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ABSTRACT

In this thesis I aim to investigate ground-state properties of a quantum-mechanical long-
range interacting spin model at temperature T = 0K. Paradigmatic models such as the
Ising model are mostly limited to nearest-neighbor interactions. However, their long-
range counterparts often display a drastically different behavior. Long-range interactions
can induce an effective dimensionality into the system, leading to continuously varying
critical exponents of quantum phase transitions in ferromagnetic systems and the ap-
pearance of multiplicative logarithmic corrections. For antiferromagnetic interactions
frustration can result in the appearance of new phases. During the last decades several
studies of such models have been performed with various methods. Exact diagonalization
and Quantum Monte-Carlo calculations are yet limited to finite system sizes. Density-
matrix renormalization-group methods allow handling infinite sizes but results are only
available for (quasi-)one-dimensional models.

In this thesis, a method is presented which allows the computation of quantitative
results for gapped quantum-many-body systems with long-range interactions in the bulk
limit based on a perturbative approach. Perturbative continuous unitary transformations
are combined with Monte-Carlo methods for an evaluation of nested infinite sums and
Padé extrapolations to extract critical behavior. Long-range-interacting Ising models
in a transverse magnetic field were analyzed, where the interaction decays algebraically
as r~% with inter-spin distance r. The investigation of low-energy excitation gaps was
used to determine phase diagrams and critical exponents for multiple different lattice
geometries.

For ferromagnetic spin-spin interactions a phase transition from a polarized paramag-
netic phase in the high-field limit to an ordered phase, which breaks the Z, symmetry,
was found in all cases. Depending on @ renormalization-group calculations predict three
different regimes. For small @ mean-field criticality is expected while for large values
systems are supposed to display nearest-neighbor exponents. Continuously-varying
critical exponents that are expected to exist in between could be confirmed in this thesis.
In one and two dimensions multiplicative logarithmic corrections were found that are
expected for the nearest-neighbor model only on the cubic lattice in three dimensions.
This strengthens the interpretation of the long-range model as having similar properties
as the short-range-interacting model in an effective dimension.

While in this thesis frustration effects induced by an antiferromagnetic interaction
were already found for bipartite lattices, these are especially interesting for models that
are already highly frustrated in the nearest-neighbor case. For the Ising model on the



triangular lattice additional stripe-ordered phases were found, leading to an increased
complexity of the ground-state phase diagram. After mapping the triangular lattice to
a finite cylinder, indications for infinite-order phase transitions appeared that require
turther studies in the future.

ZUSAMMENFASSUNG

Das Ziel der vorliegenden Arbeit ist die Untersuchung der Grundzustandseigenschaften
langreichweitiger quantenmechanischer Spinmodelle bei einer Temperatur T = 0K.
Lehrbuchbeispiele fiir die theoretische Beschreibung magnetischer Quantensysteme
wie das Isingmodell sind meist auf kurzreichweitige Wechselwirkungen beschrinkt. Ihre
langreichweitigen Gegenstiicke zeigen jedoch hiufig ein drastisch unterschiedliches Ver-
halten. Im Allgemeinen fithren sie zu einer effektiven Dimensionalitit der Systeme und
erlauben so bei ferromagnetischen Modellen eine kontinuierliche Variierung kritischer
Exponenten von Quantenphaseniibergingen und das Auftreten logarithmischer Kor-
rekturen. Bei antiferromagnetischen Wechselwirkungen kommen Frustrationseftekte
zum Tragen, die die Enstehung neuer Phasen beférdern kénnen. In den letzten Jahrzehn-
ten gab es deshalb immer wieder Untersuchungen solcher Modelle mit verschiedenen
Methoden. In Beispielen wie der exakten Diagonalisierung und Quanten-Monte-Carlo
Rechnungen sind die untersuchten Systeme jedoch stets auf endliche Systemgréfien
beschrinkt. Dichtematrix-Renormalisierungsgruppen erlauben zwar die Untersuchung
unendlicher Systeme, konnten jedoch bisher nur (quasi-)eindimensionale Modelle be-
handeln.

In der vorliegenden Arbeit wird eine Methode vorgestellt, die quantitative Ergebnisse
tir unendlich grofie liickenbehaftete Quantenvielteilchensysteme mit langreichweitigen
Wechselwirkungen liefern kann, beruhend auf einem stérungstheoretischen Ansatz. Per-
turbative kontinuierliche unitire Transformationen wurden komplementiert mit Mon-
te-Carlo Methoden zur Auswertung verschachtelter unendlicher Summen und Padé
Extrapolationen, um das kritische Verhalten zu bestimmen. Es wurden langreichweitige
Isingmodelle in einem transversalen Magnetfeld analysiert, deren Spin-Spin-Wechsel-
wirkungen algebraisch mit dem Abstand r wie r~% abfallen. Zur Bestimmung von
Phasendiagrammen und kritischen Exponenten fiir diverse Gittergeometrien wurden
dazu hauptsichlich die Energielticken von Niedrigenergieanregungen im Hochfeldlimes
studiert.

Fir ferromagnetische Spin-Spin-Wechselwirkungen konnten in allen betrachteten
Fillen Quantenphasentiberginge zwischen einer ungeordneten paramagnetischen Phase,
in der die einzelnen Spins parallel zum Magnetfeld polarisiert sind, und einer geordneten
Phase, die die Zip-Symmetrie bricht, gefunden werden. Renormierungsgruppenbasierte
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Rechnungen sagen drei Bereiche unterschiedlicher Kritikalitit voraus. Fiir kleine Werte
von a wird eine der Molekularfeldtheorie entsprechende Kritikalitit, im Bereich grofier
@ Nichste-Nachbar-Kritikalitit erwartet. Die dazwischen prognostizierten, kontinu-
ierlich variierenden kritischen Exponenten konnten im Rahmen der hier prisentierten
Methode bestitigt werden. Zudem fanden sich auch in ein und zwei Dimensionen
multiplikative logarithmische Korrekturen, die fiir das kurzreichweitige Quantenmodell
erst fur ein dreidimensionales kubisches Gitter erwartet werden. Dies bestitigt die Inter-
pretation des Modells mit langreichweiten Wechselwirkungen als ein kurzreichweitiges
Modell in einer effektiven Dimension.

Wihrend in der vorliegenden Arbeit Effekte der Frustration durch eine antiferro-
magnetische Wechselwirkung schon bei bipartiten Gittern sichtbar wurden, sind diese
besonders interessant fiir Gitter, bei denen das Isingmodell mit Nichster-Nachbar-
Wechselwirkung bereits frustriert ist. Bei der Untersuchung des Isingmodells auf dem
Dreiecksgitter konnten deutliche Hinweise fiir eine groflere Reichhaltigkeit des Phasen-
diagramms mit der Existenz zusitzlicher Streifenphasen gefunden werden, die durch das
Einfithren langreichweitiger Wechselwirkung bedingt ist. Fiir Dreiecksgitter, abgebildet
auf einen endlichen Zylinder, wurden zudem Hinweise auf méogliche exotische Quan-
tenphasentiberginge unendlicher Ordnung gefunden, die jedoch weitere zukiinftige
Untersuchungen erfordern.
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INTRODUCTION

Phase transitions can be found everywhere in nature: Whether the transition of water ice
to liquid water in the alps during spring time, the explosion of a supernova in a far-away
galaxy, or the tipping point in a climate system destroying the Antarctic ice sheets or in
economics just at the beginning of a financial crisis. But let us focus more on the kind of
transitions that are important in physics: Here, a phase describes a state of matter with
uniform physical properties such as the liquid or solid phase of water and is determined
by the current equilibrium state of a system. Not only the density but also magnetic
or chemical properties may determine a phase and separate it from others. Although
research is still continuing, in many cases classical phase transitions are well understood
theoretically and can be modeled with good agreement compared to the experimental
observations using Landau’s theory [Lan37]. The theory tries to describe continuous
phase transitions in a general form — ignoring any microscopic details — by writing the
free energy as a Taylor expansion of an order parameter around a critical point. The
order parameter is a quantity, for example the magnetization or density of a sample,
which indicates the appearance or disappearance of the corresponding phase. In one of
the phases the order parameter is exactly zero. When the system parameters are tuned,
e. g., when the temperature is lowered, the system switches to a new phase and the order
parameter becomes finite at this critical point.

Quantum phase transitions (QPTs) stand in contrast to classical phase transitions
where one main difference lies in the parameter driving the transition. Classically, tuning
the temperature T and introducing thermal fluctuations drives the system from one
phase to another. QPTs, however, occur at exactly T = 0. Parameters such as magnetic
field or pressure which might introduce a modification of spin-exchange-interaction
strengths introduce guantum fluctuations and determine the resulting quantum phase.

A very intriguing feature of phase transitions is a property called “universality”. Quan-
tum and thermal phase transitions can be sorted into several universality classes which
share common properties at the phase transition point. These properties, such as critical
exponents, need to be calculated only for one of the models in a single class. If, for a new
model, the dimension, the symmetry of the order parameter, and the degrees of freedom
lead to the same universality class as for a known system there is no need for a repeated
calculation of the universality classes critical exponents. Consequently, the behavior of
complicated models at the phase transition can often be studied by considering a simpler
model in the same universality class.
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The universality scheme is derived under the assumption that the studied systems
consist of infinitely extended periodic copies of smaller building blocks. The micro-
scopic behavior of the small subsystems and their collective interactions determine the
properties of the macroscopic system. The fact that the number of microscopic states
grows exponentially with the system size results in highly nontrivial problems. For many
models the interaction between the smaller parts of the macroscopic system is assumed
to decay very quickly such that it can be described with sufficient accuracy by nearest-
or maybe next-nearest-neighbor interactions. In these situations the total energy of two
subsystems can be understood by studying the contact region of those subsystems and
the systems are called short-range [Cam+14]. This approximation of real systems often
proves helpful in the numerical investigation of those systems since they become more
accessible for calculations to one of the many different algorithms developed in the past.

If we look at long-range systems, where the interaction decays algebraically with the
inter-particle distance r between the small constituting elements as V(1) oc r~%, with
@ = 0, we leave this approximation behind. It is well known that the universality class
of a system can change if interactions are varied between a very short-ranging exchange
and a strong coupling of elements such as, e. g., spins, atoms, or molecules which are
far apart [Fis67]. The introduction of the parameter a which allows the continuous
tuning of the interaction strength depending on a distance makes it possible to study
the dependence of critical exponents on the interaction range.

Long-range interactions are not only interesting from a theoretical point of view but
can also be of relevance for existing systems. There are dipolar interactions between
spins in spin-ice materials which give rise to magnetic monopoles [CMSo8], effective
long-range magnetic interactions between zig-zag edges in graphene [KW17], and most
closely related to the specific model introduced later in this thesis: trapped cold-ion
systems in quantum optics for which the algebraic decay of interactions in the long-
range transverse-field Ising model, which is introduced in the next chapter, on the
triangular lattice can be continuously tuned over a wide parameter range [Bri+12; Isl+13;
Boh+16; Y]Z19]. But also in non-magnetic systems such as gravitational systems, two-
dimensional hydrodynamics, and two-dimensional elasticity long-range interactions can
play a relevant role [CDRog].

A special interest should be given to trapped cold-ion systems for two reasons. For
one, in the past, there has been some success in implementing a two-dimensional Ising
model (IM) with algebraically decaying interactions between spins-1/2 on a triangular
lattice. A spin-1/2 describes a particle with a spin s = 1/2, the z-component of which
is often referred to as spin up (1) for s; = +1/2 and spin down (1) for s; = —1/2. Basic
examples of such particles are electrons and protons. In [Bri+12] the spins of the valence
electrons of trapped Beryllium ions Beg were coupled to realize the model. This is no
easy task as several goals needed to be achieved, such as controlling the location (the lattice
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Figure r.1: (Left) A schematic view of ions in a cold-ion trap. The ions are trapped in a quadrupo-
lar electric potential and a magnetic field and arrange in a Coulomb lattice. The laser-
cooled ions are coupled by an optical dipole force (ODF) via two detuned, angled
laser beams. (Right) A triangular lattice structure emerges and can be measured in the
detector. Adapted from [Bri+12].

spacing and geometry) of the spins in a deterministic way, cooling the ions, engineering
the spin-spin interaction, and reading out the spin states with high fidelity. The control
and readout of single ions was already demonstrated with atomic clocks in 2008 where
the frequency ratio of two different atomic clocks was studied with an extremely high
precision of 4.3 x 10717 Hz [Ros+08). Building on the previous knowledge Britton
et al. [Bri+12] tackled the remaining points and impressively demonstrated the setup of
a cold-ion trap with hundreds of spins, illustrated in Figure 1.1, where they were able to
implement algebraically decaying Ising interactions. They used a Penning trap where
the combination of a strong, homogeneous magnetic field B = Bye, (By = 4.46T) and
a static quadrupolar electric potential restricted the position of the ions to a Coulomb
crystal. Here, the electric field traps the ions axially (along the direction e, of the magnetic
field) and a rotation of the ions in combination with the static magnetic field forces a
radial limitation on the ions due to the Lorentz force v x B, with charge g and velocity v
of the ion. These parameters allow the control of the geometry where, after laser cooling,
different Coulomb crystals can form depending on the ion density [Mit+98]. Confining
the ions and therefore the valence-electron spins of the ions in such a way results in a
coupling of the spins’ motional degrees of freedom. Britton ez 4/. used the coupling to

induce the spin-spin interactions with a “spin-dependent optical dipole force” [Bri+12].

Two oft-resonant laser beams shining on the ion plane in different angles and multiple
scattering of the incoming photons force small displacements of the ions which in

3



INTRODUCTION

" 100 Hz, a = 0.01
3 ' 1kHz, a =0.12 3

10—8 i £ 1 3 £E8 L £t 5 tilf

1075 spin-spin separation r;; [m] 1073

Figure 1.2: Demonstration of the algebraical decay of Ising interactions induced by a coupling
of mechanical modes in an ion trap. For different mismatches in the laser detuning
frequency different decay exponents can be realized. Circles are calculated from the
Coulomb potential energy and the resulting optical dipole force while solid lines
represent a power-law fit to the values. Adapted from [Bri+12].

turn results in a modified Coulomb potential. They have shown that this effectively
results in an algebraically decaying interaction dependent on the motional modes and
on the difference in laser frequency, which can be tuned to control the decay exponent
« (cf. Figure 1.2) [Bri+12]. The algebraic decay of the long-range Ising interactions can
be tuned continuously between a = 0 (unweighted all-to-all interactions) and a = 3
(dipole-dipole interactions) [Bri+12; Y]Z19].

While this is already an impressive demonstration of realizing the Ising model with
long-range interactions, it has to be seen in a bigger picture, which directly leads to the
second point. Nowadays, a large focus is set on quantum computers, due to their massive
speedup compared to classical computers in certain areas and their Turing completeness.
Unfortunately, these are still quite limited, e. g., Google only recently tested a state-of-the-
art quantum computer consisting of 53 qubits [Aru+19]. Using quantum computers, the
theoretical study of physical many-body systems would also profit immensely. Until their
useful realization, however, their might be a different pathway in guantum simulation
which can exploit quantum supremacy, too, while possibly being simpler in its practical
implementation [Fri+o8; Isl+1r; Bri+12; Har+18; YJZ19]. The implementation of a long-
range transverse-field Ising model as one of the first quantum systems to be simulated
by a cold-ion system would be impressive and promising. The Ising model has been and
still is one of the most paradigmatic models to test new algorithms and techniques and
therefore is a good candidate for an implementation in such a test bed. In order to verify
and benchmark results from these early systems theoretical reference results are needed.
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I.I QUANTUM PHASE TRANSITIONS

The goal of the presented thesis is to study the interplay between long-range inter-
actions and quantum fluctuations induced by a transverse field on various different
lattice geometries in several dimensions. It turns out that driving the parameter @ that
determines the decay of the interaction can be understood in terms of an effective spatial
dimension [DTCis]. An antiferromagnetic interaction can lead to frustration effects
even in the 1D model. Additionally, exotic Kosterlitz-Thouless transitions and unusual
logarithmic corrections to the critical behavior were found [FS16; FKS19; Koz+19].

