1—M:| . (265)
4 2
(ij)
The constant term can be absorbed into the ground state energy and we get
2
J= h—*ps, (2.66)
m

which we have already used in our discussion of the Kosterlitz-Thouless transition in section
2.4.2.

Anisotropic magnets

The simplest way of modeling magnets is to consider sihscalized on a lattice with sitas
The model Hamiltonian describing these spins is the quantum Heisenberg model:

H=-JYS-S. (2.67)
{m

The Hamiltonian has full rotational symmetry. At high temperatures, one can treat the spins
classically. Furthermore, in real materials, crystalline fields act on the spins and make them
prefer to lie along certain axis. If the spins are confined alongtaeis, one obtains the Ising
model withs, = +1. Alternatively, the spins may prefer to lie in thg-plane, so that one has

to consider only two spin components satisfyifgt- 35 = 1. This leads to the&(Y or O(2)
(planar) rotor model.

2D Coulomb gas

The two-dimensional Coulomb gas model of statistical physics describes particles with equal or
opposite charge, interacting through a Coulomb interaction [99]. In 2D, the Coulomb potential
has a logarithmic form exactly like the short distance interaction between vortices in a super-
conductor [7]. In fact, there is a direct mapping between 2D superfluids and a 2D Coulomb
gas if one replaces vortices by charges [99]. The Kosterlitz-Thouless unbinding transition of
vortices then corresponds to the unbinding of charges with opposite sign. Abgvene

gets a 2D plasma of freely moving positive and negative charges. This analogy also indicates
the connection of the QEDtheory (quantum electrodynamics in (2+1) dimensions) to phase
fluctuations.

2.5 Numerical implementation and choice of parameters

In this section, we conclude the preceding discussion, elucidate the appropriate parameters for
our model Hamiltonian and explain its numerical evaluation. In all our calculations we use the
fermionic Hamiltonian introduced in Sec. 2.1 and then perforguenched average over the
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®; : "center of mass" phase

Figure 2.5: The XY lattice (left) is defined on the scale of the BCS pair coherence length &o
whereas the fermionic Hamiltonian (right) has a lattice constant ag given by the distance of
neighboring copper atoms. With As. = 1.0t we obtain &g =~ ag, which allows us to directly
couple the XY phases j (dashed squares in the right figure) to the local pairing amplitude Aj
(grey shaded area) via Ljj = Aeiz(eite),

different phase configurations with the help of the classiCal free energy given in EqQ. (2.52).
This is done by means of a Monte Carlo importance sampling procedure and will be discussed
in greater detail below, but first we want to determine the model parameters.

LDA calculations and photoemission studies indicate [100] that the total bandwidth of the
energy band crossingr in the cuprates is abou®’. For our 2D tight-binding dispersion this
means that the next-neighbor hopping-parametes a value of ~ 250mel’. On the other
hand, the maximum size of the superconductingfyapn underdoped Bi2212 is about 41
[14,101], which would meatn,, ~ %t. Now, the superconducting coherence lengtlm the
cuprates is about 15 — Z0[7] and with a copper-copper distancg of about 4 — 5A [100] we
obtainéy ~ 3 — 4ap. The exact values of these parameters clearly vary between the different
compounds but we just want to make reasonable assumptions. Thus)thattice has to be
defined on a length scale that is about 4 times larger than the fermionic lattice defined by the
Hamiltonian Eq. (2.1). For a typical 3232 fermionic lattice, which is numerical feasible,
we would only have a & 8 phase lattice on top of it. This wouldn’t allow for any proper
temperature scaling of the phase correlation leggit) and obscure the Kosterlitz-Thouless
transition.

In order to overcome this difficulty, we have chosen to take a larger value of the gal,.i-e.
1.0t. This yields a pair size coherence lenggh- Z—i (vp is the Fermi velocity) op < ap and
allows the Monte Carlo phase simulation to be carried out on the gaxnk lattice that is used
for the diagonalization of the fermionic Hamiltonian. Therefore, we can coupl& thehases
vi (Eq. (2.52)) directly to the local fermionic pairing field via Eqgs. (2.5) to (2.7). Foritheve
case this is illustrated in Fig. 2.5. In addition, the choicAgf= 1.0¢ automatically introduces
the important short distance cut-off for the phase fluctuations that is discussed in Sec. 2.2.2.
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With A, fixed, we have also fixed the pseudogap temperakiire 7 and the coupling
constants andU) in the BCS-like pairing-interaction terms of our Hamiltonian. In case of
the d-wave order parameter (Eq. (2.3)) we obtﬁ]ﬁ‘f F —=0.42t (g = 1.03t) and for thes-wave
case (Eq. (2.7)) we obtaifi " = 0.54¢ (U = —3.3t) at half-filling, and a slightly reduced
temperature for 10% doping. Thus, we have effectively only one free parameter left. This is the
phase stiffnesg in the classicaK'Y free energy (Eq. (2.52)). The phase stiffndstetermines
the Kosterlitz-Thouless transition temperatilier of the classicaX' Y model as we have seen
in Sec. 2.4.2. BeloW i1 the phases are effectively ordered on the finite lattice and we therefore
take T’k as phase ordering temperatdre which in the phase fluctuation model determines
the transition temperature to the ideal superconducting tate

Typically, one gets a ratio ¢f* /T, = 4 — 5 in the underdoped cuprates (see e. g. the scan-
ning tunneling results for Bi2201 [26]). Therefore we havelset = 0.1t (J = 0.112t) which
for the d-wave case yield§™* = 4.27T, and for thes-wave casé/™* = 5.47,.. As we have al-
ready mentioned, the transition to the superconducting state in the cuprates is not a real 2D
Kosterlitz-Thouless transition but rather a 3DY transition [83] with true long-range order
due to the coupling between the superconducting copper oxide planes. When the phase cor-
relation length¢(7") diverges close td, Josephson coupling terms between the planes cause
the phase to “lock-in". Away from this (2B-3D) crossover regime, a 2D model is however
certainly suitable.

In addition, on the finite size lattice that we will study, the system becomes effectively ordered
asT approache§’xr and the correlation length(7") exceeds the lattice size. This means
that we do not obtain a true Kosterlitz-Thouless transition in our MC simulation, which is very
hard to obtain numerically. Also in experiments, the jump in the superfluid dengity) at
Tk, which was discussed in Sec. 2.4.2, was not observed. There the superfluid defisity
continously disappears &t [83].

The range of validity of our model starts at ab@ut= Tk, since close to a finite tempera-
ture phase transition all fluctuations are (renormalized) classical and reache®'ug M -
However, our model cannot describe the region closE*tgince it neglects amplitude fluctu-
ations and it is also not appropriate for low temperatures clogé+00, where the quantum
dynamics of the phase has to be taken into account.

The evaluation of our phase fluctuation model now proceeds as follows. For a given phase
configuration one can write the Hamiltonian (Eqg. (2.1)) in matrix form as

i A\ [
+ J
H:(... CIT s CLL ...) . —H,N’ (268)

t
Aij —tij le

with V = L x L the number of lattice points. For tldewave superconductor with next-neighbor
hopping the matrix elements take the values

—t for i=j+9,
tij=4¢ —p for i=j, (2.69)
0 else
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and

— i ®is i =i
N = { gV2Me for i=j+9, (2.70)

0 else

with § connecting next-neighbor lattice sites. By using the operatdrs(v,,) defined in
Eq. (2.13) this can be written in a more compact form as

H =4}, A tbn [~pN] (2.71)

with A,,, a complex hermitian matrix. Here, we can neglect the last term which is just a
constant number. Next, the matrik,,, is diagonalized using a standard LAPAEKoutine
which gives us all eigenvectors and eigenvalues. Thus, the Hamiltonian now has the form

H= 0" Byumdm (2.72)
with

U = Upn, &n, (2.73)

Bt = U, At Upiy (2.74)
and

uro=ur (2.75)

a unitary transformation matrix. The Nambu Green'’s functions can now be written in terms of
these eigenvectors and eigenvalues as

Gij(iwn) = {(ci1q}))
= ((Ymt]))
— Upot Uiy (S 61))
_ UmiUy

twn, — By

(2.76)

With these Green’s functions one can calculate all expectation values and correlation functions
by applying Wick’s theorem for a given phase configuration. After the calculation of the expec-
tation value of an observablé for a given phase configuratioh(7, {¢;}) = <[1>{%}, further

phase configurations are generated using a Monte Carlo importance sampling procedure and the
average value of the observabl¢l’) = (A) at a given temperature is determined.

We have used two different algorithms for the importance sampling procedure, a cluster and a
local updating scheme, depending on the temperature, which is detailed in Sec. 2.7. The Monte
Carlo program is written in Fortran90 and almost all the calculations have been performed on
the Hitachi SR8000-F1 at the Leibniz-Rechenzentruimbhen (LRZ) and on the Cray T3E at
the High Performance Computing Center Stuttgart (HLRS). In order to get reliable results, we

had to typically average over about 2500 independent phase configurations.

8The LAPACK — Linear Algebra PACKage can, for example, be found on http://www.netlib.org/ (6/15/2004).
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2.6 Reducing finite-size effects — Assaad’s method

We have already talked about finite-size effects in the preceding section concerning the critical
properties of theXY model and the coupling of th&Y phases to the fermionic Hamiltonian.
However, despite the large SC gap\af ~ t, we still suffer from the discreteness of the energy
eigenvalues of the fermionic Hamiltonian. The MC simulations for the calculation of expec-
tation values and single-particle response functions are typically carried out or 323@r a
36 x 36 lattice. The two-particle correlation functions can only be calculated orxa 68attice
due to the limited available computing power. The number of eigenvalues obtained by diago-
nalizing the Hamiltonian (Eq. (2.68)) is\2= 2L for a L x L lattice. Due to spin inversion
and spatial symmetries these eigenvalues are highly degenerate in the BCS ground state. The
degeneracy is somewhat reduced at higher temperatures by phase fluctuations but there are still
many nearly degenerate energy-levels which cause difficulties in the calculation of the response
functions and expectation values.

The idea of Assaad [102] was to introduce a static magneticHeftht couples to the hopping
term of the Hamiltonian. The strength of the magnetic field is given by

B=—3.

(2.77)

with ®p = %C' This means that exactly one quantum of flux is running through the whole

lattice. The magnetic field disappears in the thermodynamic limit(e0), where we approach

the original Hamiltonian. The advantage of this method is that it completely lifts the degeneracy
of the energy eigenvalues due to spatial symmétaesl that the calculated quantities approach

the exact results much faster fbr— co than without magnetic field. The disadvantage of this
method is, however, that it breaks translation invariance. Therefore one has to be careful with
dependent quantities like the spectral weidlik,«w), where the magnetic field produces nasty
artifacts. Furthermore, Assaad’s method of reducing finite-size effects could suppress phases
that act very sensitively to an applied magnetic field, like weak superconducting correlations.
Nevertheless, fok-independent quantities Assaad’s method works amazingly well.

Before we show how to implement this method we first briefly discuss alternative procedures
to reduce finite-size effects in expectation values and response functions. However, one always
has to keep in mind that all these procedures just act to smooth the “spiky” features in the
calculated functions. Away from phase transitions this yields results that are very close to those
of the infinite system. But we still do not see real critical behavior close to a phase transition,

I. e. the divergence of the corresponding correlation function as one approaches the critical
point. Instead, these correlation functions still show a maximum rather than a true singularity,
due to the finite lattice size, which is moreover shifted slightly away from the true critical
temperaturé?

9The spin inversion symmetry is still intact since the magnetic field does not couple to the spin degrees of
freedom.

10For a finite system with periodic boundary conditions, this maximum is shifted to temperadisues 7.,
whereas for systems with open boundary conditions one obifaigs< T, due to the enhanced fluctuations [96].
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2.6.1 Alternative methods

From Eq. (2.76) it is obvious that, after the analytic continuation, the physical response func-
tions have a pole structure of the form
1 w—FE, , n
= —1 ,
w+in—Ey (W_En)2+772 (W_En)2+772

(2.78)

with » — 0. This yields a first order pole ﬁ in the real part and &function~ 7 §(w— E,,)

in the imaginary part. In addition, one has to perform the sum over all energy eigenvalues
E,. In an actual numerical calculatiopis always finite, which produces a zero in the real

part atw = FE,, and a Lorentzian peak-function in the imaginary part centered-atF,,. It

is thus clear that for a limited number of energy eigenstates one always obtains very “spiky”
response functions. One way to reduce finite size effects is to maksficiently larget!

This washes out the sharp pole structure, broadens the peak-function and therefore produces
smooth response functions. However, the disadvantage of this method is that it also washes out
physically relevant sharp features, like coherence peaks, which makes it only of limit&d use.

A more sophisticated method to reduce finite size effects is the so-called tetrahedron method
for Brillouin-zone integrations [103—-105]. Its general idea is to turn the sum over the finite
number of energy eigenvalues into a continuous integral. One prerequisite of this method is a
well defined mesh, say ik-space, on which the energy eigenvalugk) are given. Instead
of performing the sum over all discrekepoints, one divides the (three dimensional) Brillouin-
zone into tetrahedrons with the corners given by the actually calculated eigen#gkiesen
the mesh. The eigenvaluég k) and matrix elements are then interpolated linearly in each
tetrahedron which allows the integral over these micro-zones to be calculated analytically. As
a result, one obtains an infinite number of approximated energy levels which contribute to the
response functions. In our case, this method is only applicable in the BCS and free-electron
limit where the states are characterized by momerkuior an arbitrary phase configuration,

k is no longer a good quantum number due to the destroyed lattice translational symmetry.
Thus, there exists no well defined mestkispace on which the energy eigenvalues and matrix
elements can be definédl. Therefore, the proper weighting and interpolation of energy levels
and matrix elements is no longer possible.

The twisted boundary condition integration technique [106] is a method to reduce finite size
effects which is also applicable to interacting and non-translational invariant systems. The
method is exact for a non-interacting or mean-field HamiltoAfafio see how it works, con-
sider a large cluster oV = L x L lattice points in 2D. Now divide the cluster into smaller
clusters of sizeéV = L x L. Each coordinate can now be writtenras i + LR, wherei indicates
the position inside the smaller cluster aRdnarks the position of the smaller cluster. Simi-
larly, after a Fourier transformation, the momentum can be decomposel iath+ Q, with
N = L x L wave vectork of the smaller cluster with spacingy = 2 and & = £ x L super-
cell wave-vectors) with spacingAQ = ng With the help of a partial Fourier transformation

UThis actually meansg > |E,, 1 — E,|

12| fact this method is always used in combination with one of the other methods discussed in this section.
13please note that translational invariance is restafedthe averaging over all phase configurations.
14Mean-field always includes BCS.
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in the cluster vectorR one can very easily show that the Hamiltonian is block-diagonal in the
super-cell wave-vector®. This means that instead of solving the Iafgez L cluster, one can
solve a smallel. x L cluster for eaclQ. However, the smalleN-site cluster now has twisted
boundary conditions, with the twist given by, ar , — e "*LAR¢; ;. The twisted boundary
conditions can be absorbed into a redefinition of the canonical momentum with the help of a
gauge transformatiot?. The energiedig(k) of the cluster with twisted boundary conditions
are then given in terms of the energiB¢k) of the cluster with periodic boundary conditions
asEq(k) = E(k+ Q). Thus, we can see that the twist introduces a shift inkdneesh of the
N-site cluster by an amou. By summing over all values @ one recovers all the energies
and eigenvectors of the original-site cluster exactly. The advantage of this method is that also
for interacting systems, one obtains a set of approximated energies for a]fa@mf cluster

out of a smaller/V-site cluster with a cost of computing time that increases linearly with the
number of sites~{ ]\7/N). However, the disadvantage of this method of reducing finite size
effects is, that one has to run the MC simulation for e@dndependently. In addition, if one
averages only over a few values@f the response functions show artificial oscillation effects
which are related t@.

As we will see below, the twisted boundary condition integration technique is related to As-
saad’s method of introducing a magnetic field. In fact, whereas the magnetic field in Assaad’s
method is applied perpendicular to the 2D plane, the twist in the boundary condition corre-
sponds to a magnetic fluk threaded through the center of the torus which is formed out of the
2D plane [73, 107]. The magnitude of the fldxis given by®/®q = Q.. L/27.1% The twisted
boundary condition method was used in [108], however, it is much less effective than Assaad’s
method and even more computing time consuming. In Assaad’s method one just has to apply
a flux of strengthd = @q for a given lattice size, whereas for the twisted boundary technique,
one formally would have to integrate the flux ovex0b < ®.

2.6.2 Peierls-Factors, Part | — static magnetic field

The standard way of introducing a magnetic field into a second quantized tight-binding lattice
Hamiltonian is by means of the so-called Peierls-Factors [109]. In the following we want to
motivate the Peierls-Factors for a non-interacting electron system. The generalization to an
interacting many-patrticle system is straightforward.

The single particle propagatdi(i,t; j,to) = (i, t|],to) of an electron can be written as Feyn-
man path integral [46, 110]:

i i -
u(i,t;j,to) :/ DII(t)] eﬁfttoLo(l(t),l(t))dt’ (2.79)
J

where Lg is the corresponding single-particle Lagrangian without magnetic field. In the pres-
ence of a static magnetic field one has to make the substitution

Lo— Lo+§ i) A, (2.80)

15The gauge transformation is given by, — e~Q¢; ...
18Similarly ®/®o = Q, L/2r, since there are two “centers” through which the flux can be threaded.
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with e < 0 the charge of the electron adl) the vector potential. Thus, the single-particle
propagator now has the form

Ui, t; ), to) = / D)) o TaOTON it S ET0AN (2.81)
J

which means that the electron picks up an additional phaséftto% 'OAD tor each path
contributing to the propagator in Eq. (2.81). On the other hand, the matrix elements of the time
evolution operator in coordinate space for a tight-binding Hamiltoilgmare given by i(+# j)

Ui, ;] to) = (ije” #HTolt=10)|j)

(et ) e

Here, the first term can be interpreted as the contribution from the direct pathtooymvhereas
the second term is the contribution from a path where the electron first move$ fooknand
then fromk to i and so on. Therefore, it is obvious from comparing Eq. (2.82) with Eq. (2.81)
that the hopping-matrix elemet)f in the presence of a static magnetic field has to acquire an

(2.82)

e [t
additional phase factor ¢'7e Jio(VAD Ths one has to make the substitution

tiy — ty el h ADD (2.83)
where the integral has to be evaluated by taking only the direct path (straight line) foom
into account.’

The vector potential of a static magnetic fi@dh z-direction is given byA(l) = (—%By, %Bz, 0)
(A(l) = (0, Bz, 0)) for symmetric (asymmetric) gauge. However, the torus geometry imposes
some additional restrictions o(l) [102]. Firstly, the Hamiltonian has to look the same after
a translation of the amourdte, (Le,). In order to fulfill this constraint, the translation of the
argument of the vector potential has to be absorbed in a gauge transformation [110]

All+Ley) =A(l) +Ox (1),

(2.84)
Al +Le,) = A1) + O, (1),
which is compensated by choosing the boundary conditions
o iEExa() t
C: —= e 0 G,
255)
Ciype, = © P el

Secondly, the translation operatdrse, (77.¢,) in the presence of a magnetic field belong to the
magnetic translation group [111]. In order for them to mutually commute, one needs in addition
the requirement of flux quantization

BL?=nd, (2.86)

170n the tight-binding lattice, one has to limit the paths contributing to the phase factor to straight lines con-
nectingj with i. The consequences of this approach for transport properties like the optical conductivity will be
discussed in Sect. 4.3.
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wheren is an integer.
For Assaad’s method one usBs= ®g/L?. Hence, the next-neighbor hopping matrix ele-
ments take the form

tj=—te 2V for j=ite, (2.87)
tj=—te'?’™  for j=i+e, '

for symmetric gauge and

tij = —t for j=i+e,
o (2.88)
1551 . .

tj=—tez2” for j=i+e,

for asymmetric gauge. The boundary conditions are given by

T

L.
T _elflyci7

CitLe, =
T
Q+L%

) (2.89)

Lo
—151
= e L mci’

for symmetric gauge and
b (2.90)

for asymmetric gauge. Using two different gauges (symmetric vs. asymmetric) is a very useful
test for the correctness of the calculations, since the results should not depend on the gauge for
a gauge invariant Hamiltonian. As one can see from Egs. (2.89) and (2.90), Assaad’s method of
reducing finite size effects introduces many different boundary conditions, all at the same time,
in addition to generating a complex hopping parameter.

2.6.3 Gauge-invariant vs. non-gauge-invariant implementation

The implementation of Assaad’s method for a gauge-invariant Hamiltonian is straight forward.
For a non-gauge-invariant BCS Hamiltonian there are, however, two possible ways to introduce
the magnetic field. The physically correct way would be to first introduce the magnetic field and
then make the BCS mean-field approximation. In that way, the magnetic field couples only to
the hopping terms ity (EQ. (2.2)) so that after the BCS approximation, the Hamiltonian is no
longer gauge-invariant due to the pair creation operatgr@TTcL“ occurring in the interaction

term (Eq. (2.3)).

On the other hand, we can start with the BCS Hamiltonian and perform the particle-hole
transformation defined in Eq. (2.13). After the particle-hole transformation, which only effects
the spin-down operators, the pairing term transforms into a next-neighbor spin-flip hopping
term

cliclys) = Uittisal. (2.91)
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Figure 2.6: Mean particle number per lattice site (n) as a function of the inverse lattice size
1/L for fixed chemical potential ji. The results have been obtained from the BCS d-wave
Hamiltonian using different methods to reduce finite-size effects. The straight line is the result
for L — oo.

If we consider this particle-hole transformed Hamiltonian as the original electronic Hamilto-

niant8, then the magnetic field also couples to the teFmﬁiTWiMl- These spin-flip hopping-

terms correspond to the pairing terms of the original Hamiltofa(Eq. (2.3)). In this way,

the pairing amplitudéy; in /1, acquires a phase factor similarly to the hopping-matrix elements

tij in Ho (see Egs. (2.68) —(2.71)). As aresult, the coupling to the vector potential is now imple-

mented in a gauge-invariant manA&iSince the magnetic field is only a means to reduce finite

size effects which disappears in the thermodynamic lifit o), it has no physical relevance

and therefore we are free to choose the version that works better in reducing finite-size effects.
Fig. 2.6 shows the mean occupation numperfor the BCSd-wave Hamiltonianf,. = 1.0t)

as a function of lattice sizé for fixed chemical potentigl. Without magnetic field, strong

finite-size oscillations are visible as function of /L The inclusion of aphysical magnetic

field into the BCS Hamiltonian strongly attenuates the oscillations, however, the convergence

towards the exact result fdr — o is still fairly slow. Since the results are not gauge-invariant,

one might increase the convergence by choosing a different gauge. However, this would re-

quire an optimization procedure with respect to the gauge field. Finally, the gauge-invariant

implementation of Assaad’s method yields extremely good results already fox &dl&tice.

Consequently, in all calculations where it is possible to use Assaad’s method, we have chosen

the gauge-invariant implementation. We stress again, that this magnetic field has no physical

meaning and is just needed to reduce finite size effécts.

18|n fact, this treatment corresponds to reversing the charge of the spin-down eleetronse).
BFor s-wave pairing (Eq. 2.7), the on-site pair-creation operafpafa transforms into an on-site spin-flip
operatory:.., 1| and thus acquires no phase factor. However, also there the charge of the spin down electrons
torys 44| and th hase factor. H Iso there the ch f th d lect

has to be reversed in order to obtain a gauge-invariant description dHejTEo—> wiTWJl'
20A physical magnetic field also has to be included in the effective phase action of our phase-fluctuation model
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Figure 2.7: Static spin susceptibility X spin(qz, ¢y = 0, w = 0) calculated from the tight-binding
Hamiltonian Hg at halt-filling for different lattice sizes L. The full line is the result for L — oo.
Top: Xspjn(qm) calculated without magnetic field. Bottom: Xspm(qx) calculated using Assaad’s
method of including a static magnetic field B = %8. Please note the much smaller scale of the
lower figure.