In the next section, I briefly recapitulate the general properties of quantum phase
transitions including critical exponents and scaling relations with a special focus on
magnetic systems such as the Ising model studied here. Afterwards, a short discussion
of long-range-interacting systems is given. Finally, I give an overview over the history
and present current results for the nearest-neighbor and long-range Ising model.

In the next chapter the Ising model is thoroughly introduced and some of its historic
relevance presented. A well-known exact solution for the nearest-neighbor model is
reviewed before the focus shifts to the long-range model studied in this thesis.

In Chapter 3, I discuss several methods and algorithms used to derive the results which
are presented in the chapter afterwards.

Throughout the thesis, I use the common and convenient convention to set o = 1.

I.I QUANTUM PHASE TRANSITIONS

Most parts of this section are inspired by various books [Sim97; Sacit; Dut+1s; Fenig],
while the content should be found in nearly every textbook on the topic of quantum
phase transitions. For a more detailed description I refer the reader to those sources.

Consider a classical translational-invariant system supporting a phase transition at a
critical temperature Tc. We differentiate between two types of phase transitions:

First-order phase transitions show a jump in the first derivative of the ground-state
energy and the order parameter between the two phases, while the correlation length ¢ -
the typical length scale of the microscopic degrees of freedom’s correlation — remains
finite.

A second-order (or continuous) phase transition has a smooth ground-state energy.
At the phase transition the correlation length becomes infinite. The phases on both sides
of the transition approach the same state at the critical point which results in a unique
global critical phase and a smooth behavior of the order parameter. For second-order
phase transitions several critical exponents can be associated with such a critical point: If
we call the order parameter of a phase O, it has the thermal expectation value (O(r)) =0

A typical order parameter for ferromagnetic systems is the magnetization and for Néel-ordered antiferro-
magnets the staggered magnetization.
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in the unordered phase for T = T; and {O(r)) # 0 in the ordered phase below the critical
temperature. For a second-order phase transition the expected value behaves as

Oy  (T,—T)P (1)

close to the critical point. The function is continuous but not necessarily analytical: A
continuous order parameter does not require its derivative to be continuous. While this
equation defines the critical exponent f3, in classical phase transitions five other universal
exponents can be defined for the correlation length, the heat capacity, etc. The idea of a
universal critical behavior goes back to Landau in 1937, who set up an effective theory of
phase transitions [Lan37]. The theory is based on the system’s description by the order
parameter and only describes the critical behavior. Quantitative results for, e. g., the
critical temperature T¢ or other non-universal numbers can certainly not be expected
from the theory.

The existence of universality might be surprising at a first glance but might become
more convincing when looking at an example supported by experimental evidence.
Theoretical investigations on the criticality of the liquid-gaseous transition line of water
and on the 3D-Ising critical point revealed that the order parameter of the systems on
the temperature behaves as

p—pex (Te—=T)P and Mo (T.-T)F, (12)

where p (p¢) is the (critical) density and M is the magnetization, with the same expo-
nent § = 0.3285(7)[WIHi2] (gas-liquid) and 8 = 0.326432(27)[ES+14] (3D-Ising)?,
respectively. The values have also been measured experimentally for 3He ( = 0.321(6))
[PDM79] or sulphurhexafluoride SF¢ (8 = 0.327(3)) [LKG77] and for the 3D Ising
antiferromagnet DyAlO3 (f = 0.311(5)) [HVUHz71]. Although the systems are decid-
edly different from a microscopic point of view, both can be attributed to the same
universality class. The role of the density in the water system relates to the magnetization,
while the pressure is replaced by the magnetic field. [Fis67]

The universal properties resulting from global properties such as the symmetry and
dimension of the system are captured in Landau’s effective theory and make it a useful
tool to describe and determine universal critical properties. On the other hand, however,
it only describes the universal behavior. If quantitative universal and non-universal
properties are sought, different approaches must be taken.

A few years after the introduction by Landau the theory was extended in a joint
paper by Ginzburg and Landau [GLso] in the attempt to find an effective theory for the
superconducting phase which is known today as the Ginzburg-Landau theory.

The 3D-Ising exponent is derived from the results by El-Showk [ES+14] using the scaling relations in
Equation (1.13).
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For quantum-mechanical systems the role of the temperature T as the driving param-
eter of the phase transition is replaced by a different (non-thermal) parameter such as
magnetic field or pressure-induced changes in exchange-interaction strength J. More
specifically, in quantum systems the competition of the different non-commuting inter-
actions in the Hamiltonian factor into the resultmg phase?. If only a single interaction
is present, e. g., in the Heisenberg Hamiltonian H=7] Z< >S 'S j» different quantum
phases can also be obtained by tuning the parameter J from negative to positive values.
However, a relationship between the quantum and classical phase transition exists. As
outlined later in Section 2.2.5, 2 mapping from a d-dimensional quantum system to a
(d +1)-dimensional classical system can be found.

Although quantum phase transitions occur at T = 0 remnants of the transition might
be found in experiments for T > 0 around the quantum-critical point (QCP) and have
an influence on the low-temperature physics [Sacit; Dut+is]. The interplay of tempera-
ture and the parameter driving the quantum phase transition sets up a playground of
quantum and classical criticality as illustrated in Figure 1.3.

T
thermally
: quantum
disordered critical
region
T

ordered state quantum disordered

/h' h

C

Qcp

Figure 1.3: The phase diagram is divided into several areas by the interplay of thermal and quan-
tum fluctuations. The thick black line represents the classical thermal phase transition
line with the respective critical exponents and separates the ordered from the thermally
disordered phase. This can be found, e. g., in transverse Ising models in dimensions
d > 1 while for the one-dimensional model the line is absent as it has no classical
thermal phase transition. For temperature T = 0, at the quantum-critical point, quan-
tum fluctuations controlled by the parameter / drive the system from the ordered to
the quantum-disordered state. In the shaded area above the QCP both thermal and
quantum fluctuations influence the system’s behavior.

There are several thermodynamic quantities diverging at the QCP, each with its re-
spective critical exponent. An overview over the quantities and their critical exponents

3 At T =0 the system relaxes to its ground state which does not need to be unique as degeneracy may be
present (see, e. g., the Ising model on a triangular lattice without a field in Section 4.3.3).
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Table 1.1: Definition of critical exponents of QPTs in magnetic systems [Saci; Dut+1s]. Ay is
a longitudinal magnetic field while & denotes the transverse field with the critical

value h..

QUANTITY EXP. DEFINITION CONDITIONS
Correlation length ¢ v Ex |h—he|™Y h—he, =0
Specific heat C a Cx |h—h| ¢ h—he, =0
Order parameter m, B my o< (h—he)P ft = he from below

h=0
Susceptibility y Y x o< |h—he|™ h—he, =0
Critical isotherm 0 hy o< |my|® sgnmy h—0,h=h
Correlation function G n G(r)o |r|”%*2 " h=he, =0
Correlation time & z & ox &7 h—he, =0

is given in Table r.1. If we pick out a few important entries, we find the correlation
length, which is defined by the exponential decay of the equal-time two-point correla-
tion function in the ground state at the QCP. The correlation function of the observable
O between two points with distance r and its norm r = |r| is given as

L 1
G(r)=(000,n0(r, 1) = me"’f : (13)

where d is the dimension of the system and 7 is called Fisher-exponent. As already
discussed in the short description of Landau’s effective theory, the order parameter itself
follows

he—hlP forh<h
(0) | he | or n<ne (1.4)

0 otherwise,

where h is a transverse field in magnetic systems and defines the exponent . The sub-
script “c” always indicates values at the critical point, such as the critical field he.

In this thesis I study the critical properties of quantum phase transitions by investigat-
ing the energy gap A(h) between the ground and lowest-lying excited state of quantum
mechanical systems. For a second-order phase transition the gap is expected to behave as

Ao |h=he|?Y (rs)

and defines the product of exponents z and v. The latter determines the divergence of
the correlation length

§oc [h=hel™, (1.6)
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while zis the dynamical critical exponent relating the correlation length to the correlation
time

& ox EF o |h—hel %Y. (7)

The time scale ¢; is similarly defined to ¢ and also diverges at the QCP. It illustrates the
connection of temporal and spatial dimensions in quantum phase transitions.

There are cases in which these descriptions fail and additional corrections need to be
considered. One such case is the transverse-field Ising model (TFIM) at the upper critical
dimension dy = 3 (or, respectively, the classical IM at d{; = 4) where multiplicative
logarithmic corrections are present, e. g., in the gap

h\P
A Ih—hclzvln(l——) (1.8)
he

with the logarithmic critical exponent p [LK69; BLGZ]73; WR73; WOHo4; Coe+16].
Other quantities also contain such corrections — for example, in the classical Ising model
in four dimensions the functional form for several quantities are given by

Cx (In|th'/3 (specific heat) (1.9)
x| tI_1 (In|t]) 1/3 (susceptibility) (1.10)
M x Itlllz(ln | tl)ll3 (for t —0") (spontaneous magnetization) (r.11)
A x )(_1/2 o |t]M2(n|g))~V/6 (energy gap) (r12)

where t =1— T/T, is the reduced temperature [WOHo4].

The different exponents are not completely independent of each other. The depen-
dency results in the fact that only a few are necessary to determine the universality class
of the system. These (hyper)scaling relations [Sacir; SICr2; Dut+1s] are given as

Yy=2-nv, 2B=(d-2+n)v, (r.13)
0+1 B+y
=2y =< .
a Y51 1) 5 (r.14)
2=a+2B+y, 2—a=v(d+2z) (d<dy), (r.15)

where dy is the upper critical dimension [Dut+1s]. In higher dimensions d > d,, mean-
field exponents are present [Fenig]. For transverse Ising systems the dynamical critical
exponent z = 1, such that Equation (1.15) suggests the equivalence of the quantum
model in d dimensions and the classical model in d + 1 dimensions [SICr2].

Also, a lower critical dimension exists and is defined to be the highest integer dimen-
sion for which the critical temperature T =0, i. e. no phase transition exists for finite
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Table 1.2: An overview of known values for the critical exponents of the QPT in different systems.
Values marked with an asterisk (*) are derived via scaling relations.

MF (I+1)p (2+1)p 2+1p I+Dp
ISING ISING XYy XY

v 1/2 1 .62999(5) .67155(27) .82(2)
a 0 0* 0.101(4) .0146(8) [-.96(6)*]
B 1/2 1/8 .326432(27)* .3485(2) .111(8)
Y 1 714 1.241 1.3177(5) 1.41(4)*
9 3 15 4.28 4.780(2) 6.0(6)*
n 0* 1/4* .03631(3) .0380(4) .272(15)
z 1 1 2.04(3) .956(1)* 2.61(6)

[LGZJ80; PHA91]

[Sta87]  [Fisy4; PHAo1] [GEo4; Lanos; ES+14]

[Cam+o1] [OlIo3]

temperatures. For example, in the classical one-dimensional Ising chain the magnetiza-
tion m acts as the order parameter of the system. At any finite temperature m vanishes
if the longitudinal field &y — 0 while for d > 1 a finite temperature phase transition
exists [Pei36]. For classical Ising models the upper critical dimension d{j = 4 and the
lower critical dimension d° = 1 [Dut+1s]. For long-range interactions difterent upper
and lower critical dimensions are found as discussed in Section 1.3.2.

Only two of the critical exponents are independent and therefore suffice to determine
the universality class of a system [Dut+1s]. To get a feeling for some typical values the
exponents of some universality classes, which play an important role later on, are listed
in Table 1.2.

In the last decades, systems were found where Landau’s theory was not easily appli-
cable. The theory depends on the selection of a local parameter in terms of which the
free energy near the critical point is then described. For systems with a topological order
no local order parameter can be defined. An example which will become important
later on is the classical (1 +1)D-XY model. It consists of spins located on the vertices
of a square lattice and interacting with their nearest-neighbors in the xy-plane. With
increasing temperature vortex-antivortex pairs are induced and unbind at the critical
temperature Tir. It is found that, approaching Tkt from above, the correlation length
diverges not algebraically as for typical phase transitions but exponentially with the
reduced temperature (T — Txr)/ Tir. This untypical behavior indicates that the phase
transition is neither first-order nor continuous but lies in a separate class, which is called
the Kosterlitz-Thouless (KT) type. In contrast to the previous kinds, it is not possible to
describe the phase transition by a local order parameter. [Kos74]
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I.2 LONG-RANGE-INTERACTING SYSTEMS

In this thesis, I consider systems where long-range interactions exist between pairs of
spins. The typical potential for a two-body long-range interaction decays — at least for
large distances r — algebraically as

1
V(r) x — with «a€ Rar . (1.16)
r

Systems with such long-range interactions can generally be separated in two groups
depending on the ratio of the parameter @ to the dimensionality of the system. For
reasons I am going to discuss immediately, systems with @ < d are non-additive in
contrast to additive systems for @ > d. An introduction to the physics of classical non-
additive systems has been given by Dauxois [Dau+o2] and a nice review of the properties
of solvable classical non-additive systems was compiled by Campa ez /. [CDRo9]. Some
of the thoughts presented here are taken from these publications which should be
checked for a more extensive review. In contrast to the definition presented in these
publications, which define a system to be short-range if @ > d and long-range otherwise,
I use the terminology “long-range” also for systems with @ > d — in fact for any a < oo.
The reasons are that for one, the interaction spans an infinite, and therefore rather long,
distance and consequently no characteristic length scale is given. Second, these, compared
to nearest-neighbor, much extended interaction allows for unconventional features such
as frustration effects and continuously varying critical exponents as discussed later [Fis67;
DBoi; LBo2].

Before dwelling on the additivity of a system, let me quickly introduce the concept
of extensivity. In an extensive system variables such as the energy E and entropy S are
proportional to the system size N. Intensive properties can be derived from the extensive
quantities such as, e. g., the ground-state energy per site g = E/N. If we consider the
classical Ising Hamiltonian with long-range interactions on an arbitrary geometry in d
dimensions

N
1

Hym=7) —=SiSj, (L17)

i#j 1t =1

we find that for values of @ < d the energy becomes superextensive. A rescaling of the
interaction as

] — W (I.IS)

is necessary to ensure the extensivity of the systems energy even for values of a < d.
The rescaling is known as the “Kac prescription” [KUH63; CDRog] and will reappear
below.

II
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While such a rescaling is possible to fix problems with the extensivity, the situation is
difterent for additivity. If a system is divided into two parts, the total energy is given by
the energy of the subpart energies E1 and E» and the interaction energy between the
parts Ein¢ as E = E1 + Ep + Ej. For additive systems the ratio of the interaction energy
to the sum of subsystem energies Ejn/ (E1 + E2) vanishes in the thermodynamic limit,
such that E = E; + E can be assumed. This property holds for a system with a > d, but
— even for a rescaled interaction — cannot be restored for smaller values of a. [CDRog]

For frustrated systems it is an open question if the additivity of the system is pre-
served for long-range interactions. In Section 2.3.3 we show that even down to & =0
an evaluation of excitation energies remains possible in the 1D Ising model with long-
range interactions. However, it is unclear if this statement can be generalized to arbitrary
frustrated systems.

Non-additive systems seem to be exotic at a first glance, but there are more common
instances than one might think. Probably, the most prominent examples for non-additive
systems have gravitational or Coulomb interactions. But more examples exist such as
those exemplarily presented in [Dau+o2; CDRo9]. An overview over several models
in the a-d-plane is given in Figure 1.4. In this thesis, however, we focus on the shaded
upper part of the illustration which contains additive systems with & > d.