As was pointed out before, the magnetic field destroys the lattice translation symmetry. There-
fore, Assaad’s method is only useful for correlation functions in the limg ef 0, where one
effectively averages over all lattice points. The only exception is the static spin susceptibility
Xspin(0) Which is shown in Fig. 2.7 for different lattice sizes as a function,ofwith ¢, = 0.

It is a further example of how efficiently this method works in reducing finite-size effects. The
reason as to why we obtain these amazingly good results despite the destruction of translation
symmetry is due to the fact that the charge degrees of freedom directly couple to the vector
potential whereas the spin degrees of freedom couple to the magnetic field.

(see Eq. (2.41)).



2.7. OPTIMIZATION OF ALGORITHMS FOR HIGHPERFORMANCE COMPUTING 43

2.7 Optimization of algorithms for high-performance
computing

Many-particle physics tries to link the microscopic quantum-mechanical world to our macro-
scopic everyday world. The bridge between these two worlds is the number of particles. In
order to obtain macroscopic quantities, one needs to describe many-particle systems containing
about 182 particles. Thus, it is obvious that the limited number of lattice points, or number

of quantum-mechanical states which are taken into account, is the main obstacle in all calcu-
lations. Besides the physical side of this problem, which was discussed before, one also needs
deep insight into the computational side. For a numerical simulation, advanced knowledge of
computer hardware and software is required in order to apply the most appropriate numerical
algorithms and optimization techniques. This side of the problem is called “high performance
computing” and it is still necessary to spend quite some time on the numerics despite the yearly
growing computer power.

In this section we will briefly discuss some aspects of nhumerical optimization. To “speed
up” our Monte Carlo (MC) simulation one has to mainly concentrate on three issues. Firstly,
to reduce the number of different phase configurations which are effectively needed to obtain
reliable results. Secondly, to use a fast diagonalization procedure. Thirdly, to implement the
calculation of the correlation functions in a fast and effective way. Concerning the second and
third point: an increase in speed always has to be paid with larger memory requirements. In all
cases, the first step must always be to find the most effective numerical algorithm and the last
step to optimize the program code for a given compiler or computer architecture.

2.7.1 WOolff’s cluster algorithm vs. local Metropolis algorithm

It would take a much too long time to create the different phase configurafiphsn the

MC simulation in a random way and then weight each configuration with the Boltzmann fac-
tor e~ #Fxy ¢} until one obtains reliable results. Instead, we use the technique of importance
sampling [112]. There, one starts from a phase configurdtignand then constructs a new
configuration{¢'}. Each changédy} — {¢'} is associated with a certain transition probabil-

ity P({¢} — {¢'}). That means, one draws a uniformly distributed random numhweith
O0<r<1 Ifr<P{e}— {¢}), then the new configuratiofiy’} is accepted, else, the

old configuration{,} is taken into account for a second time. The transition probabilities
P({¢} — {¢'}) have to be constructed in such a way that they generate the stationary distribu-
tion e~ #Fxvl{#}] This requirement ofletailed balance can be written as

e BFxy{e}] P({e} = {¢'}) = e BFxy{¢'}] P{¢'} — {p}). (2.92)

Eq. (2.92) gives us some freedom to defin o} — {¢’}) such that it generates the relevant
phase configurations in a very effective and computing time saving way.

One way to defineP({¢} — {¢'}) is the so-called Metropolis algorithm. There, a new
configuration is always accepted if it is energetically favorahlEx(y < 0).2 If AFxy > 0,

ANFxy = Fxy[{¢'} - Fxy[{#}]-
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the acceptance rate is given By{ o} — {¢'}) = e 2xv The updating scheme is purely local.

That is, one starts with a lattice sitand proposes a change— goi’.zz Then, one continues with

the neighboring site, moving along a well defined path through the whole lattice. One complete
pass through of the lattice is called sweep. It is clear that if some form of long-range order
starts to develop, the local updating rate goes to zero, since all the neighboring spins (phases)
tend to be aligned along the same direction. Hence, every change of one single spin (phase)
always increases the energy and is thus very unlikely. Therefore, a system close to a phase
transition gets trapped for a very long time in one statistical configuration. This is the problem
of critical slowing down, where the number of sweeps needed to obtain a statistical independent
configuration increases dramatically due to the domains that start to develop. These domains
tend to oscillate and a complete flip of one domain is rather unlikely.

Swendsen and Wang (SW) [113] proposed an algorithm to overcome the problem of critical
slowing down for Potts spin models, like the Ising model, where the spins take on certain
discrete values. Their idea was to replace the single spin as elementary unit by a cluster of
spins. The clusters are constructed in such a way as to ensure detailed balance. Instead of a
single spin, the whole cluster is flipped in the updating procedure. Wolff [114] proposed an
extension of the SW method to continuous spin models likeXhe model. He was able to
show [115] that his algorithm completely eliminates critical slowing down forXhé model.

In Wolff’'s method, one starts with a random lattice sigad then starts growing a cluster around

this site. In addition, one generates a random vector defining a hyperplane. The spin on each
site added to the cluster is reflected with respect to the hyperplane. As in the SW algorithm,
detailed balance is ensured through the way the cluster is constructed [114].

The cluster updating schemes work at arbitrary temperatures. However, for practical pur-
poses it turned out, that the local Metropolis algorithm performs more efficiently on the Hi-
tachi SR8000-F1 at high temperatures than Wolff’s cluster algorithm. This is due to the recur-
sive book-keeping procedure needed for the cluster construction. Therefore, we used the local
Metropolis algorithm at high temperaturés> 1.57 7 where the phase correlation length is
of order unity € ~ 1). At lower temperature$ < 1.57r, Wolff's cluster algorithm was used
with no sign of any critical slowing down at the Kosterlitz-Thouless transifica Tk 7.

2.7.2 Different Monte-Carlo error-estimators

The most important point of the MC simulation is the sampling of uncorrelated phase config-
urations. A measure for the number of MC updating stgp@Metropolis sweeps or cluster
updates) needed to obtain a statistically independent phase configuration is the auto-correlation
time 7 [116]. After 7 updating steps, the new phase configuration should be completely uncor-
related to the old one. The auto-correlation timean be obtained from the time correlation
function [116]

c(tn) = <€is0i (to) efisoi(tn)> 7 (2.93)

where(---) is the average over phase configurations and latticeisites

22This is implemented numerically by drawing a random numbebetween-7 and 7, and addingly to the
old phase.
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The so-called binning analysis is another method to check the statistical independence of the
n=1--- N different guantum-mechanical expectation valdés, ) which were calculated from
N different phase configurations. In this methdd,expectation values at a time are combined
into one bin, so that for example the first bin conta{n¥t1),---, A(tar)}. For each of the
N/M bins, the standard deviatian,, is calculated. Then, the mean standard deviatign
averaged over all bins is computed for different valued/ofAs long as the expectation values
contained in each bin are correlateg;, increases as a function af. Finally, oy, Starts to
converge once,; —t1 > 7, which is another estimate for the auto-correlation time

Alternatively, one can calculate the higher statistical moments of the sgmple),--- , A(tn)}-
These are the skewness and the kurtosis [117]. The skewness is a measure for the asymmetry
of the distribution around its mean. The kurtosis measures the relative peakedness or flatness
of the sample distribution relative to a normal (Gaussian) distribution. Thus, they both indicate
a possible correlation of the sample values. However, also for an ideal Gaussian distribution,
skewness and kurtosis fluctuate quite strongly for a finite sample, which makes them only of
limited use.

In our MC simulation, we first calculated the auto-correlation tinfiklom the time correlation
function (Eq. (2.93)) for a given temperature and lattice size and thentysed t,, = 7. This
is most convenient, sincecan be obtained solely from th€Y model without the computing
time intensive diagonalization of the fermionic Hamiltonian. After the MC simulation of the
complete phase fluctuation Hamiltonian, we re-checked the statistical independence of the cal-
culated expectation values with the help of a binning analysis and the calculation of the higher
statistical moments. Furthermore, as we always start the MC simulation from a random phase
configuration, we performe@(r) warm-up sweeps, in order to ensure, that thermal equilibrium
is reached before the measurement of the expectation valles), -, A(ty)} starts.

After the statistical independence of the sample of expectation values for different phase
configurationg{ A(t1),---, A(tn)} is guaranteed, one next needs to estimate the statistical MC
error of the mean expectation valde= % sV A(t,). Since we are interested in the statistical
MC error of the mean expectation value and not the fluctuation of expectation values around
the mean, which are solely a function of temperature for classical phase fluctuations, we group
as before respectively/ expectation valuesl(t,,) into Ny, = N/M bins. Then, for each bin
the mean expectation valuln(m), withm = 1,--- , N/M is calculated.

Next, one needs a measure for the statistical Monte Carlo error which can be estimated from
the statistical fluctuations ocfbin(m) aroundA = % anflw ffbin(m) for N,M > 1. The stan-
dard procedure would be to calculate the standard error

Npin __|2
o= | VoD 2 () 42| 299

However, it turns out that for the uncorrelated but small number of data pgim{&n), this

yields a much too large error. Due to the limited number of bins, one therefore needs a more
robust error estimator. The jackknife and bootstrap estimators are the methods of choice, if
one needs to estimate the standard error of a statistic of independent and identically distributed
variables from a small sample [118].
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The jackknife estimate of the standard error is

Npin —1 72 -2l
oj = [ Nbin 2 A(z) —A()) 5 (295)
whereA( )= Mo 1 n—l > mti Apin(m ) is the sample average with thigh bin deleted and4_(,) =

me sz'” A(; the average of the deleted averages. B

The bootstrap works as follows [118]: (i) draw from the original san{plan( ), Apin(Npin) }
a bootstrap sampléA;. (1), bm(me)} by Npin random draws with replacement. (ii)
compute the bootstrap repllcatlaﬁb il b'“ bin(m). Repeat step (i) and (i) a large number
B of times. The bootstrap estimate for the standard error is then given by

2

B
Z (A — A*)2| (2.96)

whered* = L 58 4%,

In general, the bootstrap is the best method to obtain a reliable standard error of a statistical
distribution from a small random sample. We carefully compared all error estimators by re-
peated MC runs. In our case, jackknife and bootstrap yield nearly identical results. Therefore,
we have chosen the less computing time intensive jackknife method as MC error edtimate.

2.7.3 \Vectorization and the avoidance of cache-trashing

Having optimized the computational algorithms and number of MC steps needed to obtain re-
liable results, one finally needs to optimize the program code for a given computer architecture
to “speed up” the MC simulation. Generally, one can always reduce the number of calculations
at the expense of memory. Examples for computing time intensive functions are the sine, co-
sine and exponentional function or the determination of neighboring lattice sites, where modulo
calculations are necessary. Since we are performing our calculations on a lattice, we only need
the function values for a set &f = L x L discrete point$* Consequently, we can calculate all
function values at the beginning of the program and save them in a table (vector or matrix). In-
stead of calculating the exponential any time it is needed, one only needs to calculate it once and
thereafter only look it up in the table, which increases the program performance tremendously.

Furthermore, everything has to be removed from the inner loops which does not necessarily
have to be calculated there. Large nested loops should only contain vectors or matrices and no
functions or conditional statements like if-clauses. This procedure is called vectorization and
is facilitated by a special processor architecture with special vector registers for a fast (pseudo)
parallel addition and multiplication of vectors [119].

By replacing all functions by vectors and making the vector sizes larger and larger, one finally
reaches a point where the memory access time sets a limit to a further increase of performance.
All vectors have to be loaded from the main memory into the vector-processor registers which

23|n fact, one can show [118] that the jackknife is almost a bootstrap estimate itself.
24pn exception is the cosine in tH€Y free energy, which we have to calculate for continuous values of phases.
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becomes the bottleneck of the whole calculation. A memory with a fast access time is expensive
and therefore all computers have two kinds of memory. A large but slow main memory and a
fast but small memory which is called cache. To make sure that the processor does not have
to wait for many cycles until a vector is loaded into the registers, one has to take care that the
vectors which are needed next are already in the fast cache memory.

The cache is divided into different cache lines, where in a direct mapped cache, each cache
line loads data only from a well-defined successive region of main memory [119]. Since the
main memory is much larger than the cache, different regions of main memory map to the same
cache line. For very large vectors with a sizef large powers of 2= 2, [ >> 1), it can happen
that two vectors 4, B) which, for example, should be added, are mapped to the same cache line.
In this case, first vectod is loaded into the cache but then it is replaced by ve&toso that
only one vector at a time is in the cache. Therefore, for each vector entry the whole vector
has to be reloaded from main memory into the cache and the memory performance suddenly
completely breaks down.

This effect is called cache-trashing and was a serious problem on the Hitachi SR8000-F1
for large lattice sizes/{ = 30x 30). It can be circumvented by avoiding large powers of 2,
which practically means to make the vectors slightly larger (for example: 2! + 19,1 >
1). This ensures that the vectors are now loaded into different cache lines [119]. Finally, the
repeated throw of one dice can be done in parallel by many dices, as long as the dices are not
manipulated® Thus, the MC simulation can most easily be parallelized on a massively parallel
system by using MPI (Message Passing Inted8ce

25This, one has to make sure by initializing the “random number” generators properly.
26see, for example: http://www.lam-mpi.org/ and http://www.mpi-forum.org/ (6/15/2004).



Single-particle properties

In this chapter we calculate as a first application of our phase-fluctuation model several single-
particle properties and compare them with experiment. We start with the simplest quantity,
which is the tunneling conductance. The tunneling conductance is determined by the density of
statesV(w) of the many-electron system. Then, we apply our model to angle resolved photoe-
mission spectroscopy (ARPES) experiments, which measure the single-particle spectral weight
A(k,w). In this way we want to further confirm the principle consistency of our phenomenolog-
ical approach and its usefulness in explaining experimental results. Finally, we discuss to what
extent a possible alternative high-temperature approach based on the coherent potential approx-
imation (CPA) can serve as a useful tool in analyzing the experimental results in the pseudogap
phase of the cuprates.

3.1 Tunneling conductance

The general idea of tunneling experiments is that there is a nonzero probability for electrons to
guantum-mechanically tunnel between two conductors separated by an insulating region. The
tunneling probability falls exponentially with the distance between the two conductors. In a
typical experimental setup, the tunneling curréit’) is measured as a function of the applied
potential differencéd/ across the tunneling junction. The differential conductafice % is
then directly related to the density of states of the two conductors on both sites of the insulating
barrier.

In a scanning tunneling microscopy (STM) experiment, a metallic tip is scanning over the
superconducting copper-oxide plane. Therefore, one has a superconductor-normal tunneling
and the differential conductance,,, is given by [7]

Gon(v,7) = LoD [N e g, (3.)

with N (w) the density of states of the superconductor @) = [exp(w/T) + 1]~ the Fermi
function. Here, one assumes that the density of states of the metal is constant over the relevant

48
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energy range of order of the superconducting 8ap Thus, the tunneling conductance in
STM experiments is proportional to the temperature broadened local density of states of the
superconductor.

On the experimental side, numerous controversial papers on the tunneling conductance in the
cuprates were published in recent years. This is a general problem of higiperconduc-
tivity, where many different experiments were carried out on different samples (with varying
chemical composition, doping and sample preparation) using different experimental techniques
and yielding different results. In fact, this could be a sign for the unstable fixpoint discussed in
the introduction. Therefore, we first summarize and clarify the experimental situation and try
to elaborate the universal and intrinsic properties of the £ul@nes.

3.1.1 Experimental results

In analyzing the experimental tunneling spectra, one always has to keep in mind, that tunneling
and photoemission are surface sensitive probes, where the detected electrons stem — at most
— from the first few CuQ@ layers. Thus, one always has to face the general problem as to
what are surface effects and what are true bulk properties. A similar question arises in case of
local inhomogeneities, namely whether they are due to a true phase separation of the electronic
system or just impurity caused.

local inhomogeneities

Various STM experiments on Bsr,CaCuyOg, s (Bi2212) show a spatial variation of the local
density of states (DOS) and the SC gap [120, 121]. Superconducting domains of 3iza,

with a well-defined SC gap and coherence peaks, seem to live in underdoped Bi2212 on an elec-
tronically distinct background with a broader pseudogapped-like structure [120,122]. These
structures first were considered as a consequence of doping a Mott insulator, where the doped
holes concentrate in certain hole-rich superconducting domains [121, 122].

However, after Fourier transforming the spatial STM modulations and comparing their dis-
persion with ARPES experiments, it turned out that the characteristic modulation wavevectors
can be related to elastic quasiparticle scattering vectors between different regions of the Fermi
surface close to the nodal points [123, 124]. On the theoretical side, it was verified, that quan-
tum interference due to weak impurity scattering potentials has a non-neglectable effect on the
observed STM spectra for experimentally relevant impurity concentrations [125, 126]. Thus,
the DOS modulations are predominantly a quasiparticle interference pattern due to elastic scat-
tering from impurity potentials with no other order parameter or competing electronic phase
required.

On the other hand, experiments on thin films of Bi2212 indicate that crystal disorder can in-
deed produce electronic inhomogeneities with small superconducting regions coexisting with
dominating semiconducting areas [127]. This is further confirmed by experiments on heav-
ily Pb-doped Bi2212, where no correlations between the distribution of Pb impurities and the
STM local DOS variations was found [128], but a clear correlation between the excess oxygen
introduced crystal disorder and pseudogap-like STM spectra.
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Thus, without impurity quantume-interference-scattering and (surface) crystal disorder, one
would expect the electronic phase to be truly homogenous. This is further supported by the
analysis of specific heat and NMR data on Bi2212, where no indication for phase segregation
or gross inhomogeneity of bulk Bi2212 was found [129].

peak-dip-hump feature

STM experiments on BErCuGs, s (Bi2201) and Bi2212 clearly show, that the pseudogap
continously develops out of the SC gap as a function of temperature [24, 26]. The characteristic
SC coherence peaks dissappear aligvieut the SC gap shows now BCS temperature depen-
dence and does not closeZat Instead the SC gap continously evolves into a pseudogap with
the same magnitude. This pseudogap “fills in” with increasing temperature but its size remains
constant. It is visible in STM spectra up to a temperaftlifewhich can be as high as room
temperature in underdoped Bi2212 samples.

On the other hand, intrinsic tunneling spectroscopy in Bi2212 and La-doped Bi2201 samples
rather indicates a coexistence of SC gap and a larger pseudogaglbelitv the superconduct-
ing gap seemingly disappearing/at[130-132]. This is the so-called peak-dip-hump structure
of intrinsic tunneling spectra, where the hump is supposed to be due to the larger pseudogap and
which was also observed in trilayer Bir,CaCuzO19,5 (Bi2223) [133]. The general idea of
intrinsic or interlayer tunneling is that each pair of Cu@anes, respectively, acts as a Joseph-
son tunneling junction for a short current pulse applied along-tieection, perpendicular to
the planes. Therfore, it is a bulk sensitive probe, which is often claimed to show the true bulk
properties of the density of states in contrast to the rather surface sensitive STM experiments.

Recently, it was however shown [134, 135], that the tunneling characteristics of intrinsic tun-
neling experiments can be reproduced qualitatively quantitatively by assuming that the
hump feature is simply due to Joule heating of the sample. This was done by using the ex-
perimental normal state out-of-plane resistaRg€l’) and applyingNewton’s Law of Cooling
from 1701. It is now experimentally confirmed [136, 137] that local overheating due to the
poor thermal conductivity of the cuprates is a sever problem of intrinsic and perhaps even some
break junction tunneling experiments. Thus, indeed, the hump features of [132] are an artefact
of Joule heating. Unfortunately, no comment on this from other intrinsic tunneling groups is up
to now available.

Nevertheless, STM measurements using Bi2212/vacuum/Bi2212 tunneling junctions, exhibit
two kinds of pseudogap [138]. A small pseudogap comparable to the SC gap appear$below
and continously evolves into the SC gafat and a large pseudogap of size 3—4 times the SC
gap which remains open also abdveand is possibly of spin fluctuation origin. Furthermore,
there are some indications from tunneling spectra acquired for a-axisC(B@;_s (YBCO)
films, that one needs to take into accourdependent tunneling matrix elements in order to
explain the variation of the tunneling characteristics with the surface roughness of the sample
[139].
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3.1.2 Thed-wave case

To summarize again, the STM spectra of Ref. [24, 26] are supposed to reflect the true homoge-
nous bulk properties of the cuprates. They show that a pseudogap with the same magnitude as
the SC gap develops below a characteristic temperdtuend evolves continously into the SC
gap at7,, where finally the characteristic SC coherence peaks appear.

In Fig. 3.1, we show the density of stat¥¢w) as a function of temperature, calculated from
our phase fluctuation model with._ ».-wave gap. Foi" > TMF  the gap amplitude vanishes
and the density of states exhibits the usual Van Hove peak=ad. ForT < TM¥ the pres-
ence of a finite gap amplitude gives rise to a pseudogap whose size is S&f.byrBen, asl’
approache8xr and theX'Y phase correlation lengf{7") rapidly increases, coherence peaks
evolve, the separation of which is determined &2 An important point is that the temper-
ature scale over which the evolution of the coherence peaks occurs, is set by some fraction of
Trxr (1< T/Txr < 1.5) which means that it appears fast on a scale s@t¥y > Ty 7. Fur-
thermore, the gap fills in abovEx 7 instead of closing, which is however masked by the van
Hove peak at higher temperatures.

An effective correlation length(7'), extracted by fitting an exponential form to the phase
correlation function

C(l) = (e "Pirtel#i) (3.2)

is plotted versug’ in Fig. 3.2 for our 32< 32 lattice. The rapid onset @i{7") asTkr is ap-
proached is clearly seen. It is this sudden increas¢f that is responsible for the appearance
of the coherence peaks @sapproache§ . This effect is further enhanced by the 2D to 3D
crossover that occurs in the actual materials.

In order to compare these results f§fw) with scanning tunneling spectra, we have calcu-
latedd(V')/dV using the standard quasi-particle expression for the tunneling current given in
Eqg. (3.1). Results fodl(V')/dV are displayed in Fig. 3.3. The effect of the Fermi factors in
Eq. (3.1) isto provide a thermal smoothing of the quasi-particle density of states over a region of
order 2I'. This becomes significant at the higher temperatures, where the prominent pseudogap
dependence oV (w) seen in Fig. 3.1 is smoothed outdi(1")/dV .

One sees that the size of the pseudogap scales with the spacing between the coherence peaks
and evolves continuously out of the superconducting state. Abbowel 57k, coherence
peaks are no longer visible iV (V') /dV but the pseudogap persists over a large temperature
range measured in units ©f;7, becoming smoothed out by the thermal effect approaches
TMF and vanishing abové ¥,

Finally, in order to sort out band-structure effects, we have plotted in Fig. 3.4 in accordance

with the experiment [26], the tunneling conductadé@dVyorm = %, normalized to its
TC

(V-dependent) value & = T, Fig. 3.4 most clearly shows, that our numerical results for

the tunneling conductaned (V') /dV are very similar to the scanning tunneling measurements

on Bi2212 and Bi2201 [24, 26], where the superconducting gafg'fer7.(= Txr) evolves
continuously into the pseudogap regime extending up te 7*(= 7). Exactly as in the

STM experiments, the coherence peaks suddenly appéar=aslxr) is approached and at
higher temperatures, the pseudogap fills in rather than closing. Furthermore, the temperature
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range associated with the pseudogap regime can be large compared with the size of the su-
perconducting regime. All this gives strong support for the phase-fluctuation scenario of the
pseudogap.

A final remark on inhomogeneities is in place here. The study of the local density of states
variations caused by impurities is a very important second tool in exploring the quasi-particle
states besides ARPES. In fact, quasi-particle interference due to impurity scattering can help to
distinguish and rule out various alternative scenarios for the pseudogap [140]. Impurities can
very easily be included in our Hamiltonian.

Unfortunately, including an impurity no longer allows us to use Assaad’s method of reduc-
ing finite-size effects (see Sec. 2.6). As was pointed out before, the magnetic field destroys
translation invariance. This was no problem without impurities, where local DOS and global
DOS are the same. In averaging the local DOS with magnetic field over all lattice sites, we ob-
tained amazingly good DOS curves displayed in Fig. 3.1. Including impurities no longer allows
for this averaging. Without magnetic field, the finite size effects for oux 32 lattice are of
the same order of magnitude as the expected impurity-induced local DOS modulations which
makes it very difficult to obtain reliable results.

3.1.3 Thes-wave case — implications for electron-doped cuprates

While there is strong evidence that the hole-doped Higbuprates have &,2_,2-symmetry of
the SC gap, the experimental situation for the electron-doped cuprates is not as clear. The in-
plane penetration dep#;, (7') of the electron-doped cuprate superconductord¥@ep 15CuOs_,
has an exponential temperature dependence [141] which is typical for an isothapie SC
gap. Furthermore, there is increasing experimental evidence for a change of the SC order pa-
rameter as a function of electron doping frona-&vave gap in the underdoped samples to a
s-wave gap in overdoped samples. Tunneling experimentsin,.Be,CuO, show a zero-bias
conductance peak, which is typical for Andreev bound states appearifigi@ave SC tunnel-
ing junctions, only in underdoped samples [142]. In addition, a detailed doping and tempera-
ture analysis of the penetration depth inLaCe,CuQs_, and Py_,Ce,CuCy_, [143] further
supports the picture of a transition frosh to s-wave pairing near optimal doping. Whereas
quasi-particle tunneling spectra of optimally doped.¢kiag 1CuQ, [144] show no zero-bias
conductance peak and deviations from a pitgave gap. These experiments rather support
an anisotropic-wave gap in the underdoped samples. Only in strong magnetic fields, which
destroy superconductivity, a pseudogap is visible in the electron doped cuprates [145]. It is not
clear whether this pseudogap is caused by a competing order parameter or by the suppression
of phase coherence in the magnetic field.

In view of these experiments, we consider the phase-fluctuation Hamiltoniar-wile gap
as a possible prototype Hamiltonian for the electron doped cuprates. Fig. 3.5 shows the density
of statesN (w) as a function of temperature, calculated from our phase-fluctuation model with
s-wave gap. The density of states exhibits the same features as drwhee case. The SC
coherence peaks completely dissappear afiovel.57 7, whereas the gap is visible up to
TMF and gradually fills in, instead of closing. These features and the smooth evolution of the
pseudogap are more clearly visible in the tunneling conductitity”) /dV shown in Fig. 3.6.
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However, there is one important additional aspect forstweave case: the shape of the gap
changes. BeloW ~ Tk, the gap has the characteristic form of a B&®ave gap. But as
soon as the temperature is raised abbve 1.25T, the shape of the gap in the density of
states (Fig. 3.5) looks very similar to tdewvave gap in Fig. 3.1. This is exemplified in Fig. 3.7
where the tunneling conductanéé(V')/dV for thed,._ .-gap atl’ = T is compared with
the tunneling conductance for thewave gap afl’ = 1.257T k. Both tunneling spectra have
a nearly identical shape. The reason for this similarity is thatsth@ve gap starts to close
anisotropically abové&, which will be discussed in great detail in Sec. 3.2.

Thus, a possible alternative scenario to a quantum-critical point close to optimal doping,
where the SC order parameter changes filgm .-wave (underdoped) te-wave (overdoped)
could be, that phase fluctuations (possibly of quantum nature) also play an important role in
the electron doped cuprates and makestveave gap resembled,z_,2-wave one. With this
hypothesis, the experimental results can be described consistently by the assumption that the SC
order parameter haswave symmetryin the whole doping range. However, in the underdoped
region, close to the AF Mott insulator, (quantum) phase fluctuations start to become relevant due
to the small superfluid density. These (quantum) phase fluctuations than lead to an anisotropic
s-wave gap which looks very similar to &wave gap in tunneling experiments as shown in
Fig. 3.7.
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Figure 3.1: Single particle density of states N(w) for different temperatures T for a 32 x 32
lattice with T = 0.1¢. The d,2_,2-wave gap has the size Asc = 1.0t. A pseudogap appears
below TCM F ~ 0.42t and coherence peaks develop below T' < 1.5T k1 as T approaches Tx.
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Figure 3.2: The effective correlation length {(T') versus T' /T for the 32 x 32 lattice. Here
TMFE Ty ~ 4 -5 so that the pseudogap regime which extends from T /Tt ~ 1 to 5 is large
compared to the superconducting region which extends from O to T’/ T = 1. The pronounced
increase of £(T") occurs over a narrow temperature region (1 <T'/Txr < 1.5), on a scale set by
TMF  as Tyt is approached.

Figure 3.3: Tunneling conductance g—‘l/ for the d,2_,2-wave gap, normalized to its value at

and V = 0, for different temperatures. Solid curves are for T' = {0.75,1.25,1.75,3.00} T,
dashed curves for T = {1.00,1.50,2.00} Tx7 and TMF (% |y —o is increasing with T).
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Figure 3.4: Normalized tunneling conductance d1 /dV norm for the d 2_,2-wave gap for different
temperatures. All tunneling spectra have been divided by the T = TM¥ spectrum, in order
to get rid of the band-structure effects (van Hove peak) and for a better comparison with the
experimental data of Ref. [26].
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Figure 3.5: Single particle density of states N(w) for different temperatures T for a 32 x 32
lattice with T = 0.1t. The s-wave gap has the size A;. = 1.0t. A pseudogap appears below
TMF ~ 0.54¢ and coherence peaks develop below T' < 15Ty as T approaches Tk .
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Vit

Figure 3.6: Tunneling conductance C‘f—é for the s-wave gap, normalized to its value at T} ¥ and
V' =0, for different temperatures. Solid curves are forT = {0.75,1.25,1.75,3.00} Tk, dashed
curves for T' = {1.00,1.50,2.00} Ti7 and TMF (%\V:O is increasing with T).
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Figure 3.7: Normalized tunneling conductance %. The solid curve is for the d,2_,2-wave gap
at’T'= 1.0Txp. The dashed curve for s-wave gap at'I' = 1.25T k. Both curves have a nearly
identical shape.
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3.2 Spectral weightA(k,w)

The quantity which is usually compared with angle resolved photoemission spectroscopy (ARPES)
experiments is the spectral weightk, w). It can be calculated from the retarded single-particle
Green’s functiorG% (k,w) as

Ay (K,w) = —% O{GE(k,w)}. (3.3)

However, its connection to the photoemission intensiti&sw) is not straightforward, although
one commonly assumédsk,w) ~ A(k,w).

The photoemission process can be described by the three-step model [100]: (i) photoexci-
tation of an electron, (ii) transport of that electron to the surface without inelastic scattering,
and (iii) escape of the electron into the vacuum. In the first step matrix elements of the electric
dipole operator between the initial and final electronic states have to be considered in addition to
the spectral weight [146, 147]. In the third step surface resonances might play an important role
[147]. The final photocurrent(k,w) is then given as a product of the matrixelements from alll
three steps. In addition, there is a (large) background from inelasticallglastically scattered
electrons which adds to the primary photocurr&iit w).

Thus, due to the various matrix-element effects, only relative and no absolute photoemission
intensities are available. Furthermore, by tuning the polarization and photon energy of the
incoming light, different bands/orbitals contribute to the photocurrent. Howevepddigon
andshape of the spectral lines in the primary photocurré(k,w) are well defined and can be
compared with the calculated spectral weiglik,w). Finally, at finite temperatures the spectral
functions have to be multiplied with the Fermi function, which means that one obtains spectral
weight also from bands above the Fermi enefgy and a reduction of intensity from bands
below E'f.

Most ARPES experiments were carried out on Bi2212, which is a bilayer cuprate supercon-
ductor [14,101]. Early photoemission experiments indicated a peak-dip-hump structure of the
photoemission peaks which was taken as evidence for the coupling of the quasiparticles to a
collective mode [14]. However, it turned out that this peak-dip-hump structure is mostly due to
bilayer-splitting of the nearest-neighbor copper oxide planes. In changing the energy and po-
larization of the incoming light one is now able to focus on the bonding or anti-bonding bands
respectively [101]. In the following, we are only interested in low energy characteristics of
order~ A, of the spectral functions.

3.2.1 Quasiparticle dispersion
d-wave gap

Fig. 3.8 shows the spectral weightk,w) in a greyscale plot for the,._,»-wave supercon-
ducting gap with phase fluctuations at 10% dopifg) = 0.9) with ¢ = 0 along the standard
way ((0,0) — (7,0) — (7, 7) — (0,0)) through the 2D Brillouin zone (BZ). One can clearly
see that we obtain the characteristic BCS band structure telewl 7. The BCS band struc-
ture starts to appear, as soon as the effective phase correlationdesrythur finite lattice gets
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much larger than the pair-size coherence lergt(t > £p). The spectral peaks in the,0)-

region are somewhat broadened due to the phase fluctuations already preserit.bétothe
pseudogap state abo¥g, wheref ~ &g, the dispersion completely changes. The characteristic
BCS bands have disappeared and the spectral weight {n tBeregion has become completely
incoherent, whereas the nodd), 5 )-peak is only very slightly broadened and the dispersion
remains unchanged in that region of the BZ. The incoherent spectral weight starts to fill-in the
pseudogap & = (,0).

The band structure of the cuprates is usually described very well by including also the next-
nearest-neighbor hopping integral~ 0 into the non-interacting dispersion. Typical values for
t" are 0> t'/t > —0.4, depending on the copper-oxide compound [149]. The purposeof
to produce a very flat dispersion along tfte0) — (,0) direction of the BZ. Fig. 3.9 shows
the spectral weighti (k,w) for thed,2_,.-wave superconducting gap with= —0.4¢ and 10%
doping((n) = 0.9). Like in the case wherg = 0, we obtain a BCS-like bandstructure beldyy
which completely disappears in the pseudogap state ahovAs before, the spectral weight
in the anti-nodal(r,0)-region is getting very incoherent and fills-in the pseudogap afibve
whereas the rest of the dispersion remains unchanged and the(§odapeak only slightly
broadens with increasing temperature. ThUs not an important parameter in our model.

On the other hand, since in Bi2212 the SC gap in (thed)-region of the BZ opens at a
location where the dispersion is already very steep, which is masked in our calculations with
t' = —0.4t due to our large SC gap, we use in the following alwéys 0 to compare our
calculations with ARPES experiments. In Fig. 3.10 we show in more detail what actually
happens close tk = (7,0). Fig. 3.10 displays the quasiparticle dispersion calculated from
our phenomenological phase fluctuation modelifor 0 and 10% dopind(n) =0.9). The
spectral weight is plotted along th{®,0) — (7,0) — (m,7) direction through the Brillouin
zone (BZ). The free dispersion would cross the Fermi surface close tortBg-point. One
can clearly see that the characteristic (back-turning) Bogoliubov quasiparticle band disappears
in the pseudogap state abd¥e Instead, one obtains a sharp quasiparticle dispersion which
runs straight towards the Fermi energy and than fades out at a distance of the order of the
superconducting (SC) gdp.. This is in complete agreement with the experimentally observed
dispersion in underdoped Pb-Bi2212 which is shown in Fig. 3.11.

The angle resolved data for underdoped Pb-Bi2212 presented in Fig. 3.11 provide an insight
into how the pseudogap is actually created rigarin the superconducting state a characteristic
BCS-like back-dispersion is easily seen. This clarity is achieved by the careful choice of the
excitation photon energy. Exactly near388 eV the emission probability for the bonding band
is much higher than for the anti-bonding band [150, 151] and bilayer-related complications are
thus avoided. Abové., in the pseudogap state the characteristic BCS behavior is replaced by
the straight dispersion and strong depletion of the spectral weight towardahich, as will
be shown below, still leaves the energy gap in the spectrum.

Furthermore, Fig. 3.10 shows very clearly that the sharp quasiparticle features close to the
(m,0)-point are getting lost aboV&. within the phase fluctuation model. The sharp coherent
(m,0)-peaks dissappear and broad incoherent weidjktin the gap. Exactly this behavior was
observed before in photoemission studies of the pseudogap [41, 152—-155] and is also responsi-
ble for the characteristic temperature dependence of the scanning tunneling gap in the under-
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doped cuprates [26, 156], where the pseudogap fills-in instead of closing. Interestingly, not only
SC fluctuations [157], but also staggered flux fluctuations [158] can lead to this strong broad-
ening and destruction of ther, 0)-photoemission-peaks with increasing temperature while the
sharp quasiparticle peaks near the nodes ofithvave gap are preserved.

The disappearance of the characteristic BCS bands a@bowathin the phase fluctuation
picture can be understood by the fact, that the BCS wave-function is a coherent superposition
of wave functions with different number of electron pairs [7]

Weos) = [(w+vkekclyleo) = § An|Wa), (3.4)
k N

where|Wy) is a N-particle wavefunction. The quantum mechanical uncertainty in the particle
number is given by:

mNV:4Zu@§ (3.5)

Now v2 = 1 —u2 is the momentum distribution function fG = 0 and the weight of a quasi-
particle peak at momentufnis given byv? (u?) for E < Ep (E > Ep).

In the normal metallic state with = 0, one gets a sharp cut-off i (u2) at the Fermi-
wavevectork = kr so that(AN)2 = 0. In the BCS-superconducting state, howew%r(ui)
are finite also beyond the Fermi-wavevecigr, which means that also fdr > kp (k < kp)
one gets spectral weight & < Er (E > Er). This produces the characteristic BCS band
structure, with bands approachirtg: from below (above) and then turning back to higher
binding (quasiparticle) energies.

Now what happens if one introduces an arbitrary phase factor into the BCS wave function [7]

W) = [T sl + [vele® efcl . Dl bo). (3.6)
k
Integrating over all possible phases yields [7]

2 iNg/2 o T 1
Wn) = [ doe ™2 [ (uel +orle e loo)
k (3.7)

27 .
= /0 dgpe_ZNS"/ZHJ@).

This means, that one projects into an exact particle-number eigenstate by making the relative
phase of the Cooper-pairs completely uncertain. Eq. (3.5) is a special case of the general uncer-
tainty relation between phase and particle number

AN Ap > 1. (3.8)

The above described behavior corresponds to what is happening in the phase-fluctuation model
as a function of temperature. Starting from a phase coherent state-&t with Ay = 0, the

particle number is completely uncertain wiiV given by Eqg. 3.5. With increasing tempera-

ture, onegradually projects into a state with exact particle number N. In the temperature range,
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where the phases are completely uncorrelaged {y), one then obtainA N = 0, and the back-
turning BCS-bands must completely dissappear (loose weight fok -, as seen in Figs. 3.10

and 3.11). At finite temperatures, this situation corresponds to a classical grand canonical av-
erage over ensembles with different number of particles, where each state has a well defined
particle number and is no longer a coherent quantum-mechanical superposition of states with
different number of particles. Thus, we obtain a crossover from a BCS-like phase-ordered band
structure belowl ., which was also very nicely observed in ARPES experiments on overdoped
Bi2223 [159], to a completely new phase-disordepeeido-gapped band structure.

s-wave gap

Fig. 3.12 shows the spectral weightk,w) in a greyscale plot for the-wave superconduct-
ing gap with phase fluctuations at half-filliign) = 1.0) with ¢ = 0 along the standard way
((0,0) — (m,0) — (m,m) — (0,0)) through the Brillouin zone (BZ). Like in thé-wave case,
the characteristic BCS Bogoliubov quasiparticle bands can be observed onlyhelohereas

in the pseudogap state abdkenot only the spectral weight in ther,0) region is getting very
incoherent, but also the spectral weight at{§e%) Fermi level crossing. Furthermore, the gap
starts closing at7, 5), while it is still open a{r,0). This can be seen much clearer in Fig. 3.13,
which also shows very nicely the disappearance of BCS bands fefl.. The temperature,
where the gap starts closing @, ) coincides with the temperature where thavave STM
spectra start looking very similar to tllewave STM spectra (see Fig. 3.7).

The fact that the effects of phase fluctuations on the gap size are stronger negr3he
region than atr, 0) (Fig. 3.13) can be understood in the following way [36, 160]: In our model
we have three important length scales, the phase correlation I€ngtie Cooper-pair size
(coherence lengthfy ~ X—F and the thermal de Broglie wavelength ~ . The thermal de
Broglie wavelength is a measure for the size of the quasiparticle wave packets. As soon as the
mean distancé of the quasiparticles becomes of order &, quantum mechanical effects
have to be taken into account, while at very high temperaturesduithé;;, a quasi-classical
description is possible .

As discussed in Sec. 2.5, we always have £y in our model, since we only consider pair
center-of-mass phase fluctuations. Starting from high temperatures, the pseudoga@\of size
begins to open as soon &g, > . The thermal de Broglie wavelength increases 45,1
whereas the phase correlation lengtshows hardly any change over wide temperature range
(L5Txr < T < TM¥ = T*) and then suddenly diverges closelter = T, (see Fig. 3.2). As
long as&;, > &, the behavior of the system is dominated by incoherent quasiparticles of “size”
&n. As soon ag > &, we start seeing the effects of phase ordering in the spectral weight. Due
to the different Fermi velocities — ther, 0)-region is close to a saddle point with relatively
flat dispersion compared to the nod3l 7 )-points — we always hav§ (%, 5) > & (m,0) for
fixedT. Hence, the phase ordering effect sets in at lower temperatu(gs 7 than at(r,0).

One can put this in a more simple way: the effective phase-fluctuation tempefgturevr /£
at(%,%) is higher than atr, 0), therefore the gap starts closing firs(3t 7).
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3.2.2 Superconducting gap and pseudogap

Next, we want to elucidate in detail the effect of phase fluctuations ok-tlependence of the
guasiparticle pairing gap. Therefore, we have plotted in Fig. 3.14 the quasiparticle dispersion
obtained from MC simulations of the phase fluctuation model with .-wave gap along

the Fermi surface of the free dispersiefk) at half-filling ((n) = 1.0, ¢ = 0). This gives

us effectively the gap functioA(k). As can be seen in Fig. 3.14, beld one obtains the
characteristid/-shape of a gap witld,>_,» pairing symmetry. As temperature is raised, the
guasiparticles peaks are getting broader. In the pseudogap state/aptheespectral weight is
getting rather incoherent close the the- (7,0) as was pointed out before. However, close to
the nodal point of the gap function one still obtains a sharp quasiparticle dispersion. There, one
can clearly see spectral weight shifting to lower binding energies which produeascaded
gapless region in the pseudogap state closeKke= (7,%) instead of the nodal point in the
superconducting state beldly. This behavior is in complete agreement with photoemission
experiments [152, 155, 162, 163] which show that the pseudogap starts closinig #df, 7 )

where one obtains a finite Fermi-arc but rathi#ls in atk = (7, 0) exactly as in Fig. 3.14 (top).

Furthermore, the pseudogafk) obtained from phase fluctuations of the loé¢gl_, » pairing-
amplitude rather has a U-like shape (see Fig. 3.14, top) than the characteristic V-shape of a
BCSd,2_,.-gap. For comparison, Fig. 3.15 shows the pseudogap experimentally observed in
underdoped Pb-Bi2212 [148]. One can clearly see that the experimental pseudogap has exactly
the U-like form that we have obtained from the phase-fluctuation model. This deviation from
the pured,._ »-wave form was also observed in the superconducting state of very underdoped
cuprates and interpreted as higher harmonic contributions to the pairing function, which might
be due to a change in the pairing interaction in the proximity of the antiferromagnetic (AF)
insulating phase [161, 164]. On the other hand, our picture suggests that these experimental
results just might indicate the relevance of quantum phase fluctuations in this region of the
phase diagram.

This characteristic temperature dependence of the pseudogap is also confirmed by theoretical
calculations employing a sum-rule approach tbwave pairing model [165]. Besides the “low-
energy” leading edge pseudogay sizeA,. [166], also a “high-energy” pseudogap is observed
in photoemission experiments of underdoped cuprates which is nearly an order of magnitude
larger tham\,. [167]. This “high-energy” pseudogap is possibly of spin-fluctuation origin [38].

In Fig. 3.16 the gap functioA(k) of the phase fluctuation model withwave gap (n) = 1.0,

t’ = 0) is shown. It was obtained in the same way as#theave gap function in plotting the dis-
persion along the Fermi surface of the non-interacting system. Unlike in the caselefvihe

gap, the quasiparticle peaks along the whole Fermi surface are getting very incohereff.above
This incoherent spectral weight continously fills-in the pseudogap. Moreover, Fig. 3.16 clearly
shows that the pseudogap has an anisotregiave form despite the isotropic superconducting
BCS gap. In contrast to thewave case, where also the nodal lines ofdhe  .-wave gap play

an important role, the anisotropy in the size of theave gap with increasing temperature is
solely determined by thiedependent Fermi-velocity (k) of the underlying free quasiparticle

10ne way to identify this low-energy pseudogap in ARPES is to analyze the spectral weight suppression near
the Fermi energy in symmetrized ARPES specttg f(k,w) = A(Kk,w) + A(k, —w)).
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dispersiore(k) (see discussion in Sec. 3.2.1 and Refs. [36, 160]).

The results for the-wave pairing gap with phase fluctuations could also be of some relevance
for electron doped cuprates [141], where — as discussed in Sec. 3.1 — a possible crossover from
an anisotropic-wave (ord,._,.-wave) to a pura-wave symmetry of the SC gap as a function
of electron doping was observed [142, 143]. In fact, these experiments could be an indication
for the increasing relevance of (quantum) phase fluctuations in the proximity of the AF Mott
insulating state also in electron doped cuprates.

3.2.3 (w,0)-peak

ARPES experiments on Bi2212 show that the supercondu¢tin@)-photoemission-peak is

very sensitive to the superfluid density[41]. The extracted peak weightracks the superfluid
density as a function of temperature as well as a function of doping. The superconducting
(m,0)-peak disappears slightly abo&, while the leading edge gap (LEG) is visible up to
much higher temperatures, where the gap continously fills-in. Even up to the overdoped regime
a clear correlation between the SC properties andth@)-weight was observed [168].

Contrary to this interpretation of the photoemission data, the authors of Ref. [153] argue,
that the peak-weight remains nearly constant as a function of temperature whereas the peak
completely looses integrity close # due to a “lifetime catastrophe”, where the width of the
superconducting peak &tr,0) is getting very large. However, this effect is masked by the
dip-feature of the ARPES spectra, so that it looks like the peak is loosing weight.

The differing conclusions are due to the problem of how to extract the quasiparticle peak from
a background with broad hump features in the presence of bilayer splitting. The controversy,
however, only concerns the way of how the supercondu¢ting)-photoemission-peak actually
disappears slightly abovE. and not the other conclusions discussed in this section. Further
evidence for a connection between the low temperatur@)-peak weight and. in Bi2212 is
given in Ref. [169]. There it is shown, that follows in the underdoped regime the increasing
coherentr,0)-peak-weight as a function of doping, while in the overdoped regifhollows
— rather BCS-like — the decreasing SC gap magnitgdeso thatl,. ~ z A,..

In comparing the different higiiz superconductors of the Bi-family, a clear correlation of
their SC properties at optimal doping with the spectral weiglta@) was observed in Bi2201,
Bi2212 and Bi2223 as a function of layers per unit cell [154, 155]. Across these cuprates, the
superconductingr, 0)-peak-weight at optimal doping as well as the leading edge SC&yap
scale linear withl". ,,,.,.. This clearly indicates that the critical temperatiien all Bi-based
cuprates is determined by two ingredientsphase coherence and pairing strength — as will
be explicated below.

We have already seen, that within our phase fluctuation modéktltg-region reacts most
sensitive to phase coherence in casedf.a, .-wave gap. But before we continue and compare
our results with the experimental data, we first discuss the expected properties of (thesC
peak within the BCS mean-field picture. In BCS theory the weigbt the sharp Bogoliubov
quasiparticle peaks depends on the gap Aizg and the distance of the free dispersigh)
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from the chemical potential:

z:v,%:%(l—%), (3.9)

with £(k) = (k) — g and E(k) = 1/£2(k) + A%(k). If the free dispersion dtr,0) lies above the
chemical potential, then we obtagiik) > 0 and the superconducting BCS peakat0) would
dissappeaexactly at T, (see Fig. 3.17) and nelightly above T, as observed in experiment.

Furthermore, the weightof the superconducting peak bel@w, which is a result of particle-
hole mixing of the Bogoliubov bands (see Fig. 3.17), would monotonously decrease as a func-
tion of hole-doping, since the distance from the chemical potential continously increases with
hole-doping and at the same time the gap-size decreases. This doping dependasa®nf
trary to what is observed in the underdoped region but in accordance with the overdoped region.