I.3 CURRENT STATE OF RESEARCH ON ADDITIVE LONG-RANGE-INTER-
ACTING MANY-BODY SYSTEMS

For a lot of interacting many-body systems the approximation that interactions decay
fast enough to allow a limitation to local such as, e. g., nearest-neighbor interactions is
valid. Nevertheless, there are cases such as those listed in the beginning of the chapter
which require a description of interactions of further-distant microscopic degrees of
freedom in the respective Hamiltonian. In many real systems a dipole-dipole or van der
Waals force is present. Naturally, the theoretical treatment of such systems comes with
the price of calculations which are algorithmically more difficult and numerically more
demanding than those originally developed for locally interacting systems.

The fact that the nature of a critical point is influenced by the range of interactions is no
recent insight [Fis67]. Early work on the classical phase transition in the spherical model
of a ferromagnet with algebraically decaying interaction energy

Jij = # with aecRy (119)
between the spins on sites i and j [Joy66] encouraged Nagle and Bonner to publish a
study of the classical 1D Ising chain with additional algebraically decaying ferromagnetic

interactions in 1970 [NB7o]. They already recognized the appearance of the Riemann
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Figure 1.4: An overview of different additive and non-additive systems in the @-d-plane. The
Hamiltonian Mean Field (HMF) and Blume-Emery-Griffith (BEG) model, the gravi-
tational, 2D hydrodynamics, 2D elasticity, and dipole systems are discussed as classical
non-additive systems in [CDRog]. The shaded area represents additive systems and
will be studied for the Ising model with long-range interactions in a transverse field
in this thesis. The Calogero—Sutherland (CS) model [Cal71; Sut71] is shown as an
example for an additive system. Adapted from [CDRog].

({-functions in the energy summations and the need for a rescaling of the interaction
for 0 < a < d in dimension d which will also become apparent in the results later on.
The fact that, using symmetries of the classical system, they were able to compute series
expansions for up to 20 spins-1/2 for the classical model gives a feeling of the available
computational power at that time.

Fisher ez al. derived critical exponents y and 1) for along-range-interacting system with
an n-vector order parameter in d dimensions using the e-expansion of the renormalization-
group (RG) technique [FMN?72] only shortly after the calculation of these quantities
for the short-range Heisenberg model [Wil72].

Different asymptotics of decaying interactions were studied as well. The anisotropic
Heisenberg model with a Kac potential* drew the interest of Pearce and Thompson
in 1975 [PT7s]. In semiconductors exponentially decaying long-range forces between

The Kac potential allows the interaction up to a defined distance which should be considerably larger than
the lattice spacing but can be a lot smaller than the system size.

13
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atoms were derived around the same time and effects of the long-range interaction on
the dispersion modes were found [SH76].

Today, the interest in the properties of long-range interacting systems is unabated.
The possibility of an experimental realization of models with a tunable interaction
[Bri+12; YJZ19] and resulting from this the availability of experimental data on such
systems is motivating researchers in the field to study both static and dynamic properties
for a variety of quantum-mechanical models. Especially the research on the influence
of frustration in long-range models is currently still at the beginning. One of the most
prominent candidates in current studies is the Ising model with long-range interactions.
Starting from the classical short-ranged Ising model, the long-range counterpart will be
derived step-by-step in the next chapter.

1.3.1  Classical model

In the past, several analytical and numerical works have been presented on the classical
Ising model [Isi2s]. The temperature-driven phase transition has been studied mostly for
a ferromagnetically interacting system in different dimensions. In the one-dimensional
Ising model, which has no classical phase transition for the nearest-neighbor model, but
where long-range interactions allow a phase transition [Dys69] a Kosterlitz-Thouless
type of phase transition exists for a spin-spin interaction decaying with distance r as 1/r2.
This has been found by Anderson in 1971 [AY71] and later been confirmed analytically
and numerically several times [FS82; LMor; Sano3).

In 2002 Luijten and Blote studied the classical ferromagnetic Ising model in arbitrary
dimension d to determine better numerical estimates for the boundaries of nearest-
neighbor, mean-field, and continuously varying criticality [Fis67; LBo2]. This has been
the first numerical investigation since all previous work, which has lead to contradicting
results, has been using the RG approach with an e-expansion [Fis67; Sak73; Ent82].
The RG calculations predicted three regimes in the classical long-range Ising model: A
classical regime for

O<(a—-d)<dl2, (r.20)
an intermediate regime for
di2<(a-d)<2, (r.21)

with @ € R defined as the decay exponent of the interaction decaying algebraically as
1/r% with distance r (cf. Section 2.3), and the short-range regime for larger values. The
large-a regime can be intuitively understood as the nearest-neighbor case is obtained in
the limit a — oo.
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Luijten’s results have been further improved on a 2D system by using larger system
sizes of up to 5120 x 5120 sites [Pic12] and later in 3D [BPR13]. They found the critical
exponent ) = 2+ d — & in the classical and intermediate regime up to (@ — d) = 3.5 and
n = .25 in the short-range regime for @ — d > 2. For values of a between these limits
deviations from the RG results were found suggesting that further contributions need
to be taken into account due to the long-range interactions [Pici2].

These studies of the classical Ising model focus on a ferromagnetic interaction where
varying critical exponents were found. Exotic phenomena and interesting properties are
often introduced in the systems by frustration which is a result of competing interactions
but in many situations it is simply induced geometrically by an antiferromagnetic inter-
action. For the Ising model examples are found, e. g., on the nearest-neighbor triangular
or the pyrochlore’ lattice [Lie86; MSor; Moeor]. Even more interesting is the investiga-
tion of the interplay of these interactions with quantum fluctuations introduced by a
magnetic field. On the one hand, on the triangular lattice an order-by-disorder mech-
anism induces a second-order phase transition in the 3D-X Yuniversality class from a
symmetry-broken ground state to a paramagnet [Bla+84; MSor; IMo3; Pow+13]. On
the other hand, on the pyrochlore lattice, a disorder-by-disorder mechanism drives a
first-order phase transition to a quantum-disordered Coulomb phase [HFBo4; Balro;
Sha+12; RBS16].

1.3.2  Quantum model

The study of quantum-mechanical systems with long-range interactions at T = 0 is
even more involved than the classical pendant although we should remember that d-
dimensional quantum phase transitions can be identified with the classical thermal
phase transitions in (d + 1) dimensions [Suz76]. Here, the Ising model with long-range
interactions in a transverse magnetic field, which is the main subject investigated in
this thesis, is the paradigmatic example and has been studied by several groups. A clear
trend regarding the dimensionality of the theoretical studies can be seen: While there are
several publications available for the one-dimensional Ising chain (investigating various
properties as discussed below), for two dimensional systems only a handful of papers
exist. In three dimensions, to my knowledge, the only theoretical results are presented
here.

For a general dimension d the zero-temperature transitions of the quantum model
with ferromagnetic interactions were already studied in 2001 by Dutta and Bhattacharjee
using RG equations [DBo1]. They were able to confirm the continuously varying critical
exponents and the Kosterlitz-Thouless transition already discussed above for the classical

The fpyrochlore lattice consists of corner-sharing tetrahedrons which results in a structure similar to the
one formed by the hydrogen atoms in water ice [CMSo8].

IS
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system. They were also able to derive exact boundaries for the three different regimes of
criticality in the quantum model. With a lower critical dimension dj = (@ —d)/2 and an
upper critical dimension dy = 3(a — d)/2 the range of medium long-range interactions

5
gd <a<3d, (1.22)

where the model displays continuously varying critical exponents, was derived. For
smaller values of @ mean-field behavior is expected while for larger & nearest-neighbor
criticality is present. The upper critical was also previously calculated [Sak73].

Two years later, Sandvik proposed a Quantum Monte Carlo (QMC) algorithm with
local, classical- and quantum-cluster updates which avoids the interaction summations
for the transverse Ising model in one dimension with arbitrary interactions. He derived
results for the magnetization for ferromagnetic interactions decaying as 1/r? at finite
temperatures T [Sano3].

In 2012 a first @-dependent phase diagram of the one-dimensional Ising chain with
tunable antiferromagnetic long-range interactions was studied by Koftel ez 4/. using
matrix product states (MPS) for finite chains of up to 150 spins with open boundary
conditions [KLT12]. The group found two gapped phases — Néel-ordered and polarized
(or paramagnetic) — connected via a second-order phase transition and derived critical
exponents between those phases dependent on the long-range-interaction parameter a.
For a ferromagnetically interacting system, about a year later critical values along with
the critical exponent z of the ferromagnet-to-paramagnet transition were computed
by Knap ez al. using the finite-temperature Lanczos exact diagonalization (ED) method
[Kna+13]. The calculations were carried out on small open clusters of up to 22 spins
which is of the same order of magnitude as the size of several experiments with trapped
ion chains for a ferromagnetic® [Isl+11] and antiferromagnetic interaction [Lan+1x; Isl+13;
Ric+13]. For a system size of 100 spins the phase diagram of the 1D antiferromagnetic
long-range Ising chain was calculated again, using density-matrix renormalization group
(DMRG) methods, by Vodola ez al. [Vod+1s]. They found the existence of localized
gapped excited states in the paramagnetic phase for the non-additive system a 1. Also
using DMRG, Sun computed values for the critical field along with the critical exponent
of the correlation length v by a finite size scaling for system sizes up to 240 sites — to
extract results in the N — oo limit — for several values of a € (0,3] [Sunry]. He found
that in the investigated range the critical exponent v takes a value close to the nearest-
neighbor value v = 1. For both ferro- and antiferromagnetic interactions the phase
diagram was calculated again by studying the quantum Fisher information to detect
the multipartite entanglement among the N spins. A finite-size scaling of the results for

The first experimental papers regarding quantum simulation with cold ions demonstrated the approach
with two to three ions which I don’t list as results for an ion chazn but rather as an elementary building
block and a principal demonstration of the technique [Fri+08; Kim+o09; Kim+10; Edw+10].
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N € [10,120] was performed [GLP19] which were in good agreement with previously
calculated results [KLT12; Kna+13; FS16].

Non-equilibrium properties were studied for the 1D model as well. The energetically
lowest excitations in the low-field limit for the nearest-neighbor model with ferromag-
netic interactions are single domain walls splitting the system in two ferromagnetically
ordered parts (cf. Section 2.2.2). When the parameter a is decreased the energy of single-
spin-flip excitations with a background of ferromagnetically aligned spins becomes the
lowest excitation for a critical a¢ = 2.3, depending on the ratio of magnetic field and
interaction strength J/h [Van+18; Ritrg].

By using MPS techniques for system sizes up to 200 spins to study the non-equilibrium
evolution of states with the magnetic field the domain-wall excitations were found
to localize spatially with decreasing @ in the unordered long-range system [Ler+19].
However, note that it is explicitly mentioned that this feature is found only for values
of @ < 2 where we expect that single spin flips are already the relevant low-energy
excitations.

Liu ez al. found that the long-range interactions lead to a confinement of domain
walls consequently resulting in pairs of domain walls as the low-energy quasiparticles
and studied their dynamics under a quantum quench [Liu+19]. The dynamics of the
system has also been studied with quantum quenches for a ferro- [Pap+18] and an
antiferromagnetic interaction [Buy+16] and also in the classical case [CLP19)].

Only recently, dynamical QPTs, which allow the classification of criticality out of
equilibrium [HPKi3], were investigated by Defenu ez 4/. [DEH19]. They found that
with removing the coupling between domain walls using a truncated Jordan-Wigner
transformation to map the Ising model on a long-range Kitaev chain no anomalous
dynamic criticality is present anymore. Although I mainly focus on additive systems in
this section, let me still cite an interesting observation for dynamics in a non-additive
quantum system. Mori studied prethermalization” effects in the transverse model with
an additional longitudinal field and an Ising interaction between spins i and j that s
rescaled with system size as

J 1
Jij = e (1.23)
ij

such that it is normalized as

IR S (124)
= - = 1.24
=y N« ol

Thermalization describes the case where the equilibration of a local observable under the unitary evolution
of an initial state yields its thermal expectation value. This may happen with an intermediate step for the
expectation value which is then called prethermalization. [BBWoﬁ
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for an N-spin chain [Mor19]. As already mentioned above, this scaling is known as the
Kac prescription [KUH63; CDRo9; Morig] and allows calculations in the otherwise
energetically instable regime of @ < 1 on which the paper is focused. Prethermalization
effects were found for all finite transverse fields 2 and for &« < 1/2if h = 0.

There are fewer publications available for two-dimensional models with long-range
interactions. This should not come as a big surprise since the higher dimension adds
some complexity, e. g., in the evaluation of the interactions. On the brink to two di-
mensions a quasi-one-dimensional infinite cylinder with a triangular lattice structure
was studied by Saadatmand ez 4/. in 2018 using DMRG algorithms [SBM18]. The goal
was to determine the phase diagram of the two-dimensional triangular lattice, although
we argue in [Koz+19] why the cylinder results cannot simply be mapped to the two-
dimensional lattice. We find indications for a much complexer phase diagram potentially
with infinite-order phase transitions. I will be elaborate on this later in Section 4.4.

Compared to the ferromagnetic case, properties of the quantum Ising model with
antiferromagnetic interactions are especially difficult to calculate on a triangular lattice.
Here, the ground state is highly degenerate in the field-free nearest-neighbor Ising limit
since the energy of the local triangles cannot be minimized by an antiparallel alignment
of neighboring spins. This problem is not mitigated by adding antiferromagnetic long-
range interactions. However, applying a transverse field breaks this degeneracy. An order-
by-disorder scenario is expected where the field-driven phase transition is within the
3D-XY universality class [MSor].

The transverse Ising model with long-range interactions on a triangular lattice in
two dimensions was also studied using QMC simulations by Humeniuk in 2016 who
confirmed the order-by-disorder transition already present in the nearest-neighbor case
for antiferromagnetic interactions [Humi6; MSoi]. There are, however, several issues
regarding the publication: On the one hand, the data is very scarce with only one critical
point for & = 3 presented. On the other hand there are errors in the evaluation of the
results where the assumption of wrong critical exponents lead to a wrong scaling for
the data collapse®. Surprisingly enough the data points are still close to the results we
obtained and published in our first paper in 2019 [FKS19] and which are discussed in
Chapter 4.

On a square lattice no equilibrium results for general @ and an arbitrary interaction
sign has been published except for our own results on the QPT phase diagrams and criti-
cality of the ferro- and antiferromagnetic square lattice [FKS19] which are also presented
in Chapter 4. For a dipolar (a = 3) ferromagnetic Ising interaction already in 2004
Chakraborty ez al. used QMC techniques to compute a phase diagram in the tempera-
ture-field plane [Cha+o4]. Their goal was to establish the model as a good representation
for LiHoF, which is used as a model system for precisely controlling classical and quan-

8 S. Humeniuk, private communication via e-mail (2018-03-20).
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tum phase transitions. Comparing their results to experimental data from [BRA96],
they found a good agreement at larger temperatures (T’ = 1.6 K) but larger deviation for
lower temperatures where quantum effects become more pronounced. The frustrating
effects of an antiferromagnetic interaction on the square lattice were studied for nearest-
and next-nearest-neighbor interactions in 2019 using cluster mean field (CMF) theory
[KSZ19]. Although, this did not incorporate true long-range interactions it shows how
taking frustrating effects by longer-ranging antiferromagnetic interactions into account
can influence the phase diagram even on a bipartite lattice.

In Chapter 4 I will also present results on the long-range interacting Ising model
on a three-dimensional cubic lattice. The ferromagnetic nearest-neighbor model is
already expected to show mean-field criticality such that « priorino continuously varying
exponents should be expected here.