To better understand the properties of the supercondugtir®-photoemission-peak in the
underdoped region of the cuprate phase diagram we show in Fig. 3.18 the detailed temperature
dependence of ther, 0)-peak for our phase fluctuation model with._ .-wave gap { =0,

(ny = 0.9). For comparison we also show the BCS0)-peak as a dashed curve in Fig. 3.18,
which again demonstrates how very sensitivelktke (7, 0)-region reacts to phase coherence.

Fig. 3.18 clearly shows that the coherent GC0)-peak is also visible abové. within the
phase fluctuation model. It continously looses weight with increasing temperature and disap-
pears afl’ ~ 1.5T,, exactly as observed in the experiments of Ref. [41]. On the other hand, if
we look at thetotal (,0)-weight below the chemical potentiab 1), this weight is reduced
only by approximately 8% betweéh= 0.757, andT = 2.07.. Furthermore, it looks as if the
coherent SG, 0)-peak continously transforms into the very broad incoherent spectral weight,
which is visible up to highest temperatures, exactly as argued in Ref. [153]. Thus, the contro-
versy between Ref. [41] and Ref. [153] can be resolved by the fact that the former group extracts
only the coherentr, 0)-weight from the photoemission data, while the latter group extracts the
coherentand incoherent weight. Hence, both experiments are in complete accordance with the
phase fluctuation scenario.

Finally, in Fig. 3.18 is also shown the temperature dependence of the (fodal-peak. The
nodal peak changes only slightly with increasing temperature compared to, B)epeak. The
strong dependence of tlie,0)-peak on the phase coherence moreover implies an increasing
coherent SGr,0)-peak weightz with increasing phase stiffness (superfluid dengify This
could explain the experimentally observed increase wiith hole-doping in the underdoped
Bi-based cuprates and also the increase with the number of copper-oxide layers per unit
cell, which — due to the coupling between the layers within a unit cell — can reduce phase
fluctuations at low temperatures, where a 2D to 3D crossover occurs.

For completeness, we show in Fig. 3.19 the detailed temperature dependence of the spectral
peaks ak = (7,0) andk = (%, %) for our phase fluctuation model witiwave gap at half-
filling. Contrary to thed-wave case, the spectral peakgat0) are visible nearly up t@" ~
2.0T,, whereas the¢7, 7)-peaks are completely washed out already atibve 1.57,.. The
anisotropic temperature dependence of the spectral peaks feivihee gap is solely caused
by the different Fermi velocities, as discussed in Sec. 3.2.1.
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Figure 3.8: Spectral weight A(K,w) in a greyscale plot for the dy2_,2-wave superconducting gap
with phase fluctuations at finite doping (t' = 0.0t, (n) = 0.9). The figures display the spectral
weight in the pseudogap state for T' = 2.007, (top) and in the superconducting state slightly
below T, (1T = 0.75T,, middle). For comparison we also show the phase coherent BCS limit
(bottom).
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Figure 3.9: Spectral weight A(K,w) in a greyscale plot for the dy2_,2-wave superconducting
gap with phase fluctuations and next-nearest neighbor-hopping t' at finite doping (t' = —0.4t,
(n) = 0.9). The figures display the spectral weight in the pseudogap state for T = 2.00T,. (top)
and in the superconducting state slightly below T (1' = 0.751, middle). For comparison we
also show the phase coherent BCS limit (bottom).
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conducting state slightly below T, (I' = 0.757) calculated from the phase fluctuation model

with d,2_,2-wave gap. For comparison we also show the spectral weight for the phase coherent
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Figure 3.11: Experimental angle resolved photoemission (ARPES) results for the quasiparticle
dispersion in underdoped Pb-Bi2212 (1, = 77K ) from Ref. [148]. a) Superconducting state.
Energy distribution of the photoemission intensity along the direction shown as arrow on the
sketch below. The BCS-like dispersion is clearly observed for the bonding band. b) Pseudogap

state. No more bending back of the dispersion is observed. Instead, spectral weight fades upon
approaching the Fermi level.
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Figure 3.12: Spectral weight A(K,w) in a greyscale plot for the isotropic s-wave superconduct-
ing gap with phase fluctuations at half-filling (t' = 0.0t, (n) = 1.0). The figures display the
spectral weight in the pseudogap state for T' = 2.007, (top) and T' = 1.507, (middle) and in
the superconducting state slightly below T, (T = 0.7571¢, bottom).
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Figure 3.13: Spectral weight A(K,w) for the isotropic s-wave superconducting gap with phase
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pseudogap state for T' = 2.007, (top) and T' = 1.507,. (middle) and in the superconducting
state slightly below T, (T = 0.751¢, bottom). One can clearly see that the pseudogap closes
anisotropically.



72

CHAPTER 3. SINGLE-PARTICLE PROPERTIES

1.00
0.90
0.80
0.70
— 0.60
= 050
0.40
0.30
0.20
0.10

T=2.00T¢ (Pseudogap)

(n,0) (n/2,%/2) (0,)

1.00
0.90
0.80
0.70
— 0.60
= 050
0.40
0.30
0.20
0.10

T=0.75T¢

(m,0) (m/2,m/2) (0,m)

1.00
0.90
0.80
0.70
— 0.60
= 050
0.40
0.30
0.20
0.10

BCS

:ﬁ:

(n,0) (n/2,7/2) (0,)

Figure 3.14: Gap function A(K)

in the pseudogap state (1" = 2.0, top) and in the supercon-

ducting state slightly below T, (T' = 0.757T) calculated from the phase fluctuation model with
dy2_,2-wave gap. For comparison we also show the BCS gap function (bottom).
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Figure 3.15: Experimental values of the leading edge (pseudo-)gap (LEG) as a function of the
Fermi surface angle within the quadrant of the Brillouin zone (see lower panel) given with
respect to the binding energy of the leading edge of a nodal energy distribution curve for un-
derdoped Pb-Bi2212 (T, = 77K ) trom Ref. [148]. The curve joining the low-gap extremity of
these data points would represent the K-dependence of the pseudogap. For details see Ref. [161].
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Figure 3.16: Gap function A(K) in the pseudogap state (left) for T = 2.0T, (top) and T' = 1.5T,
(bottom) and in the superconducting state (right) slightly below T, (T = 0.757) calculated
from the phase-fluctuation model with s-wave gap. For comparison we also show the BCS gap
function (bottom, right).
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Figure 3.17: Sketch of the superconducting (7,0)-peak. Within BCS mean-field theory, this
quasiparticle peak would be absent in the normal state above T, in photoemission experiments.
In the superconducting state ('I' < T.), however, this peak becomes visible below the chemical

potential i at an energy I/ < p (left side of panel) due to particle-hole mixing of the Bogoliubov
bands.
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Figure 3.18: Temperature dependence of the spectral peaks at K = (7,0) (a) and kK = (5,%)
(b) for the d,2_ 2-wave gap at finite doping (t' = 0.0t, (n) = 0.9). The temperatures are T =
0.757., T'=1007,, T'=125T,, T'= 1501, T = 1.751;, T' = 2.007. and T' = 3.007;.
(from bottom to top). Notice, that the superconducting (m,0)-peak disappears above T ~ 1.5T,,
whereas incoherent weight is visible up to highest temperatures below the chemical potential.
For comparison we also show the BCS (m,0)-peak (dashed curve).
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Figure 3.19: Temperature dependence of the spectral peaks at K = (m,0) (a) and K = (%,%)
(b) for the s-wave gap at half-filling (t' = 0.0¢t, (n) = 1.0). The temperatures are T = 0.75T,
T=1007T,, T=125T.,, T =1507T., T =175T., T = 2007, T = 3.007,, T = 4.007,
and T' = 5.007. (from bottom to top). The (%,7%)-peaks are completely washed out above
T ~ 1.57T,, whereas the (m,0)-peaks are visible up toT' ~ 2.07.
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3.3 The CPA as a high-temperature approximation?

In the preceding sections we have seen that over a wide temperature range in the pseudogap
state, we haveé ~ & (see Fig. 3.2). Thus, one might ask whether a less computing time in-
tensive high-temperature approximation is possible, where one treats the phaseasndom
numbers instead of performing a MC simulation with & free energy and diagonalizing the
whole Hamiltonian for each phase configuration. A standard procedure of treating randomly
disordered crystals is the coherent potential approximation (CPA) [170].

The CPA defines three different Green’s functions. The Green'’s function of the free system
without disorder

(mn 1- ﬁo) Go=1, (3.10)
the impurity Green’s function for a single configuration of impurity potenﬁ%ﬂ@P,

(wn 1— Ho— 17“”?> Gimp — 1, (3.11)
and finally the CPA Green'’s function

<mn1—ﬁo—i(3“) GOPA— 1. (3.12)

The CPA seIf-energiCPA is defined by the requirement, that the disorder averaged impurity
Green’s function(G""?) is equal to the CPA Green’s functigi“”4 = (G"). Hence, the
CPA self-consistency equation faf 4 takes the form

. ~ . ~ 1 .
(Gimpy = < (1_ GOPA (Vzmp _ zcm)) GC’PA> — GCPA, (3.13)
with
(@CPA>—1 — (Go)~t—5CPA, (3.14)

In our case the impurity potenti&limp is given by the local BCS-like pairing terms fify (see
Sec. 2.1), with fixed amplitud& and randomly distributed phases

Thus far everything is exact — we have just reformulated the problem. Solving the self-
consistency Eq. (3.13) would be as cumbersome as the repeated diagonalization of our phase
fluctuation Hamiltonian for random phase configurations. However, one can now very easily
exploit the fact, that the system is randomly disordered. Random disorder means, that what
happens at one lattice site is completely uncorrelated to what happens on neighboring lattice
sites. Thus, the electronic properties are solely determined by the local environment and the
disorder caused by random impurity potentials can be taken into account in a mean-field-like
manner.

Usually, the self-consistency Eqg. (3.13) is solved for a finite submatrix in real space, like
a single lattice site. This is the single-site or local aspeci\%‘fA. In our case, we solved
the CPA Eq. (3.13) for an on-sitex22 Nambu Green’s function matr@ﬁPA with the local
s-wave impurity potentialiA/imp =N el? ci|cit + h.c., where the phase can take all random
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values between 0 andr2 The inversion of the Green'’s functions in Eq. (3.14) was done for the
exact Green'’s function matrices by means of a Fourier transformation.

Fig. 3.20 shows the result of our CPA calculation for on-si#i@ave pairing withA = 1.0t
at half-filling ((n) = 1.0). There, the CPA density of states (DQ®)jw) is compared with the
result of the exacK'Y'-MC calculation at high temperaturé' & 37% 1), where¢ ~ . Both
N(w) curves have a very similar shape. The pseudogap is filled-in somewhat more in the CPA
calculation and the CPA DOS shows additional features-att4.0t which are possibly caused
by the spatial cut-off in the Green’s function matrices. In Fig. 3.21 the CPA spectral weight
A(k,w) is displayed in a greyscale plot for the same parameters. Again, the spectral weight
looks very similar to the results of the exakty’-MC calculation at very high temperatures
shown in Fig. 3.12. However, we loose tkeselectivity of the exact result, due to the purely
local CPA self-energg“"4(w). This produces pseudogaps of the same sike-atr,0) and
k = (5,%) in the CPA spectral weight. In addition, we obtain a rather sharp change in the
dispersion at energies = +4.0t, which is responsible for the features in the CPA DOS at the
same energies.

The CPA only yields relatively good results for diagonal disorder. For off-diagonal disorder,
like next-neighbord,._,.-wave pairing, the spatial cut-off in the Green’s function matrices
causes serious problems. One might, however, improve the results by the consideration of
bigger clusters in the CPA self-consistency Eq. (3.13).

Like all mean-field approximations, the CPA is supposed to become exact in infinite dimen-
sions. Instead of increasing the number of spatial dimensions, we increase in the following the
number of hopping terms. This is done by choosing a free parabolic dispessidron our
2D square lattice with bandwidthV = 2.0t (Fig. 3.22 (a)). In the presence of a logalvave
pairing potentiaI(A/imp =Ae'? ci ¢t +h.c. (Fig. 3.22 (b)), with random phageand magnitude
A=W = 20t, awell defined quasiparticle gap of width2A opens at the chemical potential
(1 = 0.5¢, which is somewhat below half-filling).

The CPA result obtained for th@nstant free density of states (parabolic dispersion) shown in
Fig. 3.22 (b) is in complete accordance with the results of Ref. [171]. Thus, one might speculate
that in higher dimensions, also incoherent local pairing can leaddal gap in the DOS. This
Is in contrast to the results for the tight-binding dispersion in 2D, where incoherent local pairing
produces only gseudogap in the DOS, and where the formation ofeal gap is accompanied
by the development of global phase coherence. However, please note that in contrast to all
previous calculations, the chosen paramefersiV = 2.0t are already in the strong-coupling
Bose-Einstein-pair limit!
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0.4 — T T T T T T T T T T
i — CPA

Figure 3.20: Single particle density of states N (w) calculated with the CPA (straight line) for a
local impurity s-wave pairing-potential Vimp ~ Ae'® with random phase ¢ (A = 1.0¢, for details
see text). For comparison we also show N (w) calculated from the XY-MC simulation of our
phase-fluctuation model with s-wave gap (dashed line) at'T' = 3T k.
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Figure 3.21: Spectral weight A(K,w) in a greyscale plot calculated with the CPA for a local
impurity s-wave pairing-potential VimP ~ Ael® with random phase ¢ (A =1.0t). The overall
features look similar to the results obtained for our phase-fluctuation model with s-wave gap at
very high temperatures (see Fig. 3.12).
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Figure 3.22: (a) Spectral weight A(K,w) in a greyscale plot for a free parabolic dispersion
e(K) ~ k? with bandwidth W = 2.0t (u = 0.5t). (b) A(k,w) calculated with the CPA for the
same dispersion in the presence of a local impurity s-wave pairing-potential Vimp ~ Ne' with
random phase ¢ and A =W = 2.0t (u = 0.5t). One can clearly see that local pairing can lead
to a well defined gap at the chemical potential even without global phase coherence.



Optical properties

In this chapter we apply our phenomenological phase-fluctuation model to optical and high-
frequency conductivity experiments in the underdoped cuprates. First, we discuss the coupling
of an electromagnetic field to the Hamiltonian and elaborate the current response of the quantum
many-particle system. Next, we derive the general properties of the current-current correlation
function and the optical conductivity. We point out the important differences between a contin-
uum Hamiltonian and an effective lattice Hamiltonian. Then, we analyze experiments on the
optical sum-rule in terms of our phase fluctuation scenario, which might shed some light on the
temperature dependence of the kinetic energy and in particular its change at the superconduct-
ing transition temperaturé.. Finally, the detailed temperature and frequency dependence of
the optical conductivity is discussed.

4.1 The current-current correlation function

The current response of a many-particle system to an applied electromagnetic field can be ob-
tained from the current-current correlation functibp(q, w). Thereby, some important differ-
ences arise between a continuum model and an effective lattice model. Therefore we start with
the continuum description.

4.1.1 Continuum model

Consider the non-interacting continuum Hamiltonian
A K2 o\ -~
Ho = /¢T(X) <—% O )WX) dz, (4.1)

Wherezﬁ’r(x), 1/;(X) are the usual field operators [172]. The electromagnetic field is coupled to
the Hamiltonian by means of the substitution

p=—ih0 — ﬁ—ZA(x), (4.2)

81
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with e < 0 being the charge of the electron. The new Hamiltorfigin the presence of the
vector potentiaA(x) is then given by

HY) = % /&T(x) (-mm - ZA(x))Z@Z(x) dz. (4.3)

If the vector potentialA(x) has Coulomb gaugdJA(x) = 0), then the Hamiltonian can be
decomposed into three terms:

H(/) = Ho+ Hdiamag(A) + HparamaéA)- (4-4)

The diamagnetic term

e2

HaamadA) = 5 [ A2 5(x)do (4.5)

2mc?

is quadratic inA(x). There, the vector potential couples to the particle-density opesatdr="
¥ T(x)(x). Whereas the paramagnetic term

HparamagA) = _% /A(X) J.Ap(x) dx (4.6)

is linear inA(x) and the vector potential couples to the paramagnetic current opé?retpr
which is given by

P(x) = zh—n; [T (0B (x) — (DT (%)) ())- (4.7)

The total current density can be obtained as a functional derivativ&)afith respect to the
vector potentialA(X):

R / R e2
100 = ¢ s = 1700 = = AGI70). @8)

mc

Here, the first term is the paramagnetic contribution and the second term the diamagnetic con-
tribution to the total current.

4.1.2 Linear response theory — Kubo formula

For an external perturbation &= —oo, the linear current response is given by [172]

S(ixt) = 5 [ dt (7 (@) a0 ), “9)

where(- - -} is the quantum mechanical expectation value with respect to the exact unperturbed
Hamiltonian 4 and |- ,---] is the commutator. In our case, the perturbing Hamiltonian is
%" = HgiamadA) + HparamagA). All operators in Eq. (4.9) have to be in the Heisenberg pic-
ture, which means

Hi (t) = et (]:IdiamagﬂA) + ﬁparamaéA)) e 1Tt (4.10)
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and
A N 2 ) L
Tty =t (700~ £ A9 ) i1 (4.11)

Since the diamagnetic current is already lineaAitx,t), the linear response formula has to
be applied only to the paramagnetic current. Collecting all terms lineAxrt), one finally
obtains

(30x,00) == o [ da’ ) ([T (K1), Ty (.0 O — )
62

(4.12)
= A ) (p(x))-
For a translational invariant system one has
(H(x)) = po (4.13)
and hence
s(ix,t) =1 / dt' da’ 7(x — X't —t" ) A(X 1)
‘ 2 (4.14)
e“po
e A(x,1),
where
U_(X - le t— t/) = 7_]—; @<t - t/> <[I§{(X7 t)a j\I])'—[(Xlu t/>]> (415)
Fourier transformation of Eq. (4.14) yields
5(j(k.w)) =" 7(k,w) Ak,w)
‘ 2 (4.16)
— S0 Ak, w).
mc

Eq. (4.16) describes the linear response to a vector potential. The conductivity, however, is
defined as the linear response to an applied electricEeldt). For Coulomb gauge, we have
E(x,t) = —122%0) and thus

E(k,w) = - (w+in) Ak,w), (4.17)

1
C
wheren = 0" is required due to the adiabatic switch-on of the external perturbatign-at-c.
With the definition of the electrical conductivity

5(j(k,w)) = o(k,w) E(k,w) (4.18)
and

o(k,w) = opara(K,w) + ogia(K,w), (4.19)
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we finally obtain

ie*po
io(Kw) = ———— 4.20
04 ( w) m(w—i—zn) ( )
and
Opara(K,w) = — im / dt dz 7 (x,t) e Hx—wt), (4.21)

At finite temperatures, the retarded current-current correlation function is defined by [172]
iDe(xt.X't") = Tr{pa[ I (x.t), i (X, )]} ©(t =), (4.22)

wherepg = % SH-1N) s the grand canonical statistical operator. The Matsubara current-
current correlation function is given by

De(x7,X' 7" = =Tr{pa T [ 15,6, 7) oy (X, 7]}, (4.23)

where T;[- - -] is the imaginary time-ordering operator. For a translational invariant system, we
have

Fx—X. t—t) = % De(xt,X't). (4.24)

The paramagnetic conductivity can now be written as

i .
wra Kk - D, —i(kx—wt)
Tpara(K,w) T in /dtdx (xt,00) e
)
- ﬁ(w—l—in) Dc(k7w) (4.25)
)
= ——— De(k,w+1in),
h(w+1in) (k,win)

with D.(k,iv,,) the Fourier transformed Matsubara current-current correlation function
h i(k
D(K,ivy) = / dz / dr Du(x7,00) ¢~ i0%—nT), (4.26)
0

Putting everything together, we finally obtain

o(k,w) = ogia(K,w) + opara(K,w)
) . 4.27
—— L D (kwtin). 20
m(w+in)  h(w+in)

4.1.3 Lattice model — Peierls-Factors, Part li

For the effective lattice model, we use units such thatc = 1 and all length scales are defined
in terms of the lattice constanmt= 1. In some important formulas, we give the neglected
constants in brackets: -] at the end of the formula, which allows us to compare our results
guantitatively with experiments later on.
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Now, consider the tight-binding hopping term &% (Eq. (2.2)) with next-neighbor hopping
only

T=—t 2 (ciTJcJ-g + chacig). (4.28)
(ij),0
In Sec. 2.6.2 we saw, that in the presence of a static magnetic field, one has to make the substi-
tution

CiTaCja . eiefj' A dl CiTUij (4.29)

where the integral formulation was very important because of the phase acquired by an electron
moving on a closed path through tBefield, which is proportional to the enclosed magnetic
flux. Here, we are only interested in the linear response to an applied electri&figld)

in the long wavelength limit off — 0, which actually mean%qﬂ‘ > a. The electric field is
coupled through the vector potential to the Hamiltonian. Thus, the vector potential is nearly

constant over a distance of sizeFor an electric field irc-directionE,, = —% aé‘f, we can thus
approximately make the substitution
CL%UCI,O — eleda() cLemaq,U. (4.30)

The approximation of the vector potential betwdepe, andl by its value at is somewhat
arbitrary. The consequences of this choice will be discussed later.

Interestingly, in the limit where the vector potential varies on a s&alghich is much larger
than the extent of the tightly bound electronic orbitals, the Peierls factors in the form Eq. (4.30)
can also be motivated in a different way. Starting from the 8dimger equation

Hi(x) = % (-mm — SA(X)) % B0+ V(X) 6 (X) = B i (X) (4.31)

with ;(X) being the wave function of a tightly bound electron at latticeisitme can eliminate
A(x) approximately by the gauge transformation

Ui(X) — et XA g (x), (4.32)

whereby the error is of ordey % In the language of second quantization, this means that the
coupling to a slowly varying\(x) can be absorbed by the substitution

i AL (4.33)
lo lo

which is completely equivalent to Eqg. (4.30).
Expansion of the exponential up to ordéf(1) yields for the next-neighbor hopping terms in
Ho:

. k()
where
1
DY — t 1 _
J2(1) th(cl+%gc|,g ¢ 5 Cl+e,,0) [M” o (4.35)
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is the paramagnetic current density operator and
k() ==t (cl e, oo+l s0ire,.0) (4.36)
(o

the operator for the local kinetic energyardirection. In Eq. (4.35)q anda, stand for the in-

plane and inter-plane lattice-spacing, respectively. As before, the total current density operator

is then given by the derivation of the Hamiltonian with respect t@l, ¢):

B 0T 4
dAL(1,t)

Applying the linear response formula gives

0(jz(1,1)) Z—iez/dt' Z A (1,8 (R, 2L 1)) Ot — 1)

+6? (k) Au(l1),

wherejk(1,t) is in the Heisenberg picture with respect to the unperturbed Hamiltadiand

(k;) is the expectation value of the local kinetic energyzhuirection for the unperturbed
Hamiltonian H. Hence,(k;) has no time or space dependence. With the definition of the
retarded current-current correlation function

jx(|>t): :€j£(|)+62 kx(')Aw(|7t>- (4.37)

(4.38)

iD(1t,1't)) = Tr{pc [77(1,1), 35 (1", ¢)]} ©(t =), (4.39)
one obtains for the current response after a Fourier transformation:
6 (ju(K,w)) = {—=e®De(K,w) + *(kz) } Ap(k,w). (4.40)

Thus, the electrical conductivity has the form

2 <k5m> — @c(k7w+in> . 1 ]
i(w+1n) h2a,”
with the Matsubara current-current correlation functiba(k,iv,,). The important point here
is, that the electron densipy of the continuum model (see Eq. (4.27)) is replaced by the local
kinetic energy(k, ) of the effective lattice Hamiltonian.
In the presence of next-nearest neighbor diagonal hopping terthsone has to make the
additional substitution

(4.41)

orr(Kw)=e

T jeAy (1) T
C|+%i%,dcl70 - ele ( ) Cl—‘—emiey,a'cho-’ (442)

where the expansion of the hopping terms up to ortfenow yields

2 k(1)
2

TA:T—Z [ej}g(l)Ax(l,t)-l- A2(1,1)] . (4.43)

Here,l?;x(l) is no longer proportional to the local kinetic energy and given by
fo(l) = —t Z(Cl-r_‘_ema_ChU + CIO'CH'%C»O')
g
T t
_t/ Z<C|+ep+ey70_6|’g +C|+Qr—ey,0'cl70 (444)
g

t t
01, 5 Cltete,,0 T 0 5 Cre,—e,,0)-



4.1. THE CURRENFCURRENT CORRELATION FUNCTION 87

The paramagnetic current density operator in the preseniég of
p(|) — it ( T _f )
T t Z Cl-‘—ez,a'cl,o' c|,a'cl+ex70'
g
it (e e oot e o oo (4.45)
+ J/+%7 + T %7
g

t T
—C 5 Cltestey,0 — G o Clie,—6,,0);

contains many additional terms, which makes it very cumbersome to calculate the current-
current corelation function.