Different models with long-range interactions were studied as well and showcase the
interest in and topicality of the physics of long-range-interacting systems. Continuously
varying critical exponents were also found in the ferromagnetic Heisenberg spin chain
using various methods [LABos]. The interplay of frustrated J; — J» interactions and
additional unfrustrated long-range interactions in the Heisenberg spin chain can lead to
a first-order phase transition between a Néel state and a “state with coexisting dimer-
ization and critical spin correlations” [Sanio]. The entanglement in the Heisenberg
chain was later studied by Roy and Dhar [RD19]. The dynamics of the XY model on
the square lattice was investigated in 2015 by Schachenmayer ¢z 4/. with a semiclassical
approach using discrete truncated Wigner approximation (DTWA) in which the time
evolution is replaced by a sampling of classical trajectories [SPRis]. Spatial and time-
dependent correlations were computed to investigate the influence of the interactions
on the dynamics. For @ = 3 a jump in the speed of correlation propagation was found. In
2015, Mahmoudian ez /. studied the ordering effects for spinless electrons on a triangular
lattice with repulsive long-range Coulomb interactions [Mah+1s].

To some point, these studies are certainly performed out of a theoretical interest,
to see how far currently existing methods can be pushed and further developed to
incorporate more and more difficult problems. But also experimental setups cannot
always be approximated to contain only short-range interactions and require therefore
the consideration of long-range interactions.

1.3.3  Experimental systems

To show the relevance of the theoretical studies for real-world problems I list some of
the experimental setups I mentioned before, but also list additional cases in which long-
range interactions play an important role.
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Polar molecules in optical lattices were argued to be described by an extended dipolar
XXZ model - the “t-J-V-W model” — with a dipolar interaction in one dimension
[Gor+11]. On a 2D square lattice, the study of only the dipolar spin-1/2 XX Z model
using spin-wave theory reveals a long-range order even at a finite temperature [Pet+12].

The transverse-field Ising model on a cubic lattice was used to describe ferroelectric
films (“layers of pseudo-spins with difterent kinds of interactions”) [WZZg7]. In spin-
orbit-coupled superconductors the interaction of magnetic impurities decays as 1/
[Mal18]. The interest in using chains of Rydberg atoms as quantum simulators requires
a profound knowledge of the underlying system which has a density-density van der
Whaals interaction between two atoms falling off as 1/r% [RL9].

Generally speaking, quantum simulators attract a lot of interest and are therefore a
large driving force behind the studies of cold-ion systems”. Those have been realized
in a large variety from very few [Fri+08; Kim+o9; Kim+10; Edw+10] to several [Isl+1x;
Lan+1s; Ric+14; Jur+14] up to hundreds of ions [Bri+12; Boh+16]. Properties such
as dynamics and phase transitions, which often have also been studied theoretically,
are investigated by those and more groups [Gre+o2; SPS12; Wor+13; YJZ19] trying to
find a good and reliable foundation for simulating complex quantum systems that are
demanding or impossible to treat even with modern (classical) computers.

Dipolar interactions can also be found in, e. g., the already mentioned LiHoF4 [BR A96],
spin-ice pyrochlore materials Ho, Ti» O7 and Dy, TioO7 which have frustrated antiferro-
magnetic interactions [BGor; CMSo08], bosonic gases [Lah+o9] as well as even more
exotic frustrated clusters of triangular-ordered magnetic islands which are explored
for data storage and have “similarities to the classical triangular Ising antiferromagnet”
[Men+o9].

Long-range interactions have also been observed in cavity quantum electrodynamics
[SM14]. Here, atoms located between two mirrors self-organize into a pattern if a laser
beam resonates in the cavity [Asb+os]. The scattering of incoming light is used for cool-
ing the ions if a coherent scattering exists where the incoming frequency is smaller than
the outgoing win < Wou: [SHMi3]. Effective long-range interactions are then mediated
by multiple scattering of photons within the cavity [CDRog].

9 There are also approaches to using cold-ion systems as quantum computers [Nam+19].
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When Wilhelm Lenz presented his student Ernst Ising with the problem of investigating
amodel supposed to describe the ferromagnetic properties of condensed matter systems
such as, e. g.,a macroscopic magnetization or phase transitions [Len21], probably nobody
expected this model to become one of the most studied systems. This is even more
surprising considering the initial setback. In his thesis Ising solved the one-dimensional
model which is today known as Ising model (IM) in 1924 and found that there is no
spontaneous magnetization possible in such a system [Isizs]. But without the symmetry
breaking a macroscopic magnetization of a material cannot be explained. In his paper
Ising actually argued that not even an extension to a spatial model would change the
result:

» Auch bei einem riumlichen Modell [...] gelangt man nicht zu einem
anderen Ergebnis. « (Ising [Isizs])

It was only several years later, in 1944, that Lars Onsager approached the much more
difficult two-dimensional problem and was able to derive an analytic solution of the
model [Ons44]. He found that, in contrast to Ising’s statement, the Ising model in two
dimensions is indeed able to predict a phase transition between a ferromagnetic Z,-
symmetry-broken and a thermally disordered phase with no broken symmetry. In higher
dimensions d > d, with the upper critical dimension dg = 4, the phase transition of
the model can be described by MF theory [Dut+1s].

The Mermin-Wagner theorem which states that no spontaneous symmetry breaking
can be found in sufficiently short-ranged models' with a continuous symmetry in one
or two dimensions at finite temperature is not applicable to the Ising model, since a
discrete spin symmetry is at the heart of the model [MW66]. However, current studies
indicate that the statement also holds for one-dimensional short-range models with a
discrete symmetry in many cases [CSo4]. In hindsight, knowing this current research, it
does not come as a surprise that Ernst Ising and his thesis supervisor Wilhelm Lenz were
bound to fail in describing the phase transition of ferromagnetic solid state systems by a
one-dimensional model.

To get more concrete, let me write down an expression for the original model. In
Reference [Isizs] Ising only describes the model verbally and argumentatively calculates

In this context, sufficiently short ranged means that ¥ g [IRIZI J (R)I] converges [MW66], which in 1D
requires a potential to decay faster than 1/7.
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the partition function. However, the corresponding Hamiltonian of the model can be
written as

I:IIM = _] Z O'ix(f]?c , ]E ]R, (Z.I)
(.4)

using the Pauli matrices o;" (for a definition see Appendix B.1) and J > 0 for a ferro-
magnetic interaction. In the original paper i and j denote positions of N spins in one
dimension; for higher-dimensional lattices, however, they are indeed vectors. The ex-
pression (i, j) means that all pairs of nearest-neighbor spins on positions i and j are
included in the sum. The initial idea was the following [Isi2s]: Elementary magnets can
only have one of two values. They do not have a dipolar magnetic interaction in the
solid body but their interaction range is limited to their very neighbors resulting in a
maximally short-ranged exchange interaction.

2.1 CRITICALITY OF THE CLASSICAL ISING MODEL

In one dimension no classical thermal phase transition is present in the IM. However, the
higher-dimensional systems show second-order phase transitions and the Ising model is
often used as a paradigmatic representative of the respective universality class. Conse-
quently, these are often named dD-Ising universality for the d-dimensional Ising model
on a hypercubic lattice. The critical exponents of these classes are listed in the previous
chapter in Table 1.2.

The universal properties of the classical Ising models are also present in the corre-
sponding quantum model in d — 1 dimensions. The existence of a quantum-to-classical
mapping has been proven in the past and is discussed in Section 2..2.5.

2.2 ISING MODEL IN A TRANSVERSE FIELD

While the original model aims to describe spontaneous magnetization when the tem-
perature is lowered, for the study of quantum-mechanical phase transitions the model
is often extended by a, relative to the Ising interactions, transverse magnetic field with

strength h
ﬁTF:_hZUiZ) heR. (2.2)
i
This field introduces quantum fluctuations, i. e. a flipping between the two states of the

spins-1/2, in the system which allow for phase transitions if they reach a certain critical
amplitude. The effect of those quantum fluctuations is similar to thermal fluctuations
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Figure 2.1: Flipping every second spin on a bipartite lattice with sublattices A and B maps the Néel
ground state (left) of the antiferromagnetic Hamiltonian (2.3) to the ferromagnetic
ground state (right).

introduced by the temperature in classical systems. The complete resulting transverse-
field Ising model (TFIM) Hamiltonian reads

Ay = Hrp + Hyy = —hZUiZ -] Z Uixaf . (243)
i )

This is one of the most important microscopic models. For any lattice in any dimension
d, the unfrustrated ferromagnetic system allows for quantum phase transitions between
a quantum paramagnet and a Z»-symmetry-broken phase. For bipartite lattices, with the
two sublattices labeled A and B, a mapping from the antiferromagnetic interaction J < 0
to a ferromagnetic interaction J > 0 can be found. To this end, the spin quantization
axis is rotated by 7 about the z-axis, which refers to the transformation

of - -0, o) —-0], and of —0f, for i€B. (2.4)
Considering the 1D Ising chain as an example the lattice is separated into two sublattices
A and B as illustrated in Figure 2.1. Applying the transformation the Hamiltonian
becomes

rychain z i+j x X
Hipy :_hZUi -7 ) (-D)'"g; g . (2:5)
! (irJ)
This effectively maps the antiferromagnetic ground state to the ferromagnetic ground
state as discussed below.

2.2.1 Ground states

If we consider the TFIM Hamiltonian in Equation (2.3) on bipartite lattices we find two
phases at the extreme ends of the axis J/h.

A. Setting h = 0 the original Ising model is restored. Now, there are two possibilities:
For a positive value of the interaction J we can easily follow Ising’s line of argument
[Isi2s] and see that a parallel alignment along the x-axis for neighboring spins
(and therefore all spins) is preferred. Each parallel neighbor pair adds —J to the
energy and the total ground-state energy of the system is given by

Eg=<wg\}li%ﬁw\wg>:-w], for J>0. (2.6)
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These states |1/J(f)> are illustrated in Figures 2.2a and 2.2b on a square lattice.

Changing the sign of J yields a Néel state as the lowest-energy state where neigh-
boring spins are aligned antiparallel. Considering the changed sign of J, the state
has the same energy as the ferromagnetic state

Eaf — <wgf

lim ﬁTHM|wgf> =NJ, for J<0. (2.7)

The states |1,l/3f> are illustrated in Figures 2.2¢ and 2.2d on a square lattice. As
discussed at the end of the previous section the antiferromagnetic Hamiltonian
can be mapped to a ferromagnetic one for such bipartite lattices. Rotating every
second spin of the Néel state by 7 effectively yields the ferromagnetic ground
state as illustrated in Figure 2.1 for a one-dimensional spin chain.

In this phase the Zj symmetry of the Hamiltonian is spontaneously broken:
In each case there are two spin configurations with the same energy. If every
single spin is locally rotated by 180° there is no change in energy. However, when
entering the phase from a different phase, the system has to decide for one of the
two configurations and the symmetry is spontaneously broken.

B. Now, we turn to the case of a vanishing Ising exchange interaction between the
spins and assume & > 0. If we set J = 0 only the magnetic field remains and the
system has the lowest energy when all spins point parallel to the magnetic field
along the z-axis. This state is quantum-mechanically unordered since there is no
spontaneously broken symmetry. One often speaks of a polarized or paramagnetic
state which is denoted by

Wl =111 (28)

The ground-state energy is given as
Eh = <1//g’£1n(1) HTFIM'wg> =—Nh » for h>0. (2.9)
The state is illustrated on a square lattice in Figure 2.2e.

For non-bipartite lattices the phases remain the same aslong as the interaction strength
J > 0.1If J is negative, competing interactions between nearest-neighbor spins can lead
to geometric frustration. This can be easily illustrated on the triangular lattice and will
become important in Sections 4.3.3 and 4.4.

Consider a single triangle with a spin on each corner such as the one illustrated in
Figure 2.3. If the direction of one of the spins is fixed, the neighboring spins would
minimize the energy of the interaction with the first spin by an antiparallel alignment
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Figure 2.2: The different ground states of the quantum-mechanical TFIM are shown here for a
two-dimensional square lattice. Without a field there are two spin configurations
for each, the ferromagnetic (a, b) and the antiferromagnetic interaction (c, d). The
ground state of the polarized phase (also called paramagnet) without any interaction
is unique (e).

such as discussed for the Néel order. However, this alignment would maximize the inter-
action energy between the second two spins. No configuration can be found where the
interaction between all spins is minimized. The optimum state for the whole triangular
lattice would consist of triangles where two spins are aligned parallel and the third one
points in the opposite direction. There are many possible configurations fulfilling this
property consequently resulting in an extensively degenerate ground-state manifold.

When applying a magnetic field this leads to a different behavior than in the previously
discussed cases. Starting from the field-free degenerate ground state, spin fluctuations
introduced by the magnetic field are able to lower the energy of the system. Flipping
the left highlighted spin in Figure 2.3 (right) results again in a (different) ground state of
the manifold and therefore already contributes perturbatively in first order. This is only
possible if the number of adjacent ferromagnetic and antiferromagnetic bonds is the
same.

For a simpler illustration a dimer representation can be introduced. Ferromagnetic
bonds are shown by putting a dimer (illustrated as a solid black line) on the bond of the
dual honeycomb lattice while antiferromagnetic bonds are illustrated as dashed black
lines. Flipping the spins inside an even loop of dimer sites, maps all dimers to non-dimers
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Figure 2.3: On non-bipartite lattices such as, e. g., a triangular lattice the Néel state cannot min-
imize the energy of the antiferromagnetic TFIM on all lattice bonds locally. (Left)
This can already be seen in a single triangle where the energy of the bottom bond
is minimized. Any choice of the top spin would violate the antiparallel alignment
with one of the two other spins. (Right) This results in a highly degenerate ground-
state manifold on the triangular lattice with lattice vectors e; and ey, where each
state with two parallel and one antiparallel spin per triangle has minimum energy. In
the corresponding dimer model, dimers (solid black lines) are put on ferromagnetic
bonds. A spin flip maps a hexagonal plaquette with three dimers again to a plaquette
with three dimers switching between dimers and non-dimers (left plaquette). These
flippable plaquettes stand in contrast to nonflippable plaquettes (right plaquette)
which are also present in the ground state.

and vice versa. The shortest loop that can be found on the triangular lattice is a hexagon
consisting of six sites. Each hexagon in the model is called a plaguerte and can be sorted
into flippable and nonflippable plaquettes. Flippable plaquettes consist of three dimers
and flipping the central spin maps one ground state of the system to another ground
state, therefore already contributing in first order of transverse-field perturbation.

As shown in previous work [Moeor] each ground state for i = 0 can be represented
by a dimer covering |c) and the (perturbative) action of the perturbation by a magnetic
field Arg can be captured by an effective quantum dimer model (QDM) of the form

Hoow = Eo+Y_Ec(h) o) ¢cl - h)_(I>), (<1, +H.c) (2.10)
c v

where the first sum runs over all dimer coverings |¢) so that E(h) is the covering-depen-
dent diagonal energy and the second sum runs over all plaquettes v.

Flipping a plaquette lowers the energy of the state, which leads to an energetic pref-
erence of states with a larger number of flippable plaquettes if an infinitesimal field is
applied. The maximally flippable state with the highest number of flippable plaque-
ttes has the largest weight in the ground state for an infinitesimal field but is itself no
eigenstate of the Hamiltonian anymore. The emergence of this clock-order state lifts
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Figure 2.4: The maximally flippable state in the dimer model (2.10) on the triangular lattice
has a flippable-plaquette density of 2/3 and a three-sublattice structure. Flippable
plaquettes are indicated by blue and yellow hexagons. This eigenstate of the field-free
Hamiltonian lowers the energy the most if an infinitesimal transverse-field perturba-
tion is applied. Note, that the clock order (also known as v/3 xv/3-order) resulting
from the field has the same periodicity with wave vector k = (£2/37, F2/37) T with
respect to the unit vectors shown in Figure 2.3.

the high degeneracy of the ground-state manifold present at i = 0 and the resulting
introduction of a three-sublattice structure breaks the translational symmetry of the
lattice. This phenomenon is known as order by disorder. For zero field the maximally
flippable state is illustrated in Figure 2.4 where dimers are put on each ferromagnetic
nearest-neighbor bond.

2.2.2  Elementary excitations in the Ising model

In the previous section we found that the ground state of the Ising model (h = 0)
depends on the sign of the exchange interaction. This is also reflected in the elementary
lowest-lying energetically excited states above the ground state. Additionally, the lattice
geometry plays an important role in the determination of excited states.

As discussed above, for J < 0 the ferromagnetic coupling of nearest neighbors results
in two ground states with a parallel spin orientation. For the sake of simplicity let me
illustrate the elementary excitations above only one of these ground states which I denote
as

|wg>=|<—<—---<—) (2.1)

in the following. The second state consists of inverted spins |[—— --- —) and has the
same properties.
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The first naive idea to excite the system would be to flip a single spin on an arbitrary
site of the lattice®. This is obviously still an eigenstate of the Hamiltonian with the

energy

<Wg O-ixI:IIMUix Wg> == (e
J 2 UiZUjZ|‘_""__"_“"—> (2.12)
Lj
= _(N_ZZC)]’ (2‘13)

with the coordination number zc. The total energy difference results from each bond
between spins that is not minimized contributing a difference of 2J. While the energy is
obviously (and as expected) higher than the ground-state energy one can ask if there is
an eigenstate of Hyy that has an even lower energy than that of a single spin flip.

For a one-dimensional Ising chain we can, indeed, find such a state by dividing our
system into two parts. On the one-hand side the spins pointinto the opposite direction of
the spins in the second part. Between both domains of parallel-pointing spins a domain
wall (DW) is introduced. The energy of these kind of states is given as

(1 i Jy) = (e
J Y Uizaj_z|<_m<_<_|_,_,..._.> (2.14)
ij
=-(N-2)], (2.15)
with the single domain-wall state [PV} = |— .- —«—| —— .- —) where the domain

wall is indicated for clarity by a vertical line. In an Ising chain, these domain walls are
the elementary excitations of the ferromagnetic Ising model with nearest-neighbor
interactions. The state with a single spin flip we discussed before in Equation (2.12) can
be constructed by putting two neighboring DWs into the system

|<_...‘_|_,|<_...<_>. (2.16)

Adding two non-neighboring spin flips behaves like two isolated particles with twice
the energy of a single particle relative to the ground state. Such a state contains four
domain walls as in the state

|<_..._|_>|<_...<_|_>|<_...<—>, (2.17)

Bringing them close together results in a bound state with the lower energy of a single
particle since two of the four domain walls vanish resulting in

|| o] ) (2.18)

Remember that we are looking at an infinitely large system without a boundary. The flipped spin is supposed
to be located between two non-flipped spins.
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This concept can easily be extended to a larger number of spin flips which may also
result in larger bound states.

For 2D lattices such as, e. g., the square lattice creating a DW would cost an infinite
amount of energy since the spins on bonds along an infinitely extended line would
be antiparallel aligned with each of them costing an energy of 2J. Here, and also for
higher dimensions, the single spin flips are the energetically most beneficial excited states.
Bound states also exist on the square lattice and were studied using perturbative and
exact-diagonalization methods in [Dus+10].

For an antiferromagnetic interaction the same arguments hold for the one-dimen-
sional chain where a single DW separating two antiparallel-aligned domains is the lowest-
lying excitation. A difference can be found in higher-dimensional systems with non-
bipartite lattices. While for a bipartite lattice such as the square lattice, a single spin flip
introducing four DWs with the energy difference

AEDY  =8] (2.19)

IM, square —

relative to the ground state remains the lowest excitation above the ground state, for
non-bipartite lattices frustration effects come into play which we already have observed
in the ground state in Section 2.2.1.

The ground-state of the antiferromagnetic IM on a triangular lattice is highly degener-
ate and given by all states with two parallel and one antiparallel spin per lattice triangle.
Due to this complex ground state the excitations need a little more consideration. In
contrast to the square lattice the effect of a single spin flip is not uniquely defined. Here,
it might lead to the transition to a different ground state. The easiest way to define an
excitation is by looking at the triangles: The lowest-energy excitation is given by a single
triangle that does not satisfy the ground-state condition and has three parallel spins
while all other spin triangles are in the ground state.

2.2.3  Elementary excitations in the polarized phase

Consider the limit J = 0 of the TFIM in Equation (2.3) which reduces simply to the
magnetic field Hamiltonian of Equation (2.2). The ground state of a system of non-
interacting spins in the magnetic field is completely unaware of any underlying lattice
structure of the system as each spin simply points parallel to the field. Excitations above
this unique ground state are determined locally by a single spin flip

o [ =11 101 1) (220)

with the energy

(T tUh et H gl -1 1) ==(N-2)h  with h>0. (2.21)
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Flipping more spins creates higher excitations which form an equidistant energy spec-
trum above the ground state with distance 2k between two neighboring energies.

This structure allows the interpretation of the single spin flips as quasiparticles (QPs)
above a QP-free vacuum ground state. Technically they are introduced by the Matsubara-
Matsuda transformation [MM;6]

U.":I}:+Bi and of =1-2n;, with ﬁi:lAJITIAa

i (2.22)

i

The hard-core-bosonic creation and annihilation operators b: and b, replace the quan-
tum-number-raising and -lowering Pauli matrices 0;" and 0; (see Appendix B.1)

bi10y; = 11); bl 11 =0 b,11); =10); b,10); =0, (2.23)

where the original states are substituted as | 1) — |0) (vacuum) and ||} — [1) (QP). The
diagonal magnetic field term leads to a QP density 7;. The TFIM Hamiltonian in the QP
image then reads

Heppg=-N+2hY ;-] Y (131?15;. +Db, 15]. + B;YIA?]. +Db, B}L) ) (2.24)
d (i,j)
Note that, the magnetic field term remains diagonal while the Ising interaction is sepa-
rated into two parts. First, two QPs can be created or destroyed on neighboring lattice
sites. Second, a hopping of particles to an unoccupied neighbor site is allowed while the
total number of QPs is preserved.

The simplicity and independence of the geometric setup of the this limit of the TFIM
makes it a suitable starting point for perturbative approaches to the properties of the
tull Hamiltonian. For this reason, it will be used later in this thesis for the long-range
Ising model introduced in Section 2..3.

2.2.4  Exact solution of the nearest-neighbor transverse-field Ising chain

In 1970 Pierre Pfeuty found a solution to the one-dimensional TFIM on a simple chain
[Pfe7o] which I will discuss here. Starting from Equation (2.3), we can introduce the
ladder operators 0™ and 0~ (cf. Appendix B.1) and obtain

1D + - + _+ + -
Hrgpy = —]Z (00731 + 07 07, +H.c.) - hZ (20707 - 1) (2.25)
1 1
where the position vectors were replaced by an integer due to the reduced dimensionality

of the lattice. The Hamiltonian can be mapped to free fermions by using a Jordan-
Wigner transformation [W]28; Cols]

o = exp(in > c]tck)cj and o; = exp(—in > czck)cl. , (2.26)

k<i k<i



2.2 ISING MODEL IN A TRANSVERSE FIELD

where cj and c; are fermionic creation and annihilation operators. The Hamiltonian
after the Jordan-Wigner transformation

HID\ = ]Z(c Citcici +Hc)=h) (2¢i¢; —1) (2.27)

i
can be diagonalized by first applying a Fourier and then Bogoliubov transformation
[Bogs8] resulting in

. h
Ay = hZAknLnk ) Y Ak, (2.28)
k k

with the dispersion

Ar=2v1+2A2-2Acos(k), A:%. (2.29)
The ground state energy per site is given by
h
ep=-—2 Ag (2.30)
Tk
which becomes an elliptic integral in the bulk limit
hm ey = ——f dk Ay . (231)

The energy gap between the ground state and the first excited state is given by the
minimum of the dispersion, which is k = 0 for a ferromagnetic interaction (J > 0)

A(/l)zmkinAkZZhll—M . (2.32)

For J = h the gap vanishes and the systems undergoes a phase transition between the
disordered polarized state and the ferromagnetically ordered state with critical expo-
nent zv = 1.

This could also have been seen by mapping the Hamiltonian to the dual lattice [SICr2].
To this end, new spins need to be introduced which are associated with the bonds of the
1D chain,

=00, and T)vC:I!_[UkZ’ (2.33)
<1

where v labels the bond between spins on site i and i + 1. Note, that the new spin
operators Ty also respect the Pauli algebra defined in Appendix B.1. Rewriting the
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Hamiltonian (2.3) in terms of the new operators we can see that the magnetic field and
the Ising interaction terms change roles

lD dual
I e _]ZT hZT Tivl- (2.34)

This self-duality between HTFIMduaLI and the original Hamiltonian in Equation (2.3)
implies that the critical value for the phase transition is A¢c = (J/h)¢ = 1 and the gap

closes linearly with zv = 1.

2.2.5  Quantum-classical analogy

The correspondence of a quantum spin model in d dimensions to a certain classical
Ising model in d + 1 dimensions with many-spin interactions was found numerically
[EPW70] and later shown analytically by the application of what is known today as the
Suzuki-Trotter formalism [Suzy1; Suz76).

Lillustrate the formalism on an example, here, which is mainly inspired by References
[SIC12] and [Dut+1s]. Starting from the quantum model, the principal idea is to intro-
duce a new dimension (the Trotter dimension or imaginary-time direction) by writing
down the partition function of the quantum spin system, e. g., for the TFIM chain

N

Zre =Tr exp(—BHrpn) =Trexp| Y (Kaxax | +Bho; ) (2.35)
=1

with K = 8], B =1/(kgT), and Boltzmann’s constant kg. Now, the Trotter formula
[Troso]

exp(A+B) = A}Iim [exp(A/M) exp(B/M)]M , (2.36)
—00

where A and B are non-commuting quantum-mechanical operators, can be used to
transform the partition function to

N N
exp(ZiKafafﬂ) exp(z ,Bhojz)
]:

J=1

M

Zrrm = A}Illnoo Tr (2.37)

Inserting a complete set of eigenvectors |o) for Pauli operator 0%, such that o*|o) =
o |o), with eigenvalue o € {-1, 1} gives
M

‘ZTFIM = ]\}imooTr 1_[ <0-1,k'xo-2,k')---»o-N,k| (2‘38)
- k=1

|(71,k+1,02,k+1, e ,UN,k+1>

exp(z Kojo +l)exp(z phof )

(2.39)
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Spatial dimension

Trotter -~ T
dimension
——> Spatial dimension
--OMNO—O —@--
1 1 1 1
1 1 1 1
Quantum chain equivalent classical system

Figure 2.5: On the left an Ising chain with random interactions indicated by different line styles is
shown. In the Suzuki-Trotter transformation this chain is repeated in Trotter direction
in which the spins are coupled with ferromagnetic nearest-neighbor interactions. In
this example the quantum chain is mapped to the equivalent two-dimensional classical
model on a square lattice illustrated on the right. Adapted from [Dut+is].

Using the relation
(olexp(Bho®)|o’) = [1/2sinh(28h)]1"?exp[1/2Incoth(Bh)ao’]  (2.40)

the partition function can be transformed to

v = lim AMN T exp
M—oco

N M K
> (A—/IUj,kUjH,k+KMGj,k0j,k+1) o (2.41)
j=1k=1

with A = [1/2sinh(28h/M)]''? and Kjy = 1/21In [ coth(Bh/M)]. For more details on
the calculation see [Dut+1s; SIC12] and references therein.

The introduction of the complete set of eigenstates in combination with the Trotter
identity introduced a new dimension into the system while the transverse field disap-
pears. This is most easily seen by comparing Equations (2.41) and (2.35). Equation (2.41)
represents the partition function of a classical IM on an M x N square lattice with an
anisotropic interaction in space and Trotter direction. Note, that when taking the limit
M — oo the first term would vanish while the second diverges logarithmically. Only
in the limit § — oo (which means T — 0) the expression f/ M remains finite and the
equality of the quantum system to the classical system holds.

Randomness, anisotropy, and frustration in the quantum model translate to random,
anisotropic, and frustrated interactions in d dimensions of the classical model. The
interactions in the remaining Trotter dimension of the classical d +1-dimensional model,
however, are always nearest-neighbor and ferromagnetic [Dut+1s]. This is also visualized
in Figure 2.5.
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2.3 LONG-RANGE ISING MODEL

Up to now the TFIM has been introduced with interactions between nearest-neighbor
spins. Historically it has played an important role and after several decades of studies,
today, a lot is known about the short-range model with nearest-neighbor interactions.
Since additional further-neighbor interactions also triggered the interest of researchers
there have been studies on extended models, too. For example, in the axial next-nearest-
neighbor Ising model additional frustrating antiferromagnetic interactions between
next-nearest-neighbors are introduced (for a discussion see, e. g., [SIC12] and references
therein).

However, replacing those nearest-neighbor interactions with algebraically decaying
ones, such that all spins interact mutually, the model becomes much more involved
and there is very little data on quantum-critical properties available. I choose the Ising
model not only for it’s simplicity (compared to other models) but because it stands as a
paradigmatic representative of other models. The notion of universality classes permits
the application of the obtained results to other models that fall within the same class.

In theoretical physics there are many examples for models being (or having been)
studied mainly out of an academic interest?. Often, models introduced for purely theo-
retical purposes, however, turned out to have realistic applications*. While long-range
interactions are per se present in realistic systems and a cut-off after nearest-neighbor
exchanges is just an approximation, the explicit modeling of the form, as an algebraically
decaying function with a variable parameter in the Ising interactions is a plausible choice
since, e. g., Coulomb, dipolar, and van der Waals interactions display an algebraic form.
In comparison to aforementioned examples there is yet an essential difference: The
model studied here already has an experimental realization in form of an artificial system
of cold ions trapped in an optical lattice [Bri+12].

In this thesis we focus on the long-range transverse-field Ising model (LRTFIM) with
algebraically decaying interactions

N 1
Ha:_hZUiZ_IZ Ii_—.anfo, ],QER, hERa—, (2.42)
i i#j J

in d dimensions where each pair of spins appears only once in the sum. Additionally,
the condition a > d is imposed to retain an extensive and additive system.

Several results for this model for various lattices and choices of @ have been presented
in Chapter 1 and are discussed in Chapter 4 along with the results of this thesis. Tuning

Examples are the Kasteleyn model [Kas63], the toric code [Kito3], Kitaev’s honeycomb model [Kito6], and
systems featuring fracton excitations [VHFis].

E.g., the Kasteleyn model “has practical applications to the main melting transition in biomembranes, to
amphiphilic monolayers, and to physisorbed systems involving striped incommensurate phases” [DL89)].
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the parameter a, we immediately find notable limits for @ — 0 and @ — oo that are
discussed below.

2.3.1  Nearest-neighbor limit

The LRTFIM in Equation (2.42) contains the nearest-neighbor Ising model in Equa-
tion (2.3) as a limiting case when setting @ — oo. This limit has been extensively discussed
above and more details can be found in, e. g., Reference [SICr2].

2.3.2 Um’form—z’ntema‘zbn limit

We already figured out that the parameter @ tunes the model from the nearest-neighbor
limit at @ = oo to long-ranging interactions that become stronger when « is decreased.
The other obvious limit which has not been discussed so far is the limit & = 0. Although
this falls in the class of non-additive systems discussed in Section 1.2, I still want to
quickly discuss some implications of the field-free long-range Ising model (LRIM) here.
If we think of a typical lattice geometry, this limit may seem strange at the first glance.
Here, each spin interacts with every other spin with equal strength independent of
the distance. But, indeed, it is possible to experimentally realize an antiferromagnetic
interaction with 0 < & < 3 for finite systems in cold ion traps by tuning a spin-dependent
optical dipole force [Bri+12]. The corresponding Hamiltonian can be written as

Homo| =-J) of0f, (2.43)
h=0 i7j
where each spin-spin interaction is counted only once.