On the other hand, for a translational invariant system with general dispef&iprthings
simplify again and one obtains for the diamagnetic current

pPa) =225 2 e, (4.46)

whereny is the momentum distribution function, which for a non-interacting system is given by

the Fermi functiomy = f(e(k)) = W{H)H. With the paramagnetic current operator given

by

. 1 /0ekk) Oe(k+0)\ +
D) — =
Jz(@) =e ,Z, 2( T TR ) Gotkrao (4.47)

the Matsubara current-current correlation function

1
De(q, 7—7') = —y AT [12(a,7) 12(—a, 7]} (4.48)
can be evaluated exactly for a non-interacting system and one obtains

De(k)  de(k+q)\* f(e(k) — fle(k+0))
De(@yivn) = 2N (é)k LT ) ivn+e(K)—e(k+Q)

(4.49)

In deriving EqQs. (4.46) — (4.49), we used a symmetric expression for the current operator
(G sym(1) = 3(GE(1 — &) + j2(1)), see Eq. (4.35)). The result for the current-current corre-
lation function (Eq. (4.49)) differs from the result obtained for the asymmgig by a factor
of cogq ¢, /2) for a next neighbor tight-binding dispersion. This is due to the discreteness of the
lattice on the scale, which can be seen from
cos(qw> = cos(qm ) — 1, (4.50)
2 2 a—0

for fixed ¢,. Since we are considering the long-wavelength Iiﬁﬁil» a, and since additionally
for all physical relevant quantitieg. = O (see below), we have always used the asymmetric ex-
pression for the current given in Eq. (4.35), from which the current-current correlation function
can be calculated much faster.

This example shows us, that the current obtained from an effective lattice Hamiltonian by
means of a Peierls substitution is not a well-defined quantity. This stands in contrast to the first
principle continuum Hamiltonian (Eg. (4.3)), which always yields a unique expression for the
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Y @ B-field

Superconductor

I
.
© screening current

X

Figure 4.1: Superconducting halt-plane with a magnetic field B applied perpendicular to the
plane in z-direction. The screening current j, runs parallel to the plane boundary in x-direction.

current. In fact, the correct way to obtain the effective current operator on the lattice would
be to calculate the exact current operator for the original Hamiltonian and then perform the
same unitary transformation and projection to the low energy sector that was done to obtain
the effective lattice Hamiltonian from the first-principle Hamiltonian [173]. In practice, this is
however only possible in an approximative way and always detailed knowledge of the original
Hamiltonian is required [173].

4.1.4 General properties ofD.(q,w) and o (w)

In this section, we discuss different limits of the current-current correlation function, which

determine whether a system is insulating, metallic or superconducting [174]. Furthermore,
we present the conductivity sum rule for our effective lattice Hamiltonian and for a general
continuum Hamiltonian.

London equations, London penetration depth, and superfluid weightD,

One of the most characteristic properties of a superconductor — besides superconductivity —
is, that it acts like a perfect diamagnet. This so-called Meissner effect can be described by the
second London equation [175]

js(X) = =~ A(x), (4.51)
wheren, is the density of superfluid electrons. For the supercurigrd to be conserved,
one must requiréJA(x) = 0 (or g-A(g) = 0), which means thaf\(x) must have transverse
(Coulomb) gauge.
Now consider the geometry sketched in Fig. 4.1, with a superconducting half-plane with
plane boundary ay = 0 and a static screening current runningehtlirection parallel to the
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plane boundary. The magnitude of the screening current is constardinection and varies
slowly on a scale set by the lattice constanh y-direction. The Fourier transformed London
equation yields

c 1

jx(Qy) = _E p Am(Qy)7 (4.52)

whereA,(q,) produces a magnetic field. (¢,) in z-direction:
B(x) =UxAX) = B:(qy) = —igyAs(qy)- (4.53)

In the long wavelength limit,, — 0 (A > a), we obtain the Meissner effect, with the London
penetration depth given by [174]

1 Amnge?
ﬁ: mcsz : (4.54)

More general one can show [175], that in the long wavelength limit of the vector potential, the
linear response Kernel can be written as

: 7iq;
(Ji(@) = f(a) [0; — #] A;(q). (4.55)
Here, gauge invariance, charge conservation as well as rotation invariance have been taken into
account. For a superconductor one has-(c = 1)

—f(q—-0) _ (n_): Ds (4.56)

e? m me?’

with D, the superfluid weight. Comparing Egs. (4.55) and (4.56) with our linear response
formula (Eg. (4.40)) for the 2D lattice with next-neighbor hopping, one gets [174]

Dy .

o —(kz) +D.(¢. =0, gy — 0, iy, = 0) (4.57)
and

0= _<k:c> + @c(%: — 0, qQy = 0, iv, = O) (4.58)

The last equation holds only if the system is gauge invariant. In the BCS gauge symmetry
broken state also Eq. (4.58) yields [174]. In our phase fluctuation model, on the other hand,

we sample at each temperature over all possible phase configurations. Thus, all our results are
gauge invariant and Eq. (4.58) should always be satisfied. Even Bélgwwe do not get a
spontaneous gauge symmetry breaking, as discussed in Chap. 2. However, on the finite lattice
we get a quasi long-range phase order and héhcg 0. Therefore, Egs. (4.57) and (4.58) are

an important check for the consistency of our calculations.
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Drude weight Dg

Starting from the Drude conductivity

g
ow)= g (4.59)

with oo = 2T and taking the limit- — co:

2 1 2 1
o(w) = ey s ., (7?5(@0) —I-i—) , (4.60)
m w 1= T m w
T

the real part ofr(w) turns into a-function
o1(w) = Do d(w). (4.61)

Eq. (4.61) defines the Drude weight = %62 In general, one expects thatiat= 0, the real
part of the optical conductivity(q = 0,w) will have the form [174]

o1(w) = Do 6(w) + 0, (w), (4.62)
with
% - <%)* (4.63)

Egs. (4.62) and (4.63) can be generalized to finite temperatures. From the linear response
formula (Eqg. 4.41) in the limity — 0, one obtains for the 2D lattice with next-neighbor hopping:

o(w) == 7 ((ks) = O{De(q=0,w)}) d(w)

A O{Da=0.w)} *
- ) (4.64)
—ie? ({ka) ~ O{De(a=0.w)}) =

[+im ({De(a=0,w)} 6(w)].

Here, we separated the retarded current-current correlation function intoréal f) and
imaginary (0{--- }) part. The term in brackets: -] is zero, since the imaginary part 6f.(q =
0, w)} is antisymmetric inu. Comparing Eq. (4.62) with Eq. (4.64), one finally gets

Do
Te?

(k) + 0{De(q=0,w — 0)}. (4.65)

To summarize our resultd), is a measure of the density of superconducting electronggnd
Is @ measure of the density and mobility of normal conducting electrons. Thiis=al an
insulator is defined by, = 0 andDg = 0, a metal is defined by = 0 andDg # 0, and a
superconductor is defined by, # 0 andDg # 0. At finite temperature or in the presence of
disorder, one can havey = 0, buto (w = 0) remains finite for a metallic system [174].
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Conductivity sum-rule

Integrating Eq. (4.64) over all frequencies, one gets the conductivity sum-rule for the 2D lattice
with next-neighbor hopping

+00
/_oo o(w) dw = —e?m (ky). (4.66)

This result was obtained due to the symmetrydfD.(q = 0, w)}, which is an even function
in w, and since

+00 1
/ (w 0{De(q=0,0)} 6(w) — O{Du(q =0, w)} 5) duw =0, (4.67)
because of the Kramers-Kronig relation
—+o00
0{D.(q, w gp/ D@} (4.68)
w — W
For the continuum system, on the other hand, one obtains
oo 2
/ o(w) dw = . (4.69)
—o00 m

The consequences of these results will be discussed in great detail in the next section.

4.2 Optical sum-rule and kinetic energy

In ordinary BCS superconductors the optical conductivity is suppressed at frequencies within
a range of about twice the SC gap. The corresponding low-frequency spectral W&ights
transfered to the zero-frequency delta p8ak [7], associated with the dissipationless transport
(and the superfluid weigh®) in the SC state. This is the Glover-Ferrell-Tinkham (GFT) sum
rule. On the other hand, thetal frequency integral of the optical conductivity is conserved,
when decreasing the temperature across the SC transition, due to the oscillator-strength or f-sum
rule [7], i. e.

Wige = Wig- (4.70)

The full optical integral, when integrated over all frequencei@éenergy bands, is proportional
to the carrier density, over the bare mass

7Tn62

Wiot = Wp + VVlow + Whigh = /O Re Uexp(w) dw = ) (471)

2m

and thus is conserved. This is exactly the result, which one obtains from the first principle
continuum Hamiltonian (Eq. (4.69)). When the optical integral is restricted over a finite (low)
range of frequencieQ, in the HTSC typically of the order of eV, one may consider the weight
Wp + Wi, as being essentially due to a single band around the Fermi energy, i. e.

21 ¢ 0%k
N 4 k2 ©

Q 00
Wp+Wiow = / Re 0egp(w) dw = / Re 6(w) dw = me (4.72)
0 0
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whereo.,,(w) is the experimentally measured low frequency optical conductivity &ind ~
is the theoretical single-band conductivity. The last equality was obtained from Eq. (4.46),
with the Fermi distribution replaced by the momentum distributigof the interacting many-
particle system. Thus, the frequency integral of the optical conductivity within the single-band
assumption, is proportional to the the inverse mass te%@ (z being the direction in which
the conductivity is measured) weighted with the momentum distributioit depends upon the
bare single-particle band structurg), being proportional to minus the kinetic enerdsp +
Wiow = —”TezEkm for a (nearest-neighbor) tight-binding (TB) model, while for free electrons
it is a constant given by the electron density divided by the effective mass.

In case of our phase-fluctuation model with nearest-neighbor hoppiagd), we obtain

W+ Wigy = =€ 5 (k), (4.73)
whereas the inclusion of next-nearest neighbor hopping terfr#sq) yields
W+ Wigy = —¢* 5 (k), (4.74)

with k, and%, being defined in Egs. (4.36) and (4.44). Hence, a careful study of the low-
frequency single-band optical sum-rule could show, whether the SC transition in the underdoped
cuprates is BCS-like. Furthermore, it may reflect the detailed temperature dependence of the
Kinetic energy, if a nearest-neighbor tight-binding description is appropriate.

Now, recent measurements of the in-plane optical conductivity [176, 177] have indiocated a
olationof the GFT optical sum rule for frequencies up to 2 eV in underdope8BLaCyOg, 5
(Bi2212). By entering the superconducting state, not only spectral wight from the mi-
crowave and far-infrared, but also from the visible optical spectrum i. e. high-frequency spectral
weightW,,;,, contributes to the superfluid condenslfg. That s, in contrast to ordinary BCS-
superconductors, ablor change” is introduced at the superconducting transition. In addition,
unusually high energy scales involved in forming the superconducting state were also observed
in sum-rule analyses of underdoped ¥%BazOg. . (YBCO) [178-180].

The interpretation of these unusual results may require the inclusion of local-field effects
[181] and other (such as excitonic) many-body effects. Local-field effects are caused by local
dipoles, which are induced by an external perturbation with wavevectdihe induced sec-
ondary fields vary on a atomic scale and produce a response also at wavevecwith
G being a reciprocal lattice vector. These effects are known to play a crucial role already
in weakly-correlated systems (such as semiconductors), and introduce a shift of order of the
Coulomb correlation energy between single-particle and two-particle, i. e. optical excitations
[182]. Therefore, they may partly account for the “high-energy” features observe(vin
On the other hand, within a tight-binding one-band model, the anomalously large energy scale,
which contributes to the superfluid weight, and the corresponcihgy change in Bi2212 can
be attributed to aeduction of kinetic energjl83] at the superconducting transition. This is
rather surprising, since one would expect that in a conventional (BCS) pairing process, it is the
potential energy which is reduced at the expense of the kinetic energy, with the latter being
increased due to particle-hole mixing. In contrast, a similar analyses for YBCO rather points to
an increasing kinetic energy in the SC state [180].
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Figure 4.2: Kinetic energy per bond (k,) as a function of temperature for non-interacting

tightly-bound electrons (TB), the BCS solution (BCS), and our phase-fluctuation model (XY-

MC) at half-filling ((n) = 1). The large vertical arrows indicate the increase in kinetic en-

ergy upon pairing relative to the tight-binding model of non-interacting electrons, and the

small arrows indicate the additional increase due to phase fluctuations. This additional phase-
fluctuation energyapidly vanishes near 1. = T, which causes the significant change in the

optical integral upon entering the superconducting state at T'r. Note that the full line follows

the actual kinetic energy encountered in our model, when going from the pseudogap to the

superconducting regime.

In the following, we show that phase fluctuations can contribute to a significant reduction
of the in-plane kinetic energy upon entering into the SC phase bélowith a magnitude
comparable to the experimental results in Bi2212. The physical reason for this kinetic energy
lowering is that, due to phase fluctuations and to the associated incoherent motion of Cooper
pairs (cf. Fig. 4.2), the pseudogap region has a higher kinetic energy than the simple BCS mean-
field state. When long-ranged phase coherence finally develdis éie Cooper-pair motion
becomes phasherent and the kinetic energy decreases. The onset of the coherent motion can
be seen, for example, from the development of coherence peaks in the tunneling spectrum of
Bi»SrnCuQO;s, s compounds (see e. g. [26, 156] and Fig. 3.1). The inddatl of kinetic energy,
which is needed for pairing, is payed at a mean-field temperdtft€ considerably higher
thanT.. Therefore, the reduction of kinetic energy observed experimentally in Bi2212 [176,
177] can be attributed to a transition from a phase-disordered pseudogap to a phase-ordered
superconducting state. We stress that this effect is independent of the particular mechanism
leading to pair formation, as long as the superconductor considered is characterized by a small
phase stiffness [13].

For the calculation of the optical sum-rule and kinetic energy, we assume a BCS temperature
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Figure 4.3: Kinetic energy contribution from phase fluctuations 0{k;) = (ku)xy_nmc —
(kz)Bcs. One can clearly see the sharp decrease of the kinetic energy near the Kosterlitz-
Thouless transition at T = T.. AFE) gives an estimate of the kinetic condensation energy at
T.. For comparison, we also show the results for a constant gap as open circles between T T
and ZTKT.

dependence of thé>_, »-wave pairing gaj\(T"). We have therefore s&{(7" = 0) = 1.0t corre-
sponding tal’ M ~ 0.42t. The condition thag > & (See Sec. 2.5) is always fulfilled, if we are

not too close ta’M ¥, Fig. 4.2 displays the kinetic energy, ) as a function of temperature for
non-interacting tight-binding electrons, for BCS electrons, and for our phase-fluctuation model,
respectively, at half-filling (») = 1) and with’ = 0. One can clearly see that pairing, as ex-
pected, produces an overall increase of kinetic energy (indicated as vertical arrows) with respect
to the free-electron case. We observe that in the phase-fluctuation model the kinetic energy is
further increased (small vertical arrows) due to the incoherent motion of the paired electrons.
The kinetic energy is a smoothly decreasing function of temperatufie fei0. This is expected

from the fact that, at high temperature, more electrons are transferred to higher kinetic energies,
and is in agreement with the experimental results [176, 177]. What we are especially interested
in, is the rather pronounced change (magnified in Fig. 4.3 by using a different scale for the
kinetic energy) neaf. = Tk, where the kinetic energy of our phase-fluctuation model rather
suddenly reduces to the BCS value. This sudden deviation froffi th&. behavior is also ob-

tained in experiments, which show a kink in the temperature dependence of the low-frequency
spectral weightVp + W, atT, [176].

This pronounced change of in-plane kinetic energy can be better observed in Fig. 4.3, where
we plot the difference between the BCS kinetic energy and the kinetic energy of our phase-
fluctuation modeb (k) = (k) xy-mc — (k) Bcs- Fig. 4.3 also shows the temperature depen-
dence of the kinetic energy for a constant gap\Ve see, that the change in kinetic energy close
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| parameters: | (n)=10,/=0 | (n)=09,#=0
Erin(0.75Tkr) || —1.550713+.000024| —1.541022+.000020
Ein(2.0Tk7) —1.542952+ .000004| —1.533595+.000007
EBCS(0.75T k) —1.550919 —1.540824
EBCS(2.0Tkr) —1.549297 ~1538979
6 Fjin /1073 7.761+.024 7.427+.021
oEre /1073 6.139+.024 5.581+.021
(kz)(0.75Tkr) || —0.775357+.000012| —0.7705114-.000010
(k2 ) (2.0T7) —0.771476+.000002| —0.766798+.000004
(k) BCS(0.75T k1) —0.775460 —0.770412
(ke \BCS (2.0T 1) —0.774649 —0.769489
6(ky) /1073 3.881+.012 3.714+ .011
§{kz)ret /1073 3.070+.012 2.790+.011

Table 4.1: Kinetic energy per lattice site for the phase-fluctuation model (Ey;,,) and for the BCS
model (E,ng ) at different temperatures. ) Ey;,, indicates the absolute change in kinetic energy
and 6E£,ffl = 0 ELin — 5E,ggs the relative change in kinetic energy of the phase-fluctuation

model between 0.75T i and 2.0Tkp. (k) indicates the corresponding values for the optical

~

integral. Witht' = 0, we have (k,) = Ej;,/2.

to T, is almost the same. For higher temperatures, however, a constant gap produces a further
increasing kinetic energy, especially closgy’.

As discussed above, the reduction of kinetic energy is due to the onset of phase coherence
of the Cooper pairs below the SC transition temperaffyres Tx7. This is signaled by the
appearance of sharp coherence peaks in the single-particle spectral function upon developing
long-range phase coherence [156]. The corresponding result for the density of/étates
displaying these coherence peaks was already shown in Fig. 3.1. Notice that this argument
for the reduction of kinetic energy &f. due to a phase ordering transition is quite robust.

For example, we expect it to be valid (and actually to be stronger) in a true three-dimensional
system. As a matter of fact, it has been argued [32, 83] that even small interplane couplings
play an important role due to the infinite-order nature of the the KT transition.

In order to get a rough estimate of the kinetic condensation energy, we calculate the reduction
in kinetic energy nedrf,, i. e.

AE, = —Zi (Re 6°“(w) — Re 6" (w)) dw, (4.75)
e Jo
as indicated by the energy chanfy&;. in Fig. 4.3 and also displayed in Tab. 4.1. Assuming
thatt ~ 250 meV, we get a condensation energy estimate®iieV per Copper site, which
is in order of magnitude agreement with the experimental results (again assuming a one-band
nearest-neighbor TB analysis).

Up to now, to refrain from further approximations, we have set the chemical potertplal

to zero and have only considered nearest-neighbor hopping. We have checked to some extent,
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parameters: || (n)=1.0,# =04t | (n) =09, = —0.4t
Erin(0.75Tkr) || —1.611590+.000160| —1.5155474+.000189
Ein(2.0Tk7) —1.606282+.000017| —1.506225+.000014
EBCS(0.75T k) —1.609822 —1515214
EBCS(2.0Tkr) —1.607755 ~1511573
6 Ein /1073 5.308+.161 9.322+.190
SETE /1073 3.241+.161 5.681+.190
(k2)(0.75Tk7r) || —0.853573+.000175| —0.77656%+- .000216
(k) (2.0Tk7) —0.8559274+.000020| —0.777414+.000019
(k) BCS(0.75T 1) —0.849341 —0.773091
(k) BCS (2.0Tr) —0.849921 —0.773596
6(ky) /1073 —2.354+.176 —0.845+.217
§ (ke /1073 —1.775+.176 —0.340+ .217

Table 4.2: Kinetic energy per lattice site for the phase-fluctuation model (F;,,) and for the BCS
model (E}ggs ) at different temperatures. 0 E;,, indicates the absolute change in kinetic energy
and 5E£ffl = 0ELin — 5E,§gs the relative change in kinetic energy of the phase-fluctuation

model between 0.75Tx and 2.0T k. (k) indicates the corresponding values for the optical

~

integral. Note the contrary behavior of Ey;, and (k) fort' = —0.4t.

how robust these results are with respect to finite doping £ 0.9) and the inclusion of a
next-nearest-neighbor hopping-tethin our Hamiltonian Eqg. (2.2). The results are displayed
in Tabs. 4.1 and 4.2. Notice that in the case’cf 0, the optical integral (Eq. (4.72)) is no
longer proportional to the kinetic energy and givennbyfcx) (see EQs. (4.44) and (4.74)).

In the cuprates, one typically hass0t’ > —0.4¢ (see Sec. 3.2.1). For®+¢ > —0.3¢, our re-
sults for the sum ruleiolation are reduced only by about 20%80%. Fort’ = —0.4¢, however,
the violation of the sum rule changes its sign (see Tab. 4.2). On the other hand, the reduction of
the kinetic energy df. is always of the same order of magnitude. The strong dependence of the
optical sum-rule on the dispersion might — besides local-field and other many-particle effects
— be a reason for the different temperature dependence of the low-frequency optical sum-rule
in Bi2212 and YBCO [180].

On a more general ground, going back to Eq. (4.72), we see that a change of the optical
integral is always related to a change in the momentum distribution funegipfor a fixed
bare single-particle dispersie(k). Starting from a Fermi liquid at low temperature, one gets
a sharp cut-off imy atk = k. In the BCS ground state, the momentum distribution function
Is no longer given by the Fermi function. Instead, we haye- v,ﬁ (see Sec. 3.2.1), With,%
being smeared out over an energy of ord&r.2ue to particle-hole mixing. This occupation
of momentum states with > k£ in the ground state produces, e. g. for a nearest neighbor
tight-binding dispersion, thécrease in kinetic energy in the BCS SC state with respect to the
Fermi-liquid normal state.

Therefore, areduction in kinetic energy in the SC state can only happen, if one has a non-
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Fermi-liquid-like normal state with a momentum distribution which is smeared out on a even
larger scale then the BCS momentum distribution. This can happen, if the normal state spectral
functions are rather incoherent and sharp quasiparticle peaks form only Bglag in the
underdoped high-. cuprates [184, 185]. In our case, the non-Fermi-liquid behavior athove

is caused by a pseudogap with phase fluctuations which produces very incoherent quasiparticle
peaks especially at the, 0)-regions of the Brillouin zone (see our results for the spectral weight

in Sec. 3.2).

This non-BCS-like behavior is typical for strongly coupled superconductors with a pure elec-
tronic pairing mechanism [186]. There, the onset of superconductivity has a strong feedback
effect on the electronic structure and can therefore lead to a reduction of kinetic energy [186].
DCA (dynamical cluster approximation) calculations [187] and variational Monte Carlo stud-
ies [188] of the 2D Hubbard model have shown, that one indeed obtains a reduction of kinetic
energy in the SC state for strong couplidg $ 1).

In the preceeding discussion, we always used the term “kinetic energyk folinstead of
the more appropriate term “expectation value of the nearest-neighbor hopping-operator”. This
is usually done to distinguish the hopping (“kinetic”) part of the effective Hamiltonian, which
picks up a Peierls phase in a Gauge transformation, from the interacting part. However, a real
decomposition into kinetic and potential energy is meaningless for an effective Hamiltonian
[189]. This is exactly the same problem that we have encountered in defining a current operator
for an effective lattice Hamiltonian by means of the Peierls phase (see Sec. 4.1.3).