Surprisingly enough, this ultra-long-range interaction makes a theoretical description
of the energy spectrum relatively easy. This is a result of the fact that the interaction is
independent of the actual spins included in the interaction. We can introduce the total
o*-component as a sum over all spins

O = 207" - (2-44)
i
The square of the total spin

2
(Oe) =N+2} Uixaf (2.45)
i#j
can be used to express the Hamiltonian in terms of o3, as
N

H,- = Z(aX)?, 46
a Oh:O 2 2( tot) (2.46)
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where N is the total number of spins.

For an antiferromagnetic interaction (J < 0) the ground-state energy is mainly de-
termined by the constant 5 2 In the antiferromagnetic ground state the 6%, quantum
number is zero leading to a high degeneracy: Each state with half of the spins pointing
up and the remaining spins pointing down has the ground-state energy

=" (2.47)

Excited states are given by states with higher quantum numbers, such, that the energy
spectrum in Figure 2.6a arises.

For a ferromagnetic interaction (J > 0) the ground state is given by a non-degenerate
paramagnetic state. The energy growing overextensively as

¢ NJ N?Jj
El=—"-—= (2.48)
2 2

requires the renormalization J — J/N to retain extensivity of the system, resulting in a
renormalized extensive ground-state energy

E—’Eo—g—j- (2.49)
Excited states above the renormalized ferromagnetic ground-state are created by
flipping single spins. The change in quantum number of o, results in the low-energy
spectrum shown in Figure 2.6b.
The ground-state degeneracy of the antiferromagnetic model at magnetic field 2 = 0
is broken for any finite /1, immediately resulting in a z-polarized phase [Humié6]. To
obtain the full LRTFIM from Equation (2.43) the interaction

t;é]

needs to be added. If we consider the Taylor expansion of Equation (2.50) in leading
orderin &

—a2 Y log(li - jl)of (2.51)

i#j

as a perturbation it is possible to use the infinitely degenerate limit A =0and @ =0
as perturbative starting point. This perturbation describes an extensive ferromagnetic
LRIM with logarithmically increasing Ising interaction strength.
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Figure 2.6: The lower part of the energy spectrum of the LRIM. On the left of the axis the
energy is denoted while the right shows the number of degenerate states. (a) For
an antiferromagnetic interaction the ground state is highly degenerate with a non-
equidistant energy spectrum above. (b) For the LRIM with a ferromagnetic interaction
renormalized as J/ N the system has an equidistant spectrum above a non-degenerate
ground state.

Studies of the model with uniform long-range interactions with an additional (trans-
verse and longitudinal) magnetic field have also been done. The Husimi-Temperley-
Curie-Weiss model

I:IHTCW: —]Z (TixU]?C+FZO’ix+ hZO’iZ (2.52)
i£j i i
with J > 0is discussed in [SIC12] and its references. Here, a second-order phase transition
line between a ferromagnetic and paramagnetic phase is found for all temperatures T
including the quantum transition at T' = 0.
An extension to the model in a transverse field has also been made by adding an
anisotropic interaction

I

I:ILMG = _N

Z (Uixaf +7/Uiy0},) - hZUiZ , (2.53)
i#j i

with the anisotropy parameter y and is known as the Lipkin-Meshkov-Glick model
[LMG6s; DVoy].

2.3.3  Excitations in the LRIM

As we will see later, while the ground state in the antiferromagnetic case becomes much
more complicated for long-range interactions due to their frustrating nature, the ferro-
magnetic ground state remains unchanged. Consequently, also the excitations above the
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ground state are hard to quantify in the LRIM. The 1D spin chain, however, is still simple
enough such that we are able to determine the energy of low-energy excitations leading to
some interesting behavior depending on a. For the ferromagnetic LRIM Vanderstraeten
et al. investigated this using variational matrix product state techniques and found that
the lowest excitation above the ferromagnetic ground state switches from a trivial to a
topological one [Van+18]. In this case “trivial” means a dressed single spin flip above the
paramagnetic ground state, while “topological” means that the system is separated into
two paramagnetic domains with antiparallel spin orientation.

This was also studied in the Bachelor’s thesis of Magdalena Ritzau [Ritig] co-super-
vised by K. P. Schmidt and me. To this end, we introduced a new QP language where
DWs as shown in Section 2.2.2 are interpreted as quasiparticles on the dual lattice of the
1D chain. This effectively reduces the Hilbert space since the Z symmetry introduced
by flipping all spins is not present in the transformed system as both symmetric spin
states are mapped onto the same state.

Here, we demonstrate for the ferromagnetic model that it is possible to determine
the n-DW excited-state energies relative to the ground state energy

E(I;,I;IM,Ch(a) = -NJ Z 67 %=-Nl(a)] . (254)
6>0

The single domain wall has the a-dependent energy

Epfoi® (@) = Ejf™ M @) + 2 (@ - 1)), (2.55)
while the two-domain-wall energy additionally depends on the distance d between the
DWs

-1

By (@, d) = By ™M (@) + 47

(2.56)

Higher energies can be derived iteratively for even and odd numbers of domain walls,
respectively, based on the (7 — 2)-DW energies as discussed in [Ritg].

The respective expressions of the energies for antiferromagnetic interactions can be
calculated in a similar fashion. In this case factors of (—1)° lead to alternating sums as
shown in [Ritr9]. The ground-state energy is given as

ESMN (@) =-NJ Y (-1’67 =-N@'"* - 1){(@)], (2.57)
0>0

the 1-DW energy as

Ertar (@ = Eo (@ +217 @~ )¢ @-1)J, (258)
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the two-domain wall energy again depends on the distance d between the two DWs

a1 .. d-1
Eypar (@ d) = Ege (@) +4] |1 -2 @d - L (D™ =, (2:59)
i=1

the two-domain wall energy depends on the distances d and d between the three DWs

ELRIM Ch(a, dl,dz) _ ELRIM Ch(a,dl, dz)

3DW,af 1DW,af
1 dl—l 1d1 ' dz l+d1 1 1
r27{a -2 @d - Y DFELLY Y it
i=1 i=1 j=i (2.60)
d2+d1 i—1 .
- Y la-2"@- Y Enite
i:d2+d]+1 j:l

and the 4-DW energy depends on three DW distances

LRIM,ch
E4DW a(;‘ (a)dly dZ)d3) =

di—1
EjReh g, d3)+21{(1 2" (@) dy - Z( 1)’“d1

2DW,al
dy i+di—1 ) dy+dy i+di-1 . (2.61)
" Z Z (_1)]+1j—a _ Z Z (_1)J+1j—a
i=1 j=i i=dy+1  j=i
d2+d3+d1 i-1 .
+ Y [a-2""@- Z(—l)f“j‘“]}-
i=dy+dz+1 j:1

Returning to the ferromagnetic case, if we compare the two lowest excitations with
the energies given in Equations (2.55) and (2.56) for different values of a an interest-
ing property is found. In Figure 2.7 both energies relative to the ground-state energy
are shown. For large values of a the single-DW state is the lowest-lying excitation and
approaches the energy

h
hm E%@dfc ()=2] (2.62)

while the two-DW states become degenerate with energy

lim B, @, d) =47 . (2.63)

In the limit @ — 2 the 1-DW energy diverges while the 2-DW energy remains finite for
all @ > 1. This leads to a crossing of both energies at a = 2.478 7515 where the excitation

s The exact crossing point can be numerically evaluated to arbitrary precision by equating Equations (2.55)
and (2.56).
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Figure 2.7: Low excitations of the ferromagnetic LRIM on a 1D chain relative to the ground-
state energy. The 1-DW state is the lowest-lying excitation until & = 2.48, while for

smaller a the single spin flip with E;giyfh(a, d = 1) becomes the lowest excitation.

Vertical dashed black lines indicate the respective a-value where the single-DW and 2-
DW energies diverge.

of the system switches from the topological at large a to the trivial at small a. Beware,
that in the whole range of a the single spin flip, which represents a two-DW state with
d = 1, always lies below all other two-DW states that have a larger distance between both
DWs.

The energies for the antiferromagnetic LRIM are plotted relative to the ground-state
energy in Figure 2.8. Here, the single-DW state also is the lowest-lying state which then
gets replaced by a single-DW state at very small a. For s < 1 the analytical continuation
of the Riemann zeta function {(s) is used such that the sums converge also for & < 1. In
contrast to the ferromagnetic case the distance between the two domain walls is d = 2,
which is plausible considering that the antiferromagnetic Néel state has a magnetic unit
cell that consists of two neighboring spins. In the low-a limit we find the spectrum of

Figure 2.8 relative to the ground state energy EgEIfM’Ch(a) as
1~ AELRIM,Ch( ) _ 1 ( 6 )
C}E}) 1wt ‘&= 2 204
. ,ch . ,ch
lim AE; 500 @, 1) =27 lim AE; {00 (@,2) = 0 (2.65)

limAE S @,1,2,)=0  lm AE SN @,2,2,1)=2]. (2.66)
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Figure 2.8: Low excitations of the antiferromagnetic LRIM on a 1D chain relative to the ground-
state energy. The relative energies converge even for a < 1 since the analytical contin-
uation of the Riemann zeta function is used. The tuple d = (d, d>, d3) represents
the distances between the domain walls.

The determination of the 7n-DW energies is necessary to set up a perturbative low-field
approach in the thermodynamic limit. Such a perturbative expansion was performed up

to second in order in /] in Reference [Ritr9] and is shortly discussed in Section 4.1.5.

In the present thesis the focus lies on the quantum phase transitions in the LRTFIM for
various lattices. Although several studies have been performed on this topic there are
still many open questions. In the next chapter I will discuss several steps and methods
required to perform a series expansion on the long-range-interacting model and which I

used to compute the results presented afterwards in Chapter 4.
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The methods chapter, while probably not the most interesting part of this thesis, is
nevertheless an essential one, especially considering that part of this thesis consisted in
developing the methods used to obtain the results presented in Chapter 4. Here, I try to
give an overview of the several methods used for the calculation of the results presented
within this thesis. The reader may be warned that this overview cannot (and does not
have to) go into every detail of the methods as there is standard literature on most topics
readily available.

When dealing with condensed matter systems one is usually interested in the proper-
ties of very large systems. “Very large” in this case means a number of particles of the
magnitude of the Avogadro’s constant Ny ~ 10?* which, for all practical purposes, can
be treated as infinity. The limit of an infinite system extension is often referred to as the
thermodynamic or bulk limit.

As a result, the study of condensed-matter physics is therefore inherently difficult.
This becomes even more clear when dealing with quantum-mechanical problems: Here,
the Hilbert space grows exponentially with the system size. For a general system a diago-
nalization of the corresponding Hamilton matrix would yield the complete information
necessary to understand its properties. Unfortunately, this is a prohibitively difficult task,
even for todays most powerful computers. As an example, take a system of 18 spins-1/2
for which 218218 =~ 6.9-10'0 matrix elements need to be stored. Saving the elements
of this — compared to the bulk limit — small system would already require 512GB of
memory and easily exceeds the available memory of most small computation clusters.
The time necessary to run diagonalization algorithms on such a large amount of data
does not even need to be considered here.

Unless there is a large number of conserved quantities, in most cases it becomes
impossible to derive exact values for the quantities of interest, e. g., the complete energy
spectrum of the system or observables like the magnetization or scattering amplitudes.
There is only a small selection of quantum-mechanical condensed-matter problems
which can be solved analytically — most of them specifically tailored to prove a certain
property or analyze a certain aspect of quantum-mechanical solid-state systems (e. g.,
the Haldane model [Hal88] or Kitaev’s honeycomb model [Kito6]). While they often
have a certain beauty in their solution path and highlight a particular characteristic in a
coherent way, it might be difficult to relate them to experimental setups.
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At the same time, there are existing models that have proven to be good representatives
of existing materials, able to reproduce the materials’ distinctive features up to a high level
of agreement, but are difficult to treat computationally. When there are no analytical
solutions available, approximations need to be made to get certain information about
the system. Obviously, every approximation taken has to compromise in one way or
another. Therefore, many different directions have been explored in the past where each
approximation truncates the problem in a unique way while trying to avoid problems
of other methods. [Bet31; Lanso; Ogu6o; Suzy6; RHoo; Whigz; Wego4; ORos; KF98;
KUoo; Fou+or; VMCo8]

One way to approach this problemis |, T
to restrict the calculations to only a part | ..oy quantum

y
of the total Hilbert space. When inves- disordered
tigating quantum-mechanical models in

critical

the field of solid-state systems it is im-
plied that the systems are at low temper-

res. With increasing temperature th olarized
atures. With increasing temperatu et. e ordered state p
quantum effects become less and less im- state
portant, since thermal compete with the — >
quantum fluctuations, until we end up QCP he h

with a classical system. The quantum-crit-

ical point (QCP) is illustrated in Figure Figure 3.: A phase diagram illustrating the pa-
3.1. Even though temperatures of abso- rameter range for temperature T and mag-
lute zero cannot be realized in alaboratory, netic field i where quantum effects become
quantum fluctuations are still relevant in relevant.

a quantum critical region around the QCP. This gives us the justification for the sim-
plification of ignoring the temperature axis and focusing on the parameter axes of our
models and still obtaining meaningful results for experimental setups were T' = 0 cannot
be reached. Therefore, when talking about quantum phase transitions we assume a
temperature of T = 0 for all calculations shown in this thesis.

In the world of low temperatures the ground state and lowest excited states play
the most important role. Consequently, it is a logical approach to focus on the low-
energy sectors of the Hamiltonian and try to reduce the Hilbert space by getting rid
of the parts that are most relevant for bigher energies. All energies of a Hamiltonian
can be calculated exactly by writing the Hamiltonian as a matrix in a chosen basis
and calculating its eigenvalues and eigenvectors numerically. Once the eigenvectors are
known, any observable can be derived.

As this exact diagonalization (ED) is severely limited by the computational resources
and the focus lies on the lower energies a widely used approximation is found in the
Lanczos algorithm [Lanso] which is most of the time still just called ED. In this iterative
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method a Krylov space is built by repeatedly acting with the Hamiltonian on a state
from the Hilbert space. If the algorithm converges well, it is possible to obtain the lowest-
energy eigenvalues of the Hamiltonian as a result. During computation only slightly
more data than required by two Hilbert-space vectors must be kept in memory although
numerical errors might require a reorthogonalizion to obtain an orthogonal basis and
consequently require keeping more vectors in memory. While the treatment of larger
systems is therefore possible, the difficulties with the exponentially growing Hilbert
space remain limiting. Exploiting model- and lattice-dependent symmetries allows for
turther pushing the boundaries, but even the most sophisticated applications are limited
to about 32 to 64 spins-1/2, depending on the model details [LLog]. For the LRTFIM
a phase diagram of the one-dimensional Ising chain has been calculated for 22 spins
[Kna+13].

Density-matrix renormalization group (DMRG) calculations have originally been de-
veloped for one-dimensional systems [Whig2] and proven very successful in this realm
[Schir]. They have also been successtully applied to one-dimensional long-range models,
e.g., for dipolar interactions [Gor+11] and in the generalized formulation of matrix
product states (MPS) for arbitrary algebraically decaying interactions of the ferromag-
netic Ising model [Van+18]. However, in the 2018 paper the long-range interactions
are approximated by exponentials which works well in the nearest-neighbor limit but
becomes increasingly worse for more slowly-decaying long-range interactions [Van+18].
An attempt to apply the methods to two-dimensional systems has been made by Saa-
datmand ez 4/. who investigated the antiferromagnetic long-range Ising model on quasi-
one-dimensional triangular six-leg cylinders of infinite length [SBM18]. In practice, this
method is not able to capture the true 2D properties. This is especially plausible for
long-range interactions which, on a cylinder, have a hard cut-off in one dimension.
In [Koz+19] we present a phase-transition scenario for the LRTFIM on such cylinder
geometries that is qualitatively different from the expected 2D behavior [FKS19].

Quantum Monte Carlo (QMC) simulations are well-established numerical meth-
ods for treating quantum many-body systems [Suz76; BSS81]. The original Monte-
Carlo methods were designed for classical problems [Krao6] and only later extended to
quantum-mechanical problems where the sampling of high-dimensional Hilbert spaces
becomes necessary. The goal of the method is to spend only a polynomial time for ob-
taining results in the exponentially growing Hilbert space [LY19]. Although being very
successful in many situations, the method is plagued by the infamous “sign problem”,
which makes it unsuitable for treating fermionic or frustrated systems, although there
are attempts to circumvent the obstacle by a clever mapping to a different formulation
of the problem or by algorithmic optimizations [LY19; HSoo]. These QMC methods
have also been applied to the LRTFIM on the triangular lattice by S. Humeniuk [Humui6).
Although QMC methods have not been used for the results presented in this thesis,
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classical Monte-Carlo methods proved very useful as an extension to the semi-analytic
methods applied to the problems studied here. These methods are discussed extensively
later in this chapter.

There are many more methods on the market, but, generally speaking, the best solu-
tion would arguably be to simply £zow or maybe guess the unitary transformation U
diagonalizing the Hamiltonian

I:Idiag =UHA0". (3.1)

As mentioned above, most of the time such an analytical solution is not available or
at least unknown. But in the spirit of such a transformation it is possible to think of
iteratively applying unitary transformations

A = 0,0,05--- (-0} 030 (52)

to rotate the basis in a way that simplifies the Hamiltonian — e. g., transforms matrix
elements to zero that are not close to the diagonal or divides it into smaller decoupled
blocks. This idea is used in this thesis and will be elaborated in more detail in the next
section.

The rest of this chapter is structured as follows. First, I continue on the notion
of unitary transformations and introduce continuous unitary transformations before
I discuss a perturbative ansatz in detail in Section 3.1.1. Afterwards, I point out the
importance of graphs in this scheme and explain white-graph expansions for general
models as an extension to the perturbative method. In Section 3.1.6, I connect the method
to the long-range model studied in this thesis, show the appearance of complex nested
infinite sums that need to be evaluated to obtain numerical results. Two methods are
discussed in Section 3.2 to overcome this hurdle: First, Wynn’s € method is discussed as
a convergence acceleration method and compared to fitting a scaling function to a finite
series of partial sums. Afterwards I introduce Monte-Carlo summation and discuss it in
detail as an improved tool to numerically evaluate the complex sums. Padé and DLog
Padé extrapolations are then presented as a method to extend the radius of convergence
for perturbative series. I illustrate the relationship and utilization of the introduced steps
in a flow diagram in Section 3.4. At the end of this chapter mean-field calculations are
presented for different lattices.

3] CONTINUOUS UNITARY TRANSFORMATIONS

A unitary transformation maps a matrix or an operator to its representation in a different
basis. Take for example an arbitrary operator A of which we want to know the eigenvalues,
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but which cannot easily be seen by looking at it. The operator can be transformed to a
different basis by mapping it to operator B

A—B:=UAU" (3.3)

with the unitary operator U. One property of unitary transformations which is especially

important for the calculation of energies is that the eigenvalues remain unchanged.

Applying a unitary transformation created from A’s eigenvectors to A itself would give
pplying ry g g

a diagonal representation where the eigenvalues appear as diagonal operator elements.

Unfortunately, the eigenvectors of a general Hamiltonian are usually unknown. But,
still, it is possible to make use of unitary transformations for calculating eigenvalues
by transforming the Hamiltonian into a basis in which it has a simpler representation,
e. g., it is block-diagonal. The challenge is to find a suitable transformation for a given
operator.

To this end, it will prove useful to split the single transformation into a succession
of multiple smaller transformations where, with each transformation, the operator
becomes more and more diagonal.

A—Ci= Oy 00, A0TOF - O, (3.4)

Beware that the single transformations U,, do not necessarily commute. Now, if we
make these single transformations infinitesimally small and let N — oo, we obtain
continuous unitary transformations (CUTs) which have first been proposed by Wegner
in 1994 [Wego4] and reviewed in 2001 [Wegor]. The idea is that the flow of infinitesimal
transformations can be created by using a generator f)(I) of the unitary transformation
which implicitly depends on the flow parameter [ € R. The transformed matrix or
operator can be controlled by this parameter and reproduces the initial operator for
I = 0 and the (block-)diagonal operator for I = co [Steg7].
Let us consider the low of Hamiltonian H

A =00HAOT(1), (3-5)

where H(0) is the untransformed Hamiltonian and for any finite [ the operator is rotated
into a new basis. Taking the derivative of Equation (3.5) with respect to the flow parameter
I gives the so-called flow equation

aut
al

dHI) _ (0UWD\ ~t 0 iy o
5 _(—al )U(I)H+HU(1)(

) =AM, AD)] . (3.6)
This defines the generator f)(I) which is anti-Hermitian, i. e.

do
n) = %U*(l) ="l (3.7)
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and implicitly depends on the flow parameter. In practice it is chosen such that it ensures
a good convergence of the Hamiltonian H(I) to the desired basis and therefore depends
on the flowing Hamiltonian. With the introduction of the generator the difficulty of
finding a suitable unitary-transformation operator U is shifted to finding an f) generating
the unitary transformation that simplifies the Hamiltonian the most. The generator
proposed by Wegner [Wego4]

ﬁ = [I:Id’I:I] (3-8)

aims to rotate the Hamiltonian such that non-diagonal elements vanish. Here, Hyis
the diagonal part of the original Hamiltonian H. However, there are some problems
with this choice: Models with degeneracies are difficult to treat because matrix elements
between degenerate or nearly degenerate states do not vanish or decay very slowly in
these cases [Wego4]. Also, many-particle interactions are generated even if they were
not present in the original Hamiltonian [Wegg4]. These newly created operators lead
to the effect that Hamiltonians loose any initial block-structure and therefore might
become even more complicated. To overcome this problem Wegner also proposed to
use only quasiparticle-conserving parts in Hy, where no complete but only a block-
diagonalization is reached [Wegg4]. The idea has also inspired others to search for and
propose different generators [Mie98; KUoo] to avoid some of the problems.

In 1998 Mielke introduced a generator conserving the initial band structure of band
matrices by taking the matrix elements hy,, of a real, symmetric Hamilton matrix H
and a sign function into account [Mie98]

Nnm = —Nmn =801 —m) Ry, . (3.9)

This approach is not only valid for band-structured Hamiltonians nor is it limited to
finite, real, or symmetric matrices or is it necessary to express the generator in quanta
of the Hamiltonian basis. We can introduce a QP-counting operator Q with eigenbasis

{In)} which fulfills

A

Qlny=nin) . (3.10)

The scalar eigenvalue n € INy represents the number of quasiparticles in state [1). In
CUTs the operator Q may, but must not necessarily be a part of the Hamiltonian H as
discussed later. If the Hamiltonian is expressed in the eigenbasis of Q the generator may
be written in the form

1= sgn(m) T (3.11)

where T}, represents the operators in the Hamiltonian changing the number of QPs

by m.
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The flow equation (3.6) can, e. g., be solved by choosing a suitable operator basis and
writing the Hamiltonian in second quantization. By evaluating the commutator in
Equation (3.6) differential equations for the coefficients of the operators are obtained.
However, this generates new many-body-interaction processes which in turn have to be
added to the initial Hamiltonian. Continuing the procedure leads to an infinite number
of differential equations as has been outlined in, e. g., [DFU]. In general it is impossible
to solve the infinite set of differential equations so some truncation scheme has to be
chosen to find a closed set.

From the initial idea of CUTs a plethora of methods has been developed, which still
carry their origin in their names. The perturbative CUT (PCUT), which is elaborated
on in the next section, was one of the first derivations that subsequently lead to the
development of enhanced PCUTs (EPCUTs) [KDU12] and directly evaluated EPCUTS
(DEEPCUTs) [KDUrz2]. Other directions which have been investigated include the graph-
theory-based graph CUT (GCUT) [YSu1] and the self-similar CUT (SCUT) [DFUii].

3.1.1  Perturbative Continuous Unitary Transformations

Each method dealing with complex enough condensed-matter problems today has to
compromise in some way. Approximations can be made in the size of the system, the
fraction of Hilbert space included in the calculations, or the perturbative order up to
which the contribution of certain parts of a Hamiltonian are considered. PCUTs which
are linked-cluster expansions (LCEs) require the Hamiltonian to be split into a diagonal
unperturbed part and a perturbation containing the non-diagonal matrix elements. The
flow equation (3.6) can then be expanded and used to apply high-order perturbation
theory. It should be pointed out that the exact result of the perturbation theory is not
independent of the method. Take, for example, an electron-phonon system in leading
order. The Frohlich transformation [Frés2] decouples phonon and electron degrees
of freedom just as a unitary transformation using the generator f) = [I:Id, ] [Wego4]
would do. However, the matrix element of the attractive electron-electron interaction
responsible for the formation of Cooper pairs [BCSs7] looks slightly different. While
both are attractive, the Frohlich approach obtains a resonant energy denominator while
itis absent in the CUT results. With an even different generator the outcome may vary
again. Due to the different treatment of virtual processes the unitary transformations
are different even in leading order [KDUr2; Wegor]. As Wegner put it in his review of
CUTs in 2001

» The permanent adjustment of the infinitesimal unitary transformation
to the Hamiltonian yields a smoother effective interaction than conven-
tional perturbation theory. « (Wegner [Wego1])
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H(l=0) Hegy = H(oc0)

Figure 3.2: An illustration of the PCUT method that maps the original Hamiltonian (left) to
a block-diagonal QP-conserving (right) Hamiltonian. Due to the rotation the new
quasiparticles (indicated with a prime) are a superposition of previous states and
therefore are sometimes called dressed.

The starting point for the PCUT method is a Hamiltonian that can be written as

HAH=Hy+AV, V= Z T . (3.12)
n=—N

It is essential that (a) the unperturbed part g has a known equidistant non-degenerate
spectrum and (b) it must be possible to write the perturbation V in above form with
Ty, creating (annihilating) | 72| energy quanta for 7 > 0 (1 < 0) where a finite upper
bound N must exist. In practice, most of the time the Hamiltonian is scaled such that
the distance between two neighboring energy levels is 1 such that

(Hy, Tyl =nT, . (3.13)

Although, in principle, this is not necessary it proves helpful for purely practical purposes
as outlined later in this section. For the Hamiltonian to be Hermitian the condition
T, = it 1, has to be fulfilled. Hy can therefore be written as a sum of the QP-counting
operator O for excitations and a constant offset.

The expansion parameter A € R should be small compared to Hj since it is handled
perturbatively, even though it can be pushed to some extend by extrapolating the per-
turbation series as discussed later. Building on these prerequisites, the PCUT maps the
original to an effective quasiparticle-conserving (i. e., block-diagonal) Hamiltonian as
illustrated in Figure 3.2. The blocks correspond to difterent i-particle Hilbert subspaces.
In general, quantities such as the ground-state energy and the dispersion can be derived
from the 0- and 1-QP blocks.
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For the flowing Hamiltonian H (1) described by Equation (3.6) the ansatz

(e, 0)
A =Hy+ Y A* Y FOGmTm (3.14)
k=1 dim(m)=k
is chosen [KUoo]. F(I; m) are real-valued functions which are determined by nonlinear
recursive differential equations derived from the flow equation. The vector m, with
m; €0,%1,...,+N is of dimension k in order k. The operator T represents a product
of annihilation and creation operators encoding all possible combinations of QP-number-
changing operators.

m=(m;, my,...mg) (3.15)

Tm = Tml ng te ka (3-16)

M(m) = Z m;. (3.17)
1

The QP- conserving operator introduced in Equation (3.11) is used as the PCUT generator
as proposed in [KUoo] and is then given by

(o]
A=Y A Y sgn(M(m) F(l;m) T, (3.18)
k=1  dim(m)=k
and consequently leads to a block-diagonal structure [KUoo]. Inserting ansatz (3.14)
and generator (3.18) in the flow equation (3.6) yields an infinite hierarchy of differential
equations for the coefficients F(I; m) which can be solved iteratively order by order. In
the end, we are not interested in the coefficients of the flowing Hamiltonian H() but
rather in the effective Hamiltonian for [ — oo

o0
Hur=Ho+ Y A¥ Y Cm)Ty, withCim) = lim F(Gm).  (3.19)
k=1  dim(m)=k I=o0
M(m)=0
The important observation is here that only operators conserving the number of quasi-
particles remain because contributions with M(m) # 0 decay for [ — oo.

The coefhicients C(m) can be calculated for any finite set of operators Tn in the original
Hamiltonian. However, apart from that, they are model-independent and need only
be calculated once. If the Hamiltonian is brought into the shape of Equation (3.12) the
coefficients can simply be looked up if they have already been calculated. Itis important to
consider that the coefficients are rescaled if the energy gap of the unperturbed spectrum
changes, which is the reason why it is usually scaled to 1.

To illustrate where the specific model becomes relevant for the method, we write out
the first terms of Equation (3.19) for n € {~2,0,2}

N . ~ 1. . 1. .
Heff:H0+T0+§T2T_2_ET_2T2+.... (3.20)
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The terms are not normal-ordered yet. A normal ordering of the expression yields
different processes, such as constants and hopping terms. The normal ordering, however,
is model-dependent so this must be done for every specific model individually.

Since PCUT is a perturbative method, the resulting matrix elements of the block-diag-
onal Hamiltonian will be a series in the perturbation parameter A. The non-degenerate
ground state energy per site is always given as a polynomial

0 0 0
ey = poqp + plqpﬂt+ pqu/lz +.... (3.21)

The 1-QP block of the effective Hamiltonian has the form

SUC

quP—E0+Z Z a (” JV+H.C.) (3.22)
i,j v,v'=0

for a lattice with Ngyc sites per unit cell, where # and j are the positions of two unit
cells with distance 8 = j — i and v, V' € [0, Ngy¢c — 1] label the respective site positions
within the unit cells. The hopping elements a;'v/ between the two lattice sites at (i, V)
and (j, V') are in general complex numbers.

To exploit the translational invariance of the lattice, we can introduce the Fourier
transformation

@)

1 ikj 7t
=— Z e"p Z (3.23)
VNs % kv VN %
with N € IN lattice sites and the quasimomentum k € R in dimension d. Taking
the bulk limit Ny — oo the momentum k becomes continuous. The effective 1-QP

Hamiltonian in the new basis can be written as

AF=E +Zb Qib, = E +ZZwV Vby by, (3.24)

k v,v'

with Qp being a self-adjoint Ngyc x Nsyc matrix with matrix elements w%’vr € C.The
individual matrix elements describe a hopping with wave vector k from site v to v/
between unit cells.

To obtain the energy eigenvalues of the one-QP Hamiltonian Q needs to be diag-
onalized first, which is analytically possible for small unit cells or by using additional
symmetries of the system.

The minimum of the eigenvalues w;; of Q. defines the 1-QP energy gap

A:=minw} .
i k- (3.25)
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For lattices with a single site per unit cell Q is a 1 x 1 matrix where the eigenvalue
wi € R is a scalar function of k. Taking the 1D chain as the easiest example one would

simply get

Wi =ag+2 Z ascos(ko) . (3.26)
6>0

In this thesis we have calculated the energy gap for several lattice structures as a series

rlnﬂx
ANV =1+ prA =1+ piA+peA® +-+ py, AT (3.27)

r=1

in the perturbation parameter A € R up to order 7,y € IN.