Each effective Hamiltonian can, in principle, be obtained from the exact many-particle Hamil-
tonian by a series of unitary transformations and a subsequent projection into the low energy
sector of the Hilbert space. However, what is “kinetic energy” at one level, is “potential energy”
on the other level [190]. This becomes more clear, when we look at the Hubbard model. For
large Coulomb repulsion{ — ), the Hubbard Hamiltonian can be reduced to the effective
t-J Hamiltonian, where the exchange interaction is given/by 4t2/U. Hence, the exchange
interaction of thet-J model is nothing but a reflection of the frustrated kinetic energy at the
level of the Hubbard model in thé — oo limit.

Thus it only makes sense to ask, which term of the effective Hamiltonian is more important
in forming the SC state, but it is pure semantics to call one term “kinetic energy” and the other
“potential energy” [189]. In fact, even the BCS Hamiltonian is an effective reduced Hamilto-
nian, where théinetic process of lattice distortion is replaced by an effective electron-electron
potential energy term.

Finally, we want to annotate, that a kinetic energy reduction as driving mechanism for su-
perconductivity has been discussed some years ago in connection with an interlayer tunneling
(ILT) model for the high?, cuprates [191]. There, the reduction of kinetic energy is due to
the delocalization of Cooper-pairs between the copper-oxide layers. The Cooper-pairs can tun-
nel much better between layers then normal quasiparticles, especially for momenta close to the
(m,0)-regions of the Brillouin zone. This effect should be visible in thaxis conductivity
sum-rule [192, 193], in contrast to the in-planesbraxis sum-rule discussed in this section.

However, the expected release of frustratexkis kinetic energy is only compatible with the
experimentat-axis optical sum-rule for some high- compounds [194]. Thus, ILT is not the
main driving mechanism for superconductivity in the cuprates but may be an important mecha-
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nism to enhancé. in a mixture with other mechanisms, such as charge imbalance between the
layers [195].

Interestingly, thec-axis conductivity is very sensitive to ther, 0)-properties of the single-
particle spectral function [196, 197]. Which means, that also there, the in{ptadescattering
rate and incohererttr, 0)-quasiparticle-peaks play an important role. Only belgwcoherent
tunneling of the (pre-formed) pairs is possible. On the other handpipkane (ab-axis) infrared
conductivity is most sensitive to th§, 5 )-direction of the Fermi surface, anet k = (,0),
where the pseudogap opens.

This is due to the different bare quasiparticle velocitigs) = ag,g:) [198] and can be seen
from Eqg. (4.49), where in the limij — O, the sum over all statdsis weighted with a factor
v?(k).! Furthermore, for small frequencies and temperatures, only states close to the Fermi sur-
face contribute. For the in-plane optical integral, this had no consequences, since we integrated
the single-band conductivity (&) from w = 0 up tow = . But thisk-selectivity of the in-
plane optical conductivity has important consequences, when one calculaies-tfrequency
conductivity for our phase fluctuation model. This can bee seen, by comparing the results for a
d,2_,2-wave gap with those for awave gap with phase fluctuations, as will be shown in the
next section (Sec. 4.3).

4.3 Optical conductivity

In this section we give a thorough discussion of the detailed frequency and temperature depen-
dence of the optical conductivity within our phase fluctuation model. The resultsfor g-

wave gap are complemented with results ferwave gap and analyzed in terms of an extended
Drude model. Finally, we discuss the precursor effects of the superconducting statelabove
which are visible in the optical conductivity at finite frequencies. These precursor effects are
calledparaconductivity. We compare our results fora._,.-wave gap with phase fluctuations

with microwave conductivity experiments in underdopedIiCaCuyOg, 5 (Bi2212) [40].

4.3.1 General properties

The optical conductivity (w) is usually written as (w) = o1(w) +i02(w), with o1(w) the real
part of o(w), andoz(w) the imaginary part. In an ideal BCS superconductor, like our model
without phase fluctuations, the real part of the conductivityw) is given by ad-peak with
weight Dy ~ (%)* centered atv = 0. The imaginary part, on the other hand, falls oﬁﬁs
with prefactorDg ~ (%)* [7]. In a real material, the normal conducting electrons already give
a contributionbelow T to the real part of the conductivity; (w). In ans-wave superconductor,
this contribution tor; (w) becomes visible only at frequencies> 2A., but in adg2_,2-wave
superconductor, the presence of nodal quasiparticles gives a visible contributidivjceven

beloww ~ 2A,. and at very low temperaturéds< T..

Note, that also the density of energy states closk o(r,0) is increased, the prefactor of (k) strongly
suppresses any contribution.
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Above T¢, the finite electronic scattering rate strongly suppresses the imaginawypajtat
low frequencies, so that it can be completely neglected imdimal state of a real material. In
our model, however, we obtain without pairing interactidn< 0) a nearest-neighbor-hopping
tight-binding metal. This is aideal metal without electron scattering. Hence, also there, the
real part of the conductivity is given by &apeak atw = 0 and the imaginary part falls of as
% (see Sec. 4.1.4). However, in the metallic state the superfluid weélgie replaced by the
Drude weightDg. In the phase coherent BCS-limit, one Has= Dg [174]. Thus, the optical
conductivity calculated from our phase fluctuation model solely represents the finite-frequency
paraconductivity due to phase fluctuations and has to be added to the regular finite-frequency
conductivity of the normal electrons in the cuprates.

The optical conductivity is generally analyzed in terms of the extended Drude model (EDM)
[199]. This model is defined by

2
1
o (w) = ne

my, 1/7(w) — iwmett(w) /my, (4.76)

wherem, is the bare electron band mass. From this model one can extract the frequency de-
pendent effective scattering rate as

2
L :KD{L}, (4.77)
Teff(w)  mp o(w)
and the frequency dependent effective mass as
2
mef(w) _ me? 1 D{ 1 } (4.78)
mp my w o(w)

For our lattice Hamiltonian with nearest-neighbor hopping one has instead

1 1
Teff(w) = (k) O {a(w)} (4.79)
and
meff(w) 1 1
. (kz) - O {—U(w) } : (4.80)

Optical conductivity curves acquired from infrared spectroscopy on different’higiom-
pounds for various doping levels can be found in Refs. [200-203]. They all show, that the real
part of theab-(in-plane) optical conductivity(w) is suppressed in the superconducting state
for frequenciesv < 2A,.. This change in the optical properties is much clearer observable in
the scattering rate/x. The nearlyw-linear scattering rate is suddenly strongly suppressed for
frequenciesv < 2A,.. This suppression of /I is recovered in the overdoped cupratesctly
at the superconducting critical temperatififeas expected in a BCS scenario.

In the underdoped cuprates, on the other hand, the scattering rateJdA,. smoothly
increases for temperatur@s> T,, but thew-linear behavior is not resumed until a tempera-
tureT™* > T, [201]. Furthermore, even belo#., an additional dissipation was observed in the
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infrared conductivity of Bi2212, which cannot be explained by a normal fluid of nodal quasipar-
ticles alone and might be an indication for the presence of (quantum) phase fluctuations below
T, [204].

Before we discuss our results, a few words on the terminology are in place here. We are only
interested in the properties of thev-frequency optical conductivity with frequencies < 2A;..
These frequencies correspond to the microwave and infrared part of the electromagnetic spec-
trum. Whereas théigh-frequency optical conductivity corresponds to frequencies of the order
of the total bandwidth and is usually in the visible and ultraviolet range of the electromagnetic
spectrum. However, from the point of view ofsaandard “50 Hz” AC circuit, all these are
“high-frequency” conductivity experiments.

All calculations were done for 10% dopingn() = 0.9) and without next-nearest neighbor-
hopping ¢’ = 0). Fig. 4.4 displays the real part of the optical conductivityw) for thed,z_ -
wave gap with phase fluctuations. One can clearly see an increase of the finite-frequency
conductivity as a function of temperature already beltw= T for frequenciesv < Ag..
This increase is due to the presence of nodal quasiparticles with vanishing excitation energy.
Moreover,o1(w) shows a very smooth development as a function of temperature. This smooth
temperature dependence can be explained bk-#®ectivity of the in-plane optical conduc-
tivity, which was discussed at the end of Sec. 4.2. There, we have shown that quasiparticles
with k-vectors in the nodal direction of the Brillouin zone (BZ) dominate the in-plane conduc-
tivity. Now, the (5, )-quasiparticle-peaks only change very slightly with rising temperature
(see Figs. 3.14 and 3.18) compared to the dramatic changes @f equasiparticle-peaks.
The quasiparticles close to= (7,0), where thed,._ .-wave gap is its maximum, however,
do not contribute to the in-plane conductivity, which can also be seen from the absence of any
paraconductivity in the frequency rang®A,. < w < 2A,..

In contrast to the/,>_, »-wave gap, our results for thewave gap with phase fluctuations dis-
played in Fig. 4.5, show a relatively sharp peakat 0 in o1(w), also at higher temperatures.
The main difference to thé ._ .-wave case is that the optical conductivity has a small maxi-
mum atw = 2A. belowT, = Tk 7, whereas in the frequency rangé0;. < w < 1.5A,. almost
no enhanced conductivity is observable in the SC state. Only f810.5A,. one gets a contri-
bution to the finite frequency conductivity from the slightly broadetigak atv = 0, which
is caused by the Lorentzian representation ofd#fenction. But as soon as the temperature
is raised abov& > 1.25Tx 7, one gets a sudden massive increase;@b) for all frequencies
w < 2.

Again, this reflects the behavior of the quasiparticle peaks at3h&)-regions of the BZ
(see Figs. 3.13 and 3.19). In contrast to theave case, below, = Tk the quasiparticle
spectrum is gapped &t= (5, 7). Thus one obtains a finite conductivity only for frequencies
w = 20s.. On the other hand, fdf 2 1.25T'x 7, the s-wave gap closes &= (75, %) and the
(5, %)-quasiparticle peaks are completely wiped out. This produces the strong increase of the
real part of the finite-frequency conductivity.

The imaginary part of the optical conductivityy(w) is displayed in Figs. 4.6 and 4.7 for
thed,2_,.-wave gap and the-wave gap, respectively. In the superconducting state (.. =
TxT) one obtains the expect%i dependence. For temperatufEs> T, = Tk, deviations
from this dependence become observable. In case of the.-wave gap, these deviations
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are limited to frequencies < 0.5A;.. Once more, this exactly reflects the properties of the
nodal quasiparticles, which are only slightly scattered by phase fluctuations, as can be seen
by the very small increase of the width of th&, 5)-quasiparticle peaks abovg compared

to the anti-nodalr,0)-peaks (see Fig. 3.18). In contrast to thevave case, where also the
quasiparticles at th€, 5 )-regions of the BZ are strongly scattered by phase fluctuations and
which, in combination with the finite SC gap lat= (5, ), leads to the very strong reduction

of o2(w) for frequenciesy < 1.5A,. shown in Fig. 4.7.

A further important quantity to characterize the metallic or superconducting properties of a
material is the temperature dependence of the DC resisti{ity = 1/01(w = 0,7"). Because
of severe finite-size effects, especially closevte O, it cannot be obtained directly from the
optical conductivity. In order to discuss the resistivity/"), we have therefore calculated the
Drude weightDg, which is a measure of the spectral weighvat 0 (see Sec. 4.1.4), and the
effective charge carrier masss. Also in calculating the Drude weight with Eq. (4.65), one has
to take care of finite-size effects, which become visibledog 0.03t. However, a controlled
extrapolation tav = 0 is possible?

Figs. 4.8 and 4.9 display the Drude weighi(7") as a function of temperature for thg._ .-
wave and the-wave gap, respectively. Above = Tk, the Drude weight is strongly reduced
as soon as the phases become completely uncorrel&ted1(5Tx ). This reduction of the
Drude weightDg in the phase-uncorrelated pseudogap state is even stronger fewthe gap
with phase fluctuations, as expected from the discussion of the optical conductivity. Whereas
belowT,, the Drude weighDg converges to the superfluid weight, which is somewhat larger
for the s-wave gap.

Figs. 4.10 and 4.11 display the corresponding effective (renormalized) electronnrgg@ss
as a function of frequency for different temperatures. Over nearly the complete bandwidth
W = 8t, the bare band mass; is only weakly renormalized. Only closedo= 0, the effective
mass is strongly enhanced for> 1.5Tx . Interestingly, for thes-wave gap, the closing of
the quasiparticle gap & = (5,75) becomes clearly observable in the qualitative change of
the mest(w) curves above, (see Fig. 4.11). The strong enhancement of the zero-frequency
effective mass in addition to the very small Drude weight compared to the tight-binding
metal, implies a bad metallic behavior of the resistiyit§") in the pseudogap state.

Finally, the finite-frequency optical scattering rate is shown in Figs. 4.12 and 4.13 for the
d,2_,2-wave and thes-wave gap, respectively. For thiz_,.-wave gap, 17eri(w) smoothly
increases as a function of temperature with the maximal scattering rate betoA,.. The
continuous increase of/%ef(w) in the pseudogap state for frequencies; 2A,. is in accor-
dance with experiment [201]. Using, as befotes 250meV, we obtain a phase fluctuation
contribution to the low-frequencyu(< 2A,.) optical scattering rate, which is about half the ex-
perimentally observed value. If we express the scattering rate in units of the SC gafssize (
it is however only ¥8 of the observed value. Hence, phase fluctuations can only partially con-
tribute to the low-frequency in-plane scattering rate in the pseudogap state of the underdoped
cuprates.

2Abovew ~ 0.03t, finite-size effects are suppressed by using Assaad’s technique. Butbetod03t, the
different limits of the current-current correlation functidéh (g, w) (see Sec. 4.1.4) cause an uncontrolled behavior
of D.(q=0,w) close taw = 0.
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On the other hand, for the-wave gap with phase fluctuations, the low-frequency optical
scattering rate in the pseudogap state is about 3 times larger. This is closely connected to the
disappearance of th, )-quasiparticle-peaks in the single-particle spectral weight. Below
T, = Tk, where one still has a well-defineewave quasiparticle gap in th§, 5)-region of
the Brillouin zone, the scattering rate is strongly reduced for frequencie2A.. In contrast
to thed,2_,.-wave case, where the presence of nodal quasiparticles produces a finite phase
fluctuation induced scattering rate even in the superconducting state for frequerci@s,,,
in qualitative agreement with the experiments of Ref. [204].
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Figure 4.4: Real part of the low-frequency optical conductivity o1(w), for a dy2_,2-wave gap
with phase fluctuations at different temperatures (As. = 1.0t). The conductivity is measured in

units of 2 (h=c=a=1).
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Figure 4.5: Real part of the low-frequency optical conductivity o1(w), for a s-wave gap with
phase fluctuations at different temperatures (Asc = 1.0t). The conductivity is measured in units

ofe? (h=c=a=1).
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Figure 4.6: Imaginary part of the low-frequency optical conductivity o2(w), for a dy2_,2-wave
gap with phase fluctuations at different temperatures (As. = 1.0t). The conductivity is measured
in units of e? (h=c=a=1).
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Figure 4.7: Imaginary part of the low-frequency optical conductivity o2(w), for a s-wave gap
with phase fluctuations at different temperatures (As. = 1.0t). The conductivity is measured in
units of 2 (h=c=a=1).



4.3. OPTICAL CONDUCTIVITY

105

0.5r

0.4

0.3

D, /t

0.2

0.1F

2{0
T s

Figure 4.8: Drude weight Do in units of me* as a function of temperature for ad,2_,2-wave gap

with phase fluctuations. The dotted vertical line indicates T. = Tk .
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Figure 4.9: Drude weight Dy in units of we? as a function of temperature for a s-wave gap with

phase fluctuations. The dotted vertical line indicates T, = T’k .
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Figure 4.10: Effective electron mass mef in units of the bare band mass my, as a function of
frequency for a d,2_,2-wave gap with phase fluctuations at different temperatures (Asc = 1.0t).
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Figure 4.11: Effective electron mass mef in units of the bare band mass my, as a function of
frequency for a s-wave gap with phase fluctuations at different temperatures (As. = 1.0t).
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Figure 4.12: Effective optical scattering rate 1/ T, in units of t as a function of frequency for a

dy2_,2-wave gap with phase fluctuations at different temperatures (Asc = 1.0¢).
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Figure 4.13: Effective optical scattering rate 1/ 7., in units of t as a function of frequency for a

s-wave gap with phase fluctuations at different temperatures (As. = 1.0t).
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4.3.2 Paraconductivity

In a conventional BCS superconductor, superconducting (SC) fluctuations with short-range
phase coherence survive no more than 1K aliBveWithin a phase fluctuation scenario for

the underdoped cuprates, one would expect that pairing remains over a wide temperature range
aboveT,, together with phase correlations which are of finite range in space and time. Hence,
although the system is in the normal state, signatures of the ideal SC state should still be ob-
servable considerably above, if the experiments probe short enough time scales. A likely
candidate to observe these effects are high-frequency conductivity experiments.

Microwave conductivity experiments on underdoped Bi2212 [40] indeed were able to track
the phase-correlation time in the normal state up to 25K alipverhese experiments show,
that the SC transition is “smeared out” over a considerable temperature range, when viewed at
high-enough frequencies (short-enough time scales). The imaginary part of the conductivity fi-
nally disappears more than 25K abdje~ 74K and shows a superconducting scaling behavior
already abové',.. The real part of the conductivity displays a characteristic peakhesrfinite
frequencies, on top of a background of normal conducting electrons. This peak was interpreted
by the authors of Ref. [40] as signature of the partially phase coherent electrons.

All experiments were carried out with frequencies of a few hundred GHz, which corresponds
tow < 0.01. In order to compare these experiments with our phase fluctuation model, some
compromise had to be made, since finite-size effects become important bglpw 0.03¢.
Therefore, we have chosen a set of frequengies {0.1¢,0.2¢,0.3t,0.4¢}, which are, on the
one hand, much larger than,,,, and on the other hand much smaller than the SC gap size
in our model Qs = 1.0¢t). Thus, in the following, one always should keep in mind that the
frequency closest to experimentdis= 0.1t.

Fig. 4.14 displays the real part of the optical conductivityw,7") as a function of temper-
ature for different frequencies < A;.. One can clearly see that the finite frequency paracon-
ductivity increases aboVE. = Tk and remains nearly constant over a wide temperature range
T = 15Tkt up to the pseudogap temperatdré. This sudden increase of (w,7") above
T. = Tk becomes less pronounced at higher frequencies. The strong finite frequency para-
conductivity over almost the whole pseudogap phase up‘ts- 7. stands in contradiction to
the experimental observations [40].

This contradiction can be solved by recalling that our model consists of “ideal” electrons,
which are only scattered by phase fluctuations. To get into closer touch with experiment, we
have therefore replaced the infinitesimal damping fagter 0" in the response formulas by
a finite marginal-Fermi-liquid-like damping-factor = A\ vw?2+4 7272, with )\ a free parame-
ter, which can be obtained from experiment. The marginal Fermi liquid (MFL) theory is a
phenomenological theory which accounts for many experimental features of the underdoped
cuprates and simply relies on assuming a special form of the single-particle self-Z(iergy,
with a damping factor) = 1/7 ~ max(|w|,T) [205, 206].

We have already seen in the previous section (Sec. 4.3.1), that phase fluctuations can only
partially contribute to the low-frequency scattering rate observed in optical experiments. Hence,
it is quite natural to include the additional scattering rate “by hand” into the theoretical response
formulas for the optical conductivity. Fig. 4.15 shows the result of this procedure. The finite-
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frequency paraconductivity now is suppressed at higher temperatures. In additiariwall’)
curves display a maximum at a temperatiire 7. This maximum is getting more pronounced
and moves closer to,, the lower the frequency.

Hence, our explanation for the high-frequency conductivity experiments of Ref. [40] is that
as soon as phase coherence gets 108} at Tk, spectral weight from the superfluidpeak
atw = 0 is transfered to finite frequencies. This transfer of spectral weight causes the finite-
frequency paraconductivity effects in(w, "), which set in more rapidly aboVvE., the lower
the frequencies. At higher temperatures, the finite frequency paraconductivity is suppressed by
normal quasiparticle-scattering in the pseudogap state. This produces a peak in the real-part of
the optical conductivity nedf,., which is more distinct at smaller frequencies.

Please note, that in order to obtain the results shown in Fig. 4.15, we\uséd2. This dif-
fers from the value derived from optical experiments in underdoped Bi2212, whick i8.85
[201]. A larger value for\, however, would have completely wiped out all phase-fluctuation
features in the optical conductivity. This discrepancy is not surprising, since we used a larger
bandwidth to gap ratio in our calculations and also higher frequencies, for which the MFL
scattering-rate is stronger. The important point is, that we can qualitatively explain the charac-
teristic peak-feature in the real part of the optical conductivity as being due to phase fluctuations.

Fig. 4.16 displays the imaginary part of the optical conductivityw, ') as a function of
temperature for different frequencies< A;.. Exactly as in the experiments of Ref. [40], the
superconductivity induced change in the imaginary part of the optical conductivity extends over
a large temperature intervdl. < 7' < 27, into the normal state, with the strongest increase
belowT ~ 1.57,. The change of>(w,T’) is more pronounced at lower frequencies. However,
in our model the imaginary part does not go to zero in the normal state but rather converges
towards a finite value. Again this is due to the missing quasiparticle scattering in the normal
states besides phase fluctuation caused scattering. Here, the inclusion of a MFL scattering-
rate would further reduce;(w,T") aboveT ~ 2T, without changing its properties at the SC
transition (" < 27,) qualitatively.

In Fig. 4.17 we plot the re-scaled imaginary part of the optical conductivity(w,T’) as a
function of temperature for the same frequencies A,. as before. In the superconducting
state, all re-scaled curves should collapse onto a single curve (see Sec. 4.3.1). One can clearly
see that this collapse already begins in the normal state dio¥eTxr, starting with the
highest frequencies, exactly as in Ref. [40]. Also here, the inclusion of an additional MFL
scattering-rate would reduce the optical conductivity curves aliowe27,, but it does not
change the SC high-frequency scaling-behavior bélow 1.57.. significantly.
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Figure 4.14: Real part of the low-frequency optical conductivity o1(w,T), as a function of
temperature for different frequencies w < A, (Asc = 1.0t). The dotted vertical line indicates
T. = Tk 7. Note, that the sharp transition at T,. = T is washed out at higher frequencies.
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Figure 4.15: Real part of the low-frequency optical conductivity o1(w,T’) with a finite marginal-
Fermi-liquid (MFL) damping-factor n = Av/w? + m2T?2 (\ = 0.2, for details see text), as a func-
tion of temperature for different frequencies w < Ag. (Asc = 1.0t). The dotted vertical line
indicates T, = T’k . Note, that a clear maximum develops close to I, = T for low frequen-
cies.
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Figure 4.16: Imaginary part of the low-frequency optical conductivity o2(w,T'), as a function
of temperature for different frequencies w < Ag. (Asc = 1.0t). The dotted vertical line indi-
cates T, = T . Note, that the change of o2(w,T’) at the superconducting transition T, = Tk

becomes less pronounced at higher frequencies and is smeared out over a finite range of tem-

peratures T' > T, =Tkr.
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Figure 4.17: Scaling behavior of the imaginary part of the optical conductivity o2(w,T'). In the
superconducting state o2(w,T') ~ 1/w, thus all w o2(w,T') curves should collapse onto a single
curve. Note, that the higher the frequency, the earlier this collapse starts in the normal state for
temperatures T' > I, = T'x7. The logarithmic scale was chosen for a better comparison with
the experimental data of Ref. [40].



Magnetic properties

A superconductor is not only a perfect conductor, itnsiddition a perfect diamagnet which
becomes visible in the Meissner effect. Since, in the phase fluctuation scenario, the pseudogap
is due to phase fluctuations of the SC order parameter, one might ask, how much of the char-
acteristic magnetic properties of a superconductor are still observable in the pseudogap state of
the underdoped cuprates.

These magnetic precursor effects of the ideal superconducting state are twofold. Firstly, one
would expect a form of fluctuating diamagnetism which partially screens an applied magnetic
field already abovd,.. The diamagnetic activities in the pseudogap state are most probably
closely connected to the phase coherence among the pairs. Secondly, one would also expect
that the paramagnetic spin (or Pauli) susceptibility is reduced in a characteristic way below
T* due to the formation of incoherent singlet-pairs, accompanied by the reduction of spectral
weight at the Fermi surface.

The magnetic susceptibility is usually obtained directly from magnetization experiments or
indirectly from the characteristiKnight shift of the resonance lines in nuclear magnetic reso-
nance (NMR) experiments. All these experiments giveetamagnetic susceptibility which is
the sum of all diamagnetic and paramagnetic contributlofiae different magnetic contribu-
tions to the total susceptibility can only be disentangled, if one form of magnetism dominates a
special region of the phase diagram.

5.1 Diamagnetic susceptibility

The diamagnetic susceptibility can be obtained from the following consideration [207]. An
externally applied magnetic fieldg, generated by the external current dengjtyvith

4
0x Ho= = o), (5.1)

1We neglect for the moment anti-ferromagnetic fluctuations, which are surely also present in the underdoped
cuprates.

112
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produces a total magnetic fieltl in the sample, which is given by
4T . .
OxH=-=(jo+]). (5.2)

Here,j is the diamagnetic screening-current density. The total Heislthe sum of the external
field Hp and the magnetizatiod of the sampleé?

H =Ho+47M. (5.3)
The magnetization is proportional to the externally applied field,
M = X pia Ho, (5.4)

which defines the diamagnetic susceptibilty;, .
With H =0 x Aand(j) = c [ x M, one obtains after a Fourier transformation

e 55)
T (J(a)) — 7 Ag)

whereA has to be given in a transverse gaugeA = 0). Using the linear response formula for

the current derived in Sec. 4.1.2, one finally gets

XDia(q) =

2
1 <24+1D(q
XDia(0) = = 5 e el )cqz. (5.6)
e T re De(@) + 7

The static uniform diamagnetic susceptibility is defined by

XDia = XDia(¢z =0, ¢ — 0,w =0), (5.7)

where the geometry is the same as in the discussion of the London penetration depth in Sec. 4.1.4.
For our lattice model with nearest-neighbor hoppihgHc = a = 1), Eq. (5.6) changes to
1 <km> _ Dc(q)

XDia(0) = "4 (b - Do(q) Sy (5.8)

with €2 = a ~ %7 A series expansion fay, = 0 andg, < 1 yields

<k3:r> - DC(q) :<kx> - DC(QJU =0, Qy — O)

1
— 54, Di(4x=0,4,—0) (5.9)

+0(dqy),

where,D”(q) = %‘2@. In Eq. (5.9) no odd terms iy, appear, due to space-inversion symme-

try. Using Eq. (4.57?3, one can finally write

Dy 1
(ka) = De(®) = ——5 = 5 g5 D/ (qx =0,y — 0). (5.10)

2The total magnetic fielth is generally also called magnetic inductiBn
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In a superconductor one hak # 0, thus

1
T

whereas in a normal conductor wifhy = 0 one obtains

1 D//(Qx—o Qyﬁo)

i . 5.12
XDia = 47T D”(qx—O Qy—>0> 62 ( )
This can be further simplified to
e gl
X Dia ~ ) Dy (gz =0, Qy — 0) ) [m] (5.13)
for D/(g, =0, g, — 0) < 55 ~ 5/ ~ 22, which is usually the case.

Alternatively to directly calculating the derivativB.(q), one can start from the current-
current correlation function in coordinate spdegi, j) and write

De(@) = 5 z e 90D D (i, j). (5.14)

Expanding the exponential in powersgffor ¢, =0, ¢, — 0, one gets

1

D”(Qx—o Qyﬁo) N

('y—jy)ch(i, j). (5.15)
Eq. (5.15) saves the computing time needed for a Fourier transformation, since the MC simula-
tion always gives at firsb..(i, j).

The problem now is the calculation of the curvatupé(q, = 0, ¢, — 0) on our 16x 16
lattice. Already the correlation functiab.(q) shows strong finite size effects, especially close
to g= 0. In contrast to the opticaf(= 0) conductivity calculation, we cannot use Assaad’s
technique to reduce finite size effects. The situation is even worse, because of the different
limits of the current-current correlation function, which depend upon the pafty, in-space
on which the(¢,; =0, ¢, = 0, w = 0)-point is approached (see Sec. 4.1.4). Therefore, we have
tested different methods to extract the curvatféq, = 0, ¢, — 0) from our data.

First we have calculated the diamagnetic susceptibility for the non-interacting 2D tight-binding
model with nearest-neighbor hopping at half-fillingY = 1). The susceptibility diverges loga-
rithmically at7 = 0 as a result of the van-Hove-peak in the density of states. For this case, the
diamagnetic susceptibility can be calculated to any accuracy. Fig. 5.1 displays the result of this
calculation. The first point worth noting is the well-known fact that the magnetic response of
the current actually is paramagnetic. Therefore we call the result of Eq. (5.13) in the following
magnetic susceptibility Xmag-

For a free electron dispersion, the magnetic response of the current is always diamagnetic. In
tight-binding lattices, there is a crossover from diamagnetism to paramagnetism as a function
of doping [208]. At very small filling (n) < 1), the response is diamagnetic. In general, the
outcome of Eq. (5.13) depends in a complicated way on the electronic band structure.
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Figure 5.1: Magnetic susceptibility Xqq in units of te? (h=c=a = 1) calculated from the
current response of the 2D tight-binding model at half-filling ((n) = 1). The full line shows the
exact result for the infinite lattice as a function of temperature (exact). The broken lines display
the results of different approximative schemes for the calculation of Xnqg on a 16 x 16 lattice:
9-point-fit including q, = O (fit 9), 8-point-fit without ¢, = O (fit 8, drop 0), using the sum of
Eq. (5.15) (sum), and finally a 3-point-fit including q,, = O (fit 3). (For details see text.)

Next, we tried to reproduce the exact result as good as possible on our finitéGLEttice.

We started with the expression of the magnetic susceptibility given in Eq. (5.15). In Fig. 5.1
one can see that this expression reproduces excellently the exact result for high temperatures
but then suddenly strongly diverges bel@w~ 0.4¢. Using a parabolic 3-point fit to obtain

the curvatureD!/ (¢, = 0, ¢, — 0), with the smallesy,-values to the left and right of, = 0,
includingg, = 0, nearly gives the same result (see Fig. 8.1).

In order to stabilize the fit procedure for small temperatures, we have also performed a
parabolic fit of D.(q) using the 9 smallest,-points between-7 < ¢, < 7, includingq, = 0.

Fig. 5.1 shows that this procedure yields a systematic deviation at high temperatures, but on
the other hand closely follows the exact result dowfi'te 0.2¢, where it suddenly diverges to
negative values.

In our phase-fluctuation simulation we are interested in the temperature rahge < 0.4¢.
Especially belowl” ~ 0.2¢, we expect many interesting things to happen. Since the finite-size
effects inD.(q) are strongest aj = 0, we dropped theg, = 0 point and finally performed a
parabolic 8-point fit with the 4 smalleg},-points to the left and right of, = 0. As can be
seen in Fig. 5.1, this procedure yields the best agreement with the exact result over the whole

3Actually for 3 pointsq, = +3 andgq, = O this procedure is exact. We call it however fit because of the
finite-lattice approximation.
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temperature range. Hence, in the following the magnetic susceptibility is always obtained from
the parabolic 8-point fit td,.(q).*

We have seen in the preceeding discussion of the diamagnetic susceptibility, that the curva-
ture D/ (¢, = 0, g, — 0) is a meaningful quantity, only if the superfluid weight vanishes.
Therefore, we first have to calculatg on our finite lattice. Fig. 5.2 displays(k,) + D.(q. =
0, ¢y, iv, = 0) as a function ofy,, for our phase fluctuation model withdgo_,.-wave gap at
different temperatures») = 0.9). In the limit of g, — O one obtains the superfluid weight (see
Eq. (4.57)).

As can be seen from Fig. 5.2, this limit alway yields a finite positive valuéXorThis is due
to the fact that the single-particle expectation valkig converges much faster with increasing
|lattice size than the two-particle correlation functibp(¢, = 0, g, iv, = 0). To get an estimate
for this finite-size error, we plot in Fig. 5.3 the correspondindimit: —(k;) + De(qz, ¢y =
0, iv, = 0) as a function ofy,. Forg, — 0, —(k,) andD.(q., ¢, = 0, iv,, = 0) should cancel
each other exactly (see Eg. (4.58)).

Comparing Fig. 5.2 with Fig. 5.3, one can see thais of the order of the finite-size error for
temperature§’ 2 1.57%7. Furthermore®.(q, =0, gy, iv,, = 0) displays an upward curvature
for temperature§” < 1.25T k1 (see Fig. 5.2), whereas at higher temperatures, it changes to
downward curvature that looks qualitatively very similar to the results obtained for the nearest-
neighbor tight-binding model. Hence, we expect reliable results for the diamagnetic suscepti-
bility for temperatureqd” 2> 1.5T k.

Fig. 5.4 now displays the results for the magnetic susceptibjlity, as a function of tem-
perature for our phase-fluctuation model with a constgat .-wave gap at finite doping
((n) = 0.9). For comparison we also show the magnetic susceptibility, for the nearest-
neighbor tight-binding model. Over a wide temperature ran@8 2 < T < 40Tk, both
susceptibilities are nearly identical. A small phase fluctuation induced reductigngfbe-
comes visible only foil’ < 2.07Tx7. BelowT ~ 1.5Tk, we see an unphysical sudden increase
of x:mag in the phase fluctuation model because of the aforementioned strong finite size effects.

The phase-fluctuation-induced diamagnetic susceptibility can be defined by the difference
of the magnetic susceptibilities of phase fluctuation (XY-MC) and tight-binding (TB) model
XDia = Ximag ¢ — xLB,. Fig. 5.5 showsyp;, as a function of temperature. The fluctuating
diamagnetism is a small effect compared to the lattice paramagnetism, which is more than one
order of magnitude larger. It is only important bel@w~ 1.57 7, where one expectgpi,
to strongly increase close ., but it does not play any role over most part of the pseudogap
phase. Fig. 5.5 also shows the fluctuating diamagnetismfor a BCS-temperature-dependent
gap with phase fluctuationd & Apcs(7')). At low temperatures this gives us an estimate for
the MC error, and at high temperatures it exhibits the influence of a temperature-dependent gap
that smoothly goes to zero @'/*" = T*. Fig. 5.5 clearly shows that both effects are small and
of the order of the symbol size.

On the experimental side, the c-axisagnetic susceptibility afptimally doped YBaCusO7_s

4Although we tested this technique only for the tight-binding model at half-filling, we expect it to work equally
well in the pseudogap state of the phase fluctuation model, where the current-current correlation function qualita-
tively looks very similar.

5B L copper-oxide planes.
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(YBCO) is nearly constant above, without the slightest sign of any fluctuating diamagnetism
[209]. In underdoped YBCO, a clear diamagnetic response was observed up to 15K dhove

(T =~ 1.27T,) for chain-disordered YBCO [210, 211]. Wthain-ordered YBCO, the diamagnetic
response is even stronger and increases rather linearly with decreasing temperaturg. above
[210, 211], whereas irhain-disordered YBCO, where only the copper-oxide planes are sup-
posed to contribute to the diamagnetic susceptibility, it can be perfectly fitted by an exponential
temperature dependence [212]. Interestingly, magnetization measurements onpéBd&s
indicate a form of fluctuating diamagnetism abdvealso inoverdoped YBCO, which could

be caused by charge inhomogeneities and the formation of superconducting droplets [213]. Re-
cently, precursor diamagnetism was observed in underdopgsBlig CuO, (LSCO) up to 2K
aboveT, (T~ 1.17T,) [214]. All these experimental observations are in complete agreement
with our theoretical results, indicating a limitation of the diamagnetic precursor effects above
T, to temperatures of a small fraction Gf.

In the following, we want to obtain some quantitative numbers for the susceptibility. From
Fig. 5.5 we gek pia(T = 1.5Tx7) ~ —0.003te? in units wherdi = ¢ = a = 1. Using Eq. (5.13)
with the typical parameters for YBCQ@/( = 3.86-10"%cm,a, = 5.88-10"8cm) and as before
t =250meV, one obtains the cgs diamagnetic-susceptihility (7 = 1.5Tx7) ~ 7-107°. The
diamagnetic susceptibility in SI units can be obtained by multiplying the cgs susceptibility with
4. Experimental susceptibilities are often measured in units of em/riitle diamagnetic
susceptibility in units of emu/mol can be obtained by multiplying the cgs susceptibility with
the molar volume of YBCO. For our phase fluctuation model, wexggt, (7' = 1.5Tkr) ~
—10 ®%emu/mol. This value for the fluctuating diamagnetism is tiny and experimentally not
observable. Thus, our results are consistent with experiments, which measure a paramagnetic
susceptibility of~ 10~*emu/mol at the same temperature [209, 211], with no sign of any fluc-
tuating diamagnetism in the static magnetic susceptibility.

Finally, we want to annotate, that also the precursor effects of the ideal diamagnetism are lim-
ited for the static uniform susceptibility to temperatures closé.tevidence for diamagnetic
precursor activities up t¢™* was found when looking on small length scales and high frequen-
cies! Scanning SQUID microscopy experiments on thin films of underdoped LSCO show,
that the vortex pattern beloj. = 18K develops out of diamagnetic precursor domains which
are observable up t6 = 80K [216]. AC susceptibility measurements on slightly underdoped
LSCO have shown a diamagnetic response uf*téor frequencies of 0.1-10 kHz [217].

Next, we discuss our results for tkewave gap with phase fluctuations. Due to the fully
gaped quasiparticle excitations bel@w we expect a qualitatively different diamagnetic current

SEmu is not a real unit, in fact one has(.ys = Xcgs[cm®/em®] = xogs[emu/cm®]. In experiments one often
measures the total magnetic moment of a sample in place of the magnetization. The magnetic moment is then
divided by the applied magnetic field and the sample quantity (either in unitebbr gram) in order to obtain
a generalized material dependent susceptiblity; [emu/mol] or x.q4s[emu/gram]. These material dependent
susceptibilities can be obtained from the usual cgs susceptibility in dividing the dimensionless cgs susceptibility
by the molar density or mass density of the sample. Typical values of diamagnetic susceptibitities/imol
can be found in [215]. Please note, that the unit for magnetic moment is also @alled=or magnetic moments
one has:mu = erg/gauss, but for magnetic susceptibilities one hasu = ¢m?, which should not be confused!

In Sl units there is no comparable confusion, but the units are less familiar to many scientists.

"Note that also paraconductivity was observed only at finite frequencies (see Sec. 4.3).
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response of the quasiparticles. Fig. 5.6 displays,) + D.(¢. =0, ¢, iv, = 0) as a function
of ¢, for thes-wave gap at different temperaturés = 0.9). As before, the superfluid weight
can be obtained in the limit af, — 0.

We see two completely different regimes in Fig. 5.6. Fofg 1.07xr, we get an upward
curvature of the current correlation function and the superfluid wefighbas a rather large
positive value compared to th:_,.-wave case. Fdf' 2 2.0T the current correlation func-
tion shows the characteristic tight-binding-like downward curvature and the superfluid weight
D, approaches zero. Between these to regimes, we obtain a very strong downward curvature
of D.(g» =0, gy, iv, = 0) close tog, = 0, in particular forl’ = 1.25T k7 andT = 1.5T k7. It
is not clear whether this is a finite-size effect or the indication of a true lattice diamagnetism.
Surely it is related to the anisotropic closing of thevave gap abové, (see Sec. 3.2).

To get an estimate of the finite-size error, Fig. 5.7 shews,.) + D.(¢, ¢, = 0, ivy, = 0)
as a function ofy,. Forgq, — 0, this function should approach zero for all temperatures. One
can clearly see in Fig. 5.7 that the finite-size errors are much larger than in caselpf the
wave gap (cf. Fig. 5.3), especially for temperatufes 1.75T . Putting everything together,
we conclude that we get reliable results for the magnetic susceptibility only for temperatures
T2 20Tkr.

Fig. 5.8 displays the magnetic susceptibility,,, as a function of temperature for a constant
s-wave gap with phase fluctuations at finite dopifwg)(= 0.9). For comparison, we also show
the magnetic susceptibility,,,, for the nearest-neighbor tight-binding model. In contrast to
thed,2_,.-wave gap, we have a phase fluctuation induced reductiqn,@f up to highest tem-
peratures. In Fig. 5.9 the corresponding fluctuating diamagnetism= x;\a, ¢ — x15, is
displayed as a function of temperature. It has a finite value at all temperatures in the pseudogap
phase and does not show the characteristic on-set behavior observed dor thewave gap
(cf. Fig. 5.5).

Using a BCS-temperature-dependent gap does not change the propeytigs sifjnificantly
(see Fig. 5.9). It only causesy;, to diminish smoothly as one approactigs= TM ¥, Hence,

a locals-wave gap with phase fluctuations leads to diamagnetic precursor effects over the whole
temperature rangg. < 7' < T, but the fluctuating diamagnetism is only about 1/3 of the tight-
binding lattice paramagnetism and still one order of magnitude smaller than the experimentally
observed values for the paramagnetic susceptibility in the pseudogap state of the cuprates.
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Figure 5.2: —(kz) + Dc(qz = 0, gy, ivy, = 0) as a function of gy, calculated for the d,2_,2-wave
gap with phase fluctuations at different temperatures ((n) = 0.9). The limit ¢, — O yields the
superfluid weight D in units of ne?. (For details see text.)
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Figure 5.3: —(kz) + De(qx, gy = 0, ivy, = 0) as a function of g, calculated for the d,2_,2-wave
gap with phase fluctuations at different temperatures ((n) = 0.9). The limit q,, — O yields D;es;
in units of we?. For a Gauge invariant Hamiltonian one has Dy.s; = 0. (For details see text.)
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Figure 5.4: Magnetic susceptibility Xnqg in units of te? (h=c=a=1) as a function of tem-
perature, calculated from the current response of our phase-fluctuation model with a constant
dy2_,2-wave gap ( (n) =0.9). For comparison we also show the magnetic susceptibility Xmag
for the tight-binding model (A = 0). The dotted vertical line indicates the temperature above
which we expect reliable results for Xnqg in our phase-fluctuation model. Below this temper-
ature, we obtain an unphysical sudden increase of X4 in the phase-fluctuation model due to
strong finite-size effects.
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Figure 5.5: Diamagnetic susceptibility X piq = X%CZ_MC — X%’ﬁg in units of te? (h=c=a=1)

as a function of temperature for a constant d,2_,»-wave gap with phase fluctuations ((n) =
0.9). For comparison we also show the diamagnetic susceptibility X p;, for a BCS-temperature-
dependent gap with phase fluctuations (A = Apcs(T)). The dotted vertical line indicates the
temperature above which we expect reliable results for x p;,. Below this temperature, we obtain
an unphysical sudden increase of X .4 due to strong finite-size effects. (For details see text.)
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Figure 5.6: —(ky) + D.(qz = 0, gy, iy, = 0) as a function of g, calculated for the s-wave
gap with phase fluctuations at different temperatures ((n) = 0.9). The limit ¢, — O yields the
superfluid weight D in units of ne?. (For details see text.)
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Figure 5.7: —(kz) + D.(qz, gy = O, iv,, = 0) as a function of q,., calculated for the s-wave gap
with phase fluctuations at different temperatures ((n) = 0.9). The limit q,, — O yields Dieg; in
units of me2. For a Gauge invariant Hamiltonian one has Dy.s; = 0. (For details see text.)



5.1. DIAMAGNETIC SUSCEPTIBILITY 123

0.12 T I T ] T T T T T

I . @ @ tight-binding metal (A=0)
: | m—m phase fluctuations (A=const)

-0.04

CTT

KT

Figure 5.8: Magnetic susceptibility X.nqqg in units of te? (h=c=a=1) as a function of tem-
perature, calculated from the current response of our phase-fluctuation model with a constant
s-wave gap ((n) = 0.9). For comparison we also show the magnetic susceptibility X a4 for the
tight-binding model (A = 0). The dotted vertical line indicates the temperature above which
we expect reliable results for Xqg in our phase-fluctuation model. Below this temperature,

we obtain an unphysical sudden increase of Xqg4 in the phase-fluctuation model due to strong
finite-size effects.
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Figure 5.9: Diamagnetic susceptibility X p;q = Xﬁéfg_Mc = nggg in units of te? (h=c=a=1)

as a function of temperature for a constant s-wave gap with phase fluctuations ((n) = 0.9). For
comparison we also show the diamagnetic susceptibility x p;, for a BCS-temperature-dependent
gap with phase fluctuations (A = Apcs(T')). The dotted vertical line indicates the temperature
above which we expect reliable results for x p;,. Below this temperature, we obtain an unphys-
ical sudden increase of xnqg due to strong finite-size effects. (For details see text.)
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5.2 Spin susceptibility

The spin (or Pauli) susceptibility can be obtained from the coupling of the magneti®field
the spin degrees of freedom. For a field perpendicular to the 2D plBrie®) (one gets

HEF(t) = /dx’ g ’%B s.(X,t) B(X,t), (5.16)

with up Bohr's magneton and ~ 2 the electronig-factor. The magnetization fielt/ (x,t) is
given by

Mt =~ g P2 (5. (x,1)

(5.17)
_ / dr’ A apin(%,t, X ') H(X, 1)),

where the last line defines the spin susceptibility as response to the externally applied magnetic
field H(x',t"). The expectation value of the spinirdirection can be decomposed into

(s.(%,1)) = (s2(x, 1)) + 0 (s, (X, 1)). (5.18)

Here (s2(x,t)) is the expectation value without magnetic field. For a diamagnet or paramagnet
one hass(x,t)) = 0. The magnetic field caused spin polarizatigs, (x,t)) can be obtained
by means of

§s,(x,t)) =g /%B % /dt/ dr' B(X',t") Tr{pg[s.(X,t'),s.(x,1)]} Ot — 1), (5.19)

which is the usual linear response formula that was already used for the current in the preceding
paragraphs. Using

B(x,t) = H(X,t)+4rM(X,t) = H(X,t), (5.20)
one finally gets
N ,u% 1
PN 2 "B
Xspi’n(xvta X 7t ) - _V g ﬁ ﬁ DZZ(X7t7 X/at,)a (521)
with
D..(x,t, X' ) = —i Tr{pa[s.(x,t),s, (X, t)]} Ot — ) (5.22)

the spin correlation function.
Note, that we replace®(x,t) by H(x,t) in the linear response formula, since we are only
interested in the lowest order perturbation angl,, < 1. A Fourier transformation yields
2
Xopin(@) =~ 3 ¢ B2 2 D..(q.0). (523)
The static uniform susceptibility is defined Ry,i, = xspin(d— 0,w =0). For a non-interacting
system with a general dispersiefk), the static uniform spin (or Pauli) susceptibility is given

by

11 0 k) —
Napin (0= 0,0 = 0) = —= 5 g% i ZM (5.24)

de(k) 7
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with f(e(k) — 1) the Fermi function. Fof’ — 0, the static uniform susceptibility is proportional
to the density of states at the Fermi surface.

Fig. 5.10 displays the spin susceptibility,;, as a function of temperature for a constant
d,2_,2-wave gap with phase fluctuations at finite doping)(= 0.9). In Sec. 5.1, we have seen
that the fluctuation-induced diamagnetism is only important b&lewl.57, and that, at higher
temperaturesy p;, is at least two orders of magnitude smaller than the paramagnetic current
response of the tight-binding electrons. Furthermore, expressing the susceptibilities in cgs-units
and using the typical lattice parameters of YBCO (see Sec. 5.1), one obtains that the paramag-
netic spin response is 5 times larger than the paramagnetic current response of the tight-binding
electrons. In addition, the magnetic current response is only weakly temperature dependent.
Moreover, the experimentally observed diamagnetic susceptibility closgdan be perfectly
fitted by an exponential function, which also indicates that the fluctuating diamagnetism is ex-
ponentially suppressed at higher temperatures [212]. Hence, we expect that the temperature
dependence of the experimentally observed paramagnetic susceptibility is dominated by the
spin susceptibilityy i, over almost the the entire pseudogap piase.

In Fig. 5.10 we have also plotteg,,;, for the nearest-neighbor tight-binding model and for
the BCS-model with a constant superconducting gap. The phase-fluctuation model exhibits
a characteristic temperature dependence of the spin susceptibility, which differs qualitatively
from the tight-binding model as well as from the BCS-model. This becomes even more clear
for a BCS-temperature-dependent gap, as shown in Fig. 5.11. From Fig. 5.11 we can also infer,
that a temperature dependent pairing-gap only slightly modifies the temperature dependence
of xspin IN Our phase fluctuation model,,;, always slightly decreases nearly linear below
T* = TMF and then displays a characteristic downward bendifgat2 Tk .

These results are very similar to the experimentally observed temperature dependence of the
NMR Knight-shift and the magnetic susceptibility in the pseudogap state of various underdoped
high-T,. compounds [218-221]. In the pseudogap state, the temperature variation of the NMR
Knight-shift scales linearly with the macroscopic magnetic susceptibility [222]. In underdoped
BioSrnCaCuyOs, s (Bi2212) single-crystals, two characteristic temperature scales can be identi-
fied in the temperature dependence of the Knight-shift [218]. A higher tempeiaiwrewhere
the Knight-shift starts to decrease from the nearly constant high-temperature value, and a lower
temperaturd ;- > 1., where it starts to decrease very steeply [218]. These two temperatures are
however difficult to define exactly. This can be seen from the scaled Knight-shift date of YBCO
shown in Ref. [223] and also from our numerical results displayed in Fig. 5.10 and Fig. 5.11,
since the change as a function of temperature is continuous.

For completeness, we reportin Fig. 5.12 and Fig. 5.13, respectively, results on the temperature
dependence of the spin susceptibility,;, for a constant and a BCS-temperature-depenslent
wave gap with phase fluctuations at finite dopifg) (= 0.9). Our results for the-wave gap are
very similar to the results for thé,._ ».-wave gap, indicating that the temperature dependence
of xspin has a characteristic unique fingerprint in the presence of phase fluctuations. The only
difference is the much stronger reductionaf,;, atT = Tkr. Interestingly, a comparable
temperature dependence of the uniform spin susceptibility was obtained in QMC simulations of

8Again, we neglect in our discussion the influence of antiferromagnetic spin fluctuations.
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the attractive Hubbard model [224].
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Figure 5.10: Spin susceptibility X sp;n in units of gzu% /t (h=c=a=1) as a function of tem-
perature for a constant d,2_,2-wave gap with phase fluctuations ( (ny =0.9). For comparison we
also show the temperature dependence of the spin susceptibility X spin for a BCS-superconductor
with a constant gap and for the tight-binding model (A = 0).
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Figure 5.11: Spin susceptibility X spin in units of gzu%/t (h=c=a=1) as a function of
temperature for a BCS-temperature-dependent d,2_,2-wave gap with phase fluctuations ( (n) =
0.9). For comparison we also show the temperature dependence of the spin susceptibility X spin
for a BCS-superconductor and for the tight-binding model (A = 0).
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Figure 5.12: Spin susceptibility X spin in units of gzu% /t (h=c=a=1) as a function of
temperature for a constant s-wave gap with phase fluctuations ((n) = 0.9). For comparison we
also show the temperature dependence of the spin susceptibility X spin for a BCS-superconductor
with a constant gap and for the tight-binding model (A = 0).
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Figure 5.13: Spin susceptibility X spi, in units of gz,uzB/t (h=c=a=1) as a function of
temperature for a BCS-temperature-dependent s-wave gap with phase fluctuations ((n) = 0.9).
For comparison we also show the temperature dependence of the spin susceptibility X spin for a
BCS-superconductor and for the tight-binding model (A = 0).



Conclusion

In conclusion, we have elaborated the important role that phase fluctuation effects might play in
the underdoped cuprates. Our phenomenological model was given by a BCS-like Hamiltonian
with a constant local pairing-amplitude and phase fluctuations. The pair-phase fluctuations
on the scale of the Cooper-pair sigge were determined from a classical 2DY action by

means of a Monte Carlo simulation. The quasiparticle tunneling conducténté/) obtained

from this model was able to reproduce characteristic and salient features of recent scanning-
tunneling studies of Bi2212 and Bi2201 suggesting that the pseudogap behavior observed in
these experiments arises from phase fluctuations of the.-wave pairing gap.

We were further able to show, how phase fluctuations influence the experimentally observed
guasiparticle spectra in detail. In particular the disappearance of the BCS-Bogoliubov quasi-
particle band af. and the change from a more V-like superconducting gap to a rather U-like
pseudogap abové. can be explained in a consistent way by assuming that the low-energy
pseudogap in the underdoped cuprates is due to phase fluctuations of& dogatwave pair-
ing gap with fixed magnitude. Furthermore, phase fluctuations can explain why the pseudogap
starts closing from the nodal points, whereas it rather fills in along the anti-nodal directions
and they can also account for the characteristic temperature dependence of the superconducting
(m,0)-photoemission-peak.

For ans-wave gap, phase fluctuations lead to an anisotropic pseudogap, which starts closing
atk= (%, %), butremains open &t= (7, 0). This gap-asymmetry can be related to the different
Fermi velocities and might be of some relevance in electron-doped cuprates, where a possible
transition from as-wave symmetry to an anisotropiewave (ord,z_,2-wave) symmetry of the
superconducting order parameter was observed as a function of doping and temperature.

Next, we have shown that the recently observidation of the low-frequency optical sum
rule in the SC state of underdoped Bi2212, which is associated with a reduction of kinetic
energy, can be related to the role of phase fluctuations. The decrease in kinetic energy is due to
the sharpening of the quasiparticle peaks close to the superconducting transifica &,
where the phase correlation lengtliiverges. We suggest that this sum-rule violation should
also appear in other superconductors with low charge carrier density (phase stiffness) such as
the organic superconductors.
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A detailed analysis of the temperature and frequency dependence of the optical conductivity
revealed a superconducting scalingefw), which starts already above, exactly as observed
in high-frequency microwave conductivity experiments on Bi2212. On the other hand, our
model was only able to account for the characteristic peak, which is obserwad.ii close
to the superconducting transition, after the inclusion of an additional marginal-Fermi-liquid
scattering-rate in the optical conductivity formula. This manifests a general shortcoming of our
phenomenological model for finite-frequency two-particle properties. It is due to the fact that
within our model, quasiparticles are only scattered by phase fluctuations.

Finally, we calculated the static uniform diamagnetic susceptibility. It turned out that the
precursor effects of the fluctuating diamagnetism abifivare very small and limited to tem-
peratures close t@, in a phase-fluctuation scenario of the pseudogap. Instead, the tempera-
ture dependence of the uniform static magnetic susceptibility is dominated by the Pauli spin-
susceptibility, which displayed a very characteristic temperature dependence, independent of
the details of the gap function used in our model. This temperature dependence is qualita-
tively very similar to the experimentally observed change of the Knight-shift as a function of
temperature in underdoped Bi2212.

Hence, all these results strongly support a phase fluctuation scenario of the pseudogap in the
underdoped cuprates. In a next step, however, additional fluctuations of other competing order
parameters and especially antiferromagnetic spin-fluctuations have to be included for a more
realistic modeling of the cuprates. It will be very interesting to see, whether these additional
fluctuations resolve the shortcomings of our simplified model or whether they suppress phase
fluctuations and limit them to temperatures closé€ to Additionally, the parameters used in
our phenomenological model have to be derived from the true microscopic Hamiltonian of
the cuprates. The phase-fluctuation picture would be further strengthened by the inclusion of
guantum phase-fluctuations and the continuation of our calculations kelamd down to
lowest temperatures in the superconducting state.






Summary

In this thesis, a phenomenological phase-fluctuation model for the pseudogap regime of the
underdoped cuprates was discussed. The key idea of the phase-fluctuation scenario in the high-
T, superconductors is the notion that the pseudogap observed in a wide variety of experiments
arises from phase fluctuations of the superconducting gap. In this scenario, below a mean-
field temperature scalgM ", ad,2_,»-wave gap amplitude is assumed to develop. However,
the superconducting transition is suppressed to a considerably lower transition tempgErature
by phase fluctuations. In the intermediate temperature regime betlj{¥é&nand 7., phase
fluctuations of the superconducting order parameter give rise to the pseudogap phenomena.
Basically, in order to have condensation into the superconducting state, one needs, in addition
to the binding of charge carriers into Cooper pairs, long-range phase coherence among the pairs.
Since the underdoped cuprates have a relatively low charge carrier density due to the proximity
to the Mott insulating state, they are also characterized by a relatively smallsiffrsess This
implies a significantly larger role for phase fluctuations, than in conventional superconductors.
As a consequence, in these materials the transition to the superconducting state does not display
a typical mean-field (BCS) behavior, and phase fluctuations may have a significant influence on
low-temperature properties. When coherence is lost due to thermal fluctuations of the phase
at and above the transition temperatli{e pairing remains, together with short-range phase
correlations, which can cause the observed pseudogap phenomena in the underdoped cuprates.
The phenomenological phase-fluctuation model discussed in this thesis consists of a two-
dimensional BCS-like Hamiltonian where the phase of the pairing-amplitude is free to fluctuate.
The fluctuations of the phase were treated by a Monte Carlo simulation of a classigabdel.
First, however, we derived an effective quantum phase action from our Hamiltonian by means of
a cumulant expansion. This allowed us to identify different terms in the quantum phase action
with respect to their physical meaning and in concern of a possible “minus-sign” problem which
could arise in a quantum Monte Carlo simulation of the phase degrees of freedom. We then
argued, that a classicaAlY action is sufficient for the temperature range of interest alipve
All further calculations were then performed by means of a Monte Carlo importance-sampling
procedure, in which the probability of a given phase configuration was given by the classical
XY model. For each phase configuration, the BCS-like Hamiltonian was diagonalized. Finally,

133



134 SUMMARY

all results were averaged over the different phase configurations.

A severe problem in all calculations are finite-size effects. By means of various numerical op-
timization technigues and using Wolff’s cluster algorithm for the creation of the relevant phase
configurations, we were able to reach up tox386 lattice sites for single particle properties
and up to 16x 16 lattice sites for correlation functions. Additionally, we employed a recently
proposed technique, consisting of applying a small magnetic field to the lattice Hamiltonian, in
order to further reduce size-effects.

First, the density of states was calculated. The quasiparticle tunneling conduetaiée )
obtained from our phenomenological phase fluctuation model was able to reproduce character-
istic and salient features of recent scanning-tunneling studies of Bi2212 and Bi2201 suggesting
that the pseudogap behavior observed in these experiments arises from phase fluctuations of the
d,2_,2-Wave pairing gap.

In calculating the single-particle spectral weight, we were further able to show how phase
fluctuations influence the experimentally observed quasiparticle spectra in detail. In particu-
lar the disappearance of the BCS-Bogoliubov quasiparticle bafigd atd the change from a
more V-like superconducting gap to a rather U-like pseudogap abiogan be explained in a
consistent way by assuming that the low-energy pseudogap in the underdoped cuprates is due
to phase fluctuations of a locdl._,.-wave pairing gap with fixed magnitude. Furthermore,
phase fluctuations can explain why the pseudogap starts closing from the nodal points, whereas
it rather fills in along the anti-nodal directions and they can also account for the characteristic
temperature dependence of the supercondu¢tin®)-photoemission-peak.

For ans-wave gap, phase fluctuations lead to an anisotropic pseudogap, which starts closing
atk = (3, %), butremains open &t= (7,0). This gap-asymmetry can be related to the different
Fermi velocities and might be of some relevance in electron-doped cuprates, where a possible
transition from as-wave symmetry to an anisotropiewave (ord,z_,2-wave) symmetry of the
superconducting order parameter was observed as a function of doping and temperature.

Motivated by the success of our phenomenological phase fluctuation model, we succeeded
in obtaining a high-temperature approximation for the single-particle properties by means of a
coherent potential approximation (CPA). The local CPA self-energy yielded qualitatively sur-
prisingly good results in the temperature range, where the phases are completely uncorrelated.

Next, we have shown that thaolation of the low-frequency optical sum rule recently ob-
served in the SC state of underdoped Bi2212, which is associated with a reduction of kinetic
energy, can be related to the role of phase fluctuations. The decrease in kinetic energy is due to
the sharpening of the quasiparticle peaks close to the superconducting transifica &7,
where the phase correlation lengtliliverges. We suggest that this sum-rule violation should
also appear in other superconductors with low charge carrier density (phase stiffness) such as
the organic superconductors.

A detailed analysis of the temperature and frequency dependence of the optical conductivity
o(w) =01(w) +io2(w) revealed a superconducting scalingefw), which starts already above
T,., exactly as observed in high-frequency microwave conductivity experiments on Bi2212. On
the other hand, our model was only able to account for the characteristic peak, which is ob-
served ino1(w) close to the superconducting transition, after the inclusion of an additional
marginal-Fermi-liquid scattering-rate in the optical conductivity formula. This manifests a gen-
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eral shortcoming of our phenomenological model for finite frequency two-particle properties. It
is due to the fact that within our model, quasiparticles are only scattered by phase fluctuations.

Finally, we calculated the static uniform diamagnetic susceptibility. There, we first had to
solve the numerically challenging problem of calculating the curvature of the current correlation
function in the limitg, — 0. We found a numerical stable solution for the finite lattice, which
gualitatively matched very well the exact solution of the tight-binding model.

It turned out that the precursor effects of the fluctuating diamagnetism ahoaee very
small and limited to temperatures clos€l{oin a phase-fluctuation scenario of the pseudogap.
Instead, the temperature dependence of the uniform static magnetic susceptibility is dominated
by the Pauli spin susceptibility, which displayed a very characteristic temperature dependence,
independent of the details of the gap function used in our model. This temperature dependence
is qualitatively very similar to the experimentally observed change of the Knight-shift as a
function of temperature in underdoped Bi2212.

Hence, all these results strongly support a phase-fluctuation scenario of the pseudogap in the
underdoped cuprates. In a next step, however, additional fluctuations of other competing order
parameters and especially antiferromagnetic spin fluctuations have to be included for a more
realistic modeling of the cuprates. It will be very interesting to see, whether these additional
fluctuations resolve the shortcomings of our simplified model or whether they suppress phase
fluctuations and limit them to temperatures closé&to
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Zusammenfassung

In der vorliegenden Arbeit wurde ein @homenologisches Phasenfluktuationsmodell zur Be-
schreibung derPseudadlcken“-Phase in den unterdotierten Hochtemperatur-Supraleitern un-
tersucht. Bei den meisten Hochtemperatur-Supraleitern handelt es sich um keramische Ver-
bindungen. Ihr gemeinsames Merkmal sind zweidimensionale Kupferoxidebenen, welche die
elektronischen Eigenschaften der Kuprate bestimmen. Im Gegensatz zu konventionellen me-
tallischen BCS-Supraleitern skaliert in den unterdotierten Kupraten die kritische Temperatur,
unterhalb derer Supraleitung einsetzt, nicht mit dedl$& der supraleitenden Energieke A,

und damit der Sirke der Paaranziehung, sondern mit der superfluiden Dightie h. der Dichte

der supraleitenden Elektronen.

Eine ErkBrung hieriir liegt in der Tatsache begndet, dass alle Kuprate dotierte Mott-Iso-
latoren sind. Br den supraleitenden Zustand ist nun einerseits die Paarung der Elektronen zu
Cooper-Paaren notwendig, andererseits aber auch eine globale Phasenkawischen den
Cooper-Paaren. Die Temperatur unterhalb derer Paarung einsetzt wird durch die konventionelle
BCS-Molekularfeldtheorie beschrieben und ist proportional zur supraleitenden Eiaekgiel
TME  A. Auf der anderen Seite entsteht die globale Phaseéirkolz zwischen den Cooper-
Paaren erst unterhalb einer Temperdfyydie von der so genannten Phasensteifheit bestimmt
wird. Diese ist proportional zur superfluiden Dichte, d7D.~ p.

In konventionellen Supraleitern und in déinerdotierten Kupraten igt, > TMF Somit setzt
mit der Paarung auch augenblicklich die Phaseakehz ein und die supraleitende Sprungtem-
peratur wird alleine durct’M*" bestimmt. Unterdotierte Kuprate liegen im Phasendiagramm
jedoch sehr nahe am Mott-isolierenden Zustand und haben daher eine relativ geringe Anzahl
an beweglichen Ladunggern. Dies hat zur Folge, dass bei einer Temperatue TM ¥
zunachst die Paarung der Ladungster einsetzt, diese sich aber erst bei einer sehr viel nied-
rigeren Temperatuf, = T,, phasenkoarent bewegen und damit supraleitend werden. Dies ist
das so genannte Phasenfluktuationsszenaridi&€ Pseudaicke im Energiespektrum der un-
terdotierten Kuprate. Die Pseudcke entwickelt sich oberhalb vdfi. kontinuierlich aus der
supraleitenden Energigtke heraus und wird bis zu einer Temper&ttits> T, in verschiedenen
Experimenten beobachtet.

Als Ausgangspunkt der vorliegenden Arbeit diente nun ein BCS-artiger Hamiltonoperator mit
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fester Paarungsamplitude, bei dem jedoch die Phase der lokalen Paare frei fluktuieren konnte.
Fur diesen Hamiltonoperator wurde Aghst eine effektive Phasenwirkung mittels Kumulan-
tenentwicklung abgeleitet. Dies erlaubte es, verschiedene Terme zu unterscheiden und in Be-
zug auf ihre physikalischen Eigenschaften und im Hinblick auf efglinhes Minuszeichen-
problem bei einer siteren Monte Carlo Simulation der Phasenfreiheitsgrade zu untersuchen.
Es stellte sich dabei heraus, dass eine klassiscYieWirkung zur Beschreibung der Phasen-
fluktuationen oberhalb vofi,. vollkommen ausreicht. Alle weiteren Rechnungen wurden nun
durchgetihrt, indem mittels einer Monte Carlo Simulation des klassiscki&niModells ver-
schiedene Phasenkonfigurationen erzeugt wurden iunpede dieser Phasenkonfigurationen

der BCS-artige Hamiltonoperator exakt diagonalisiert wurde. Am Ende fand dann eine Mitte-
lung Uber é&mtliche Phasenkonfigurationen statt.

Wie bei allen Monte Carlo Simulationen, so stellte auch hier die, von der zuid/@nf) ste-
henden Computerleistung begrenzte, relativ kleine Gittdgidas gifdte Hindernis dar. Mittels
numerischer Optimierung und der Verwendung des Wolff-Cluster-Algorithmus zur Erzeugung
der Phasenkonfigurationen konnten Systeme mit bis zu 36 Gitterphtzen fir Einteilchen-
groRen und 16 16 Gitterphtzen tir Korrelationsfunktionen auf dem Hitachi SR-8000 Bun-
desldchstleistungsrechner in ivichen berechnet werden. Des weiteren wurde eimelikh
vorgeschlagene Methode zur Reduzierung omte-size” Effekten, welche auf der Eiifirung
eines,virtuellen“ Magnetfeldes beruht, erfolgreich implementiert und getestet.

Die erste Anwendung diesesgtomenologischen Phasenfluktuationsmodells bestand in der
Berechnung von Einteilchen-Tunnelspektren. Hierbei konnte eine ausgezeidiweetinstim-
mung mit den Experimenten, insbesondere was die Temperaturentwicklung der supraleitenden
Koharenzpeaks und das charakteristischeidleffi der Pseuddcke mit ansteigenden Tempe-
raturen betrifft, erzielt werden.

Durch einen detaillierten Vergleich zwischen Theorie und Experiment konnte gezeigt wer-
den, auf welche Weise Phasenfluktuationen das Quasiteilchenspektrum beeinflussen. Insbe-
sondere das Verschwinden der BCS-Bogoliubov Quasiteilcreddr oberhalb vofi,. und die
Veranderung der Energigtke, von einer V-artigen supraleitendeincke hin zu einer mehr U-
artigen Pseuddatcke oberhalb vofi,., konnte in konsistenter Weise durch Phasenfluktuationen
des supraleitenden Ordnungsparameter&drklerden. Ddiberhinaus war das Phasenfluktua-
tionsmodell in der Lage zu er&ten, warum die Pseudalke von den Knotenpunkten an der
Fermifiache her aréngt sich zu schlie3en, wohingegen sie an den Anti-Knotenpunkten eher
aufgefillt wird. Auch konnte die charakteristische Temperaturentwicklung des so genannten
»supraleitendent{r,0)-Photoemissionspeaks sehr gut durch Phasenfluktuationen beschrieben
werden.

Durch den Erfolg des Phasenfluktuationsmodells motiviert, wurde eine Hochtempeéduer-N
rung fur die Pseudaicke untersucht. Diese so genannte &einte Potentialiherung (CPA)
beruht auf einem Legierungsanalogam fJnordnungsprobleme. In unserem Fall wurde die
Unordnung durch die fluktuierende Phase der lokalen Paarasemiert. Es konnte gezeigt
werden, dass die lokale CPA Selbstenergie erstaunlich gut die charakteristischen Einteilchen-
Eigenschaften bei hohen Temperaturen wiedergeben kann.

Als nachstes wurden Experimente zur Verletzung der optischen Niederfrequenz-Summenregel
in unterdotierten Bi2212-Verbindungen untersucht, welche auf eine Reduktion der kinetischen
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Energie im supraleitenden Zustand hindeuten. Es konnte gezeigt werden, dass diese Reduktion
mit der Rolle von Phasenfluktuationen beim supraleiteridieergang in Verbindung gebracht
werden kann. Die Reduktion der kinetischen Energie erfolgt durch das Entstehen scharfer Qua-
siteilchenpeaks béi;.. Dort beginnt die Korrelationahge der fluktuierenden Phasen zu diver-
gieren, und es stellt sich eine quasi-langreichweitige Ordnung ein.

Eine detailliert Analyse der Frequenz und Temperatugabigkeit der optischen Leihig-
keit ergab eine supraleitende Skalierung des Inéatgis der optischen Led#higkeit schon
oberhalb vori,, genau wie in Mikrowellen-Hochfrequenzléitfigkeitsexperimenten beobach-
tet. Das experimentell beobachtete Maximum im Realteil der optischerahmgkeit beiT,
konnte unser plInomenologisches Phasenfluktuationsmodell jedoch nur durch den Einbau einer
zusatzlichen marginalen Fermifssigkeits-Streurate in die Formérfdie optische Leitihigkeit
beschreiben.

Als letztes wurde die homogene statische diamagnetische Suszejithmirechnet. Hierbei
musste zuachst das anspruchsvolle numerische Problem der Berechnungidemng der
Strom-Strom Korrelationsfunktioriif den Limesg, — 0 auf einem 16< 16 Gitter gebst wer-
den. Nachdem eine numerisch stabitesung fir das endliche Gitter gefunden wurde, die qua-
litativ gut mit der exakten bsung des freien Systenibereinstimmt, stellte sich heraus, dass
Vorlaufereffekte des idealen diamagnetischen Zustands oberhalb,.vorder statischen dia-
magnetische Suszeptibditaullerst gering sind und sich auf Temperaturen in daneNvon
T, beschanken. Stattdessen wird die Temperatuéaigiigkeit der statischen homogenen mag-
netischen Suszeptibidit von der Pauli-Spinsuszeptibditbestimmt. Diese zeigtif das Pha-
senfluktuationsmodell einen charakteristischen Verlauf, der erstaunlich gut mit der Temperatur-
abhangigkeit des Magnetresonanz Knight-shift in unterdotierten Bi2212-Verbinduingen
einstimmt.

Insgesamt konnte in der vorliegenden Arbeit gezeigt werden, dass dasmhbnologische
Phasenfluktuationsmodell eine erstaunlich gute und in sich konsistente Beschreibung vieler Er-
scheinungen in defPseudalcken”-Phase der unterdotierten Kuprate liefert. Auf der anderen
Seite treten jedoch auchavigel klar zu Tage, so bei dynamischen Zweiteilché3gn wie der
optischen Leithhigkeit. Diese rassen, z. B. durch den Einbau von antiferromagnetischen Fluk-
tuationen beseitigt werden, um eine realistischere Beschreibung der unterdotierten Kuprate zu
ermoglichen und Phasenfluktuationen als Ursadlredie niederenergetische Pselitide zu
besatigen.
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