3.1.2  High-field limit

To study the Ising Hamiltonian introduced in Chapter 2 with PCUT calculations in
the limit of high magnetic fields we need to write the Hamiltonian in the form of
Equation (3.12). Therefore, we apply the same transformation to a quasiparticle picture
introduced in Equation (2.22) to obtain the Hamiltonian analogously to the nearest-
neighbor case (cf. Equation (2.24))

I:ILRTFIM — H(I)J(TFIM FAVIRTEM - b A= ﬁ (3.28)

and
B = e S (:29)
Ay i (B1B By by 4 5,5]) (3:30)

where each pair of spins (i, j) is only counted once in the sum. The unperturbed part is
given by the field term while the long-range Ising interactions are added perturbatively
with the perturbation parameter A = J/2h. The Hamiltonian was divided by 2/ such
that all energies are measured relative to the strength of the magnetic field and, as already
discussed, the unperturbed Hamiltonian has an equidistant spectrum with difference 1
between two neighboring energy levels.

3.1.3  Linked-cluster expansion

The PCUT matrix elements for a specific model are calculated on finite graphs. However,
they are valid in the bulk limit because of the linked-cluster theorem [Bruss; Dus+10].
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This is a direct consequence of the fact that the method is based on unitary transforma-
tions, which keep the linked-cluster property valid.

Inserting the generator and the Hamiltonian in the flow equation one obtains differ-
ential equations containing commutator relations of operators Ty While the flowing
T, (1) contain an infinite number of operators, they can still be solved by a perturbative
expansion as discussed above. If the T, are defined as a sum over local operators, acting on
a finite number of neighboring sites, the commutators vanish if the contained operators
act on far-apart sites not connected by the operators [Dus+10]. Below, when discussing
the white-graph expansion, we will see that it is possible to apply the PCUT approach
even if the perturbation acts on sites with any distance. As a result, the advantage of the
linked-cluster property that allows the calculation of quantities in the bulk limit (a limit
especially interesting for long-range interactions) can still be maintained.

3.1.4  Graphs

PCUT calculations are most efficiently done on small clusters of spins to make the best use
of the available computing resources. This is possible due to the linked-cluster property
discussed above. Here, a very brief overview of the meaning of graphs within this context
is given to find a common language which then can be used in the thesis.

Graphs consist of vertices which can be connected to other vertices via edges. The ver-
tices can be identified with a spin-1/2 located on a site. An edge represents an interaction
of two spins, or rather an operator acting on two spins. Remembering the linked-cluster
property discussed in the section before, it becomes clear that only connected graphs'
contribute to the calculations.

The undirected graphs we use here can be uniquely identified by the adjacency number
which we use as a canonical labeling for a graph. To this end, the single vertices are labeled
with numbers starting from 0 to Nyere — 1, where Nyere € IN is the total number of vertices
of a graph. The graph can then be represented by an adjacency matrix Ag with matrix
elements

@ 1, if vertex labeled m is connected to vertex n
A = (3-31)
0, otherwise.

As the matrix of the undirected graph is symmetric and the diagonal elements are irrel-
evant — because vertices connected to themselves are not considered here — the upper
triangular matrix contains all relevant information. We use this to derive a number by
interpreting the Os and 1s row-by-row as a binary number. This number is by no means
unique for a single graph, because a permutation of the vertices’ labels also changes the

1 A graph is called connected if a path between any two vertices can be found.
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adjacency matrix and consequently the derived number. Both graphs are isomorphic
and therefore have, €. g., the same characteristic polynomial, eigenvalues, and determi-
nant. Nevertheless, there is one number that stands out from the others, which we I to
represent the graph: I call the maximum of the permutations adjacency number ag and
use it to identify the graph .

The reason to select a single representative number is mainly given due to another
property which becomes apparent when reshuffling the labels: There may be different
permutations of labels which yield the same adjacency number. This is a direct conse-
quence of the graph’s symmetry and can be used in the embedding process of the PCUT
results as discussed later.

The degree (number of connected edges) of any vertex can be easily calculated by
summing over the respective row or column of the adjacency matrix.

To get a more illustrative picture let us simply look at an exemplary graph %gp. In
Figure 3.3 the graph with 4 vertices is shown. A random labeling would most probably
not result in the maximum adjacency number. A permutation of the vertices’ labels
shows that the maximum number used for identifying the graph can be reached in two
different ways, representing the graph’s mirror symmetry about the horizontal.

(L)
1 01 ™~ 111
0—©
1 11 9/ 1 10
0 1 0 1 1 0
(0] (2)
~So_—o |1 1 0 SNo_e 1 0 0
o o
0b101110 ag,, =0b111100
(a) randomly labeled  (b) adjacency matrix  (c) symmetric graphs ; ;
graph %o & number for (a) w/ max. adjacency @ 331 a;;e;fyagjljzgce;
number

number

Figure 3.3: Illustration of the adjacency-matrix and adjacency-number construction for a four-
vertex graph. The randomly labeled graph (a) can be represented by the adjacency
matrix in (b). Matrix elements aﬁ, n are set to 1 if there is an edge in between the sites
labeled m and n. The adjacency number is derived by interpreting the rows of the
matrix as a binary number. (c) For a labeling maximizing the adjacency number of
the graph there are two possibilities that result in the same adjacency matrix (d). This
is a consequence of the graph’s mirror symmetry about the horizontal.

3.1.4.1 Generating graphs

Depending on the investigated model only a subset of all possible graphs is relevant and
needs to be constructed.
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Figure 3.4: Iterative scheme for generating graphs. Starting from the simplest two-vertex graph
shown on the left, in each step a new edge is added to any vertex or between vertices
without a connecting edge. Already created isomorphic graphs are discarded, such as
the second graph created in the first step.

E.g., for nearest-neighbor interactions the lattice geometry plays an important role:
On asquare lattice it is not possible to fit a graph containing loops with an odd number of
vertices like a triangle. For different lattice structures different criteria result. Furthermore,
in order k only graphs with up to k edges can contribute for a two-vertex interaction
because each edge represents one or multiple applications of the perturbation operator.

For long-range interactions the lattice geometry does not matter in this context. Any
graph can be embedded into the lattice because each spin interacts with any other spin,
therefore realizing all possible clusters. In order 10 there are 3390 graphs while in order
11 this already leads to 11461 graphs.

The practical generation is done in the following way: Starting from the smallest
graph® with two vertices connected via an edge, a vertex is attached to each existing site,
resulting in two new graphs. For the new graphs the adjacency number is computed and
compared to a list of existing graphs. If the graph is not already in the list it is added,
otherwise it is discarded. In the next step, again, new vertices are added with an edge
connecting them to an already existing vertex. A second possibility is to add a new edge
between previously unconnected vertices. This iterative scheme: adding new edges or
vertices, calculating the graph numbers, and building a list of topologically distinct
graphs is used to generate all relevant graphs order by order up to a given maximum
order (cf. Figure 3.4). An overview of all graphs up to order 4 can be found in Figure C.1
in Section C.1.

The details of calculation of the adjacency number are given in Section C.1. During
the calculation the number of symmetric labelings yielding the same adjacency number
is counted. The number of labelings becomes important in the embedding of the graph
results into the lattice to prevent an overcounting of contributions (see Section 3.2.2).

2 The two-vertex graph with a single edge is the only graph in order 1.
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3.1.5  White-graph expansion

The idea of white-graph expansions was first presented by K. Coester and K. P. Schmidt
in 2015 [CS1s]. It can be seen as an extension of the original PCUT method: In the original
implementation, for models with multiple different link types (“colors”), calculations on
graphs where at least one link type differs from previous calculations need to be repeated.
This becomes more and more inefficient if the number of link types in the model
increases because the number of graphs that need to be considered grows exponentially.

To circumvent this problem, the interaction strength can be kept variable by using a
distinct perturbation parameter for each bond. Ignoring the link colors for the topolog-
ical classification of graphs significantly reduced the complexity, although a bit more
bookkeeping during the calculation is necessary [CSis]. The result is a power series of
multiple parameters in the PCUT matrix elements. These results are general for a given
Hamiltonian structure and completely independent of the underlying lattice structure.
Only after the PCUT calculation is done, the results need to be embedded in the respec-
tive lattice by adding up all contributions for all possible embeddings of a given graph to
obtain the series for the original model and lattice. The procedure is explained in more
detail in the following sections using the LRTFIM as an example.

One limitation of the idea is that the scheme is only applicable if the value of the
different interaction types differs. The important point is that the operarors must be
identical. For different interactions with different operators, the calculations still need
to be done on multiple graphs. Coester and Schmidt present the idea for a model with
three different couplings J 1, J|, and Jin, on a lattice of coupled spin ladders [CSis]. The
idea can also be applied to disordered systems where interaction strengths are randomly
distributed [HWS18] and long-range systems [FS16; FKS19; Koz+19] as is shown in this
thesis.

3.1.6  Embedding the PCUT results: Application to a long-range model

Embedding the PCUT results can be best understood with an example. Here, I show the
embedding of a selected matrix element of the LRTFIM on a one-dimensional chain. To
this end, let us consider graph %o shown in Figure 3.3 again. The matrix element of the
0-QP element is given by

. 5 5 9 5
(0000]g,, V10000)c,, = gﬂtgﬂmg + gamag - anmgas + gaoamg (3.32)
in order 5. The result also contains contributions from subgraphs, which can be eas-

ily identified by looking at the perturbation parameters of each summand. If not all
edges are touched such as, e. g, in %Agﬂllﬂlg which misses A», this contribution is al-
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ready contained in a different graph. Removing all subgraph contributions the relevant
contribution becomes
Hg O = oM s 639
By looking at the multiplicity of the perturbation parameters A, we can see that
each edge of the graph is touched exactly once, except for the edge with parameter A5,
connecting vertices 0 and 3 in canonical labeling. The perturbation parameters contain
the algebraic decay of the interaction and depend on the distance of the connected lattice
sites. It is possible to fit the graph onto the one-dimensional lattice in infinitely many
ways by varying the positions of the graph’s vertices. Naively, we simply need to sum
over all these possibilities to obtain the total contribution of the graph to the final result.

__15 Z Z Z Z iy — ol %lia— ol “liz—iol **liz—i11™% . (3.34)

l()——OO l]——OO 12——00 l3——00

However, doing this summation, we would double-count each configuration because
swapping sites i and iy the embedding on the lattice looks exactly the same (see again
Figure 3.3). To account for this two-fold symmetry of graph % it is necessary to add a
factor %

o0 o0 o0

o0
———/15 YooY Y Y lin—idol™liz = ol ™ lis — iol ¥ liz —ia |

l():—OO 11:—00 12:—00 l3——OO

(3.35)
= hm —GN)L5 Z Z Z lin| ™% i2l ™ lig| 2 lip — i1 7* . (3-36)

l =—00 12:—00 l3——OO

We used the translational invariance of the expression to get rid of one sum by setting
ip = 0. Effectively, it is summed over all distances between vertices connected via an edge
with the starting vertex fixed in the origin. Dividing the expression by N, we obtain the
contribution of graph % to the ground-state energy per site

60,%0_——/15 Z Z Z IR A e 7 Y (3:37)

112—00 lz——OO 13——00

The same concept can then be applied to different QP sectors, always yielding nested
sums as the one above. The sums become more and more complex in higher orders. The
larger amount of vertices in the maximally sized graphs immediately leads to a higher
dimension of the nested sum. Additionally, one needs to consider the lattice dimension:
For a two-dimensional, e. g., square lattice, the dimension of each expression is doubled,
because for each vertex a summation in two directions needs to be done.
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For long-range models the translational invariance can be exploited to diagonalize the
1-QP block of the Hamiltonian by Fourier-transforming the expression. This results in a
cosine expressions within the nested sum for a lattice with a single site per unit cell and
exponential expressions for lattices with multiple sites per unit cell.

For non-translational-invariant models, e. g., if disorder is present, the complete 1-QP

block of the matrix needs to be diagonalized. For these systems only finite lattices can be
studied [HWS18].

3.2 COMPUTATION OF NESTED INFINITE SUMS

The embedding scheme introduced with the White-Graph Expansion [CSis] and applied
to long-range interactions gives rise to matrix elements in the form of nested infinite
sums as discussed before. From these matrix elements an analytically exact expression for
the 1-QP gap can be derived up to a given order. However, the infinite sums, now present
in the coefficients of the energy gap’s series, while exact, still remain to be evaluated. This
is not an easy task and there is no obvious way to tackle the problem.

Iimplemented and compared several schemes for a calculation of these sums. In this
section I give an overview of these methods and motivate which one turned out to be
best suited for my specific needs.

3.2.1 Exact solutions

For low-dimensional nested sums there are some analytic expressions for their numerical
values known (cf. [Bori3]). This allows expressing the ground-state energy and 1-QP gap
of the ferro- and antiferromagnetic 1D Ising chain up to second order exactly. For the
2D Ising model on a square lattice the first order of these expressions can be expressed
analytically. The results are shown in a later chapter. The calculation of higher-order

terms and terms on higher-dimensional lattices need to be done by numerical algorithms.

3.2.2 The structure of the nested sums

Let us have a look at the general structure of the nested sums. In Section 3.1.6 an example
for the contribution to the 0-QP coefficient of Graph %o was derived. The sums become
even more involved when non-local hopping terms in the 1-QP sector are studied. In
general the sums for a hopping from i to j on graph ¢ can be written in the form

hid = )3 £, (3.38)

59



60

METHODS

00—@3 00—@2

VAV

1@ @3
(gso (gSI

Figure 3.5: Illustration of graph ¥5; and %o with a canonical labeling.

where the sum runs over all configurations ¢ = {iy, ..., in,-1} with non-overlapping
vertices obtained by placing the N vertices of graph ¢ on a given lattice. The function
over which the summation takes place is given as

Pjoy._ -1 4.p
g (0):=35y Zci,j
p

l

where the product over []g is taken over all links £ = & — T with & and T being vertices
belonging to an edge in graph ¢¢. The function g"»¢ = |§ — 7| 7% with exponent
1np,¢ € IN being the number of times the operator represented by the edge has been used

in the PCUT calculation. C;glp € C is the pth-order contribution to the matrix element
from the PCUT calculation (,'{)r a hopping from the vertex labeled # to vertex j and s is
the graph’s symmetry number used to prevent overcounting due to a symmetrical graph
embedding. For each graph and hopping element multiple contributions with different
sets of exponents 1g,, can contribute which makes the sum over p necessary.

As an example, consider the hopping from vertex 0 to vertex 1 in canonical labeling
of graph 95 (see Figure 3.5) in order 5 in the embedded form

9 aie —are s —ars s .
hgf)'(’ﬂ:—ﬁ/l‘r’z S S i 7 i iy~ i | lis— 2]~ exp(~ikiy) (3.40)
iy i i3

where the prime at the sums indicates that 0 and all other configurations with overlapping
vertices are excluded. Comparing the sum to the general form of Equation (3.38), we see
that the sum over p gives only a single contribution with the element Ci(‘jsill’o =-9/16
while the graph supports sg,, = 8 symmetric labellings. The structure of the lattice
is undetermined in the expression, so the sums run over all lattice sites, while k is the
quasimomentum after Fourier transformation. For a lattice with a single spin per unit
cell the hopping term could be combined with the inverse hopping element h(gs),bo
such that in the sum of both the exponentials can be reduced to a cosine. For lattices
with larger unit cells where the Fourier transformation does not diagonalize the 1-QP
block, both are separate matrix elements and therefore need to be computed separately.

Both matrix elements which have been presented up to now are representative of the
nested sums (cf. Equations (3.33) and (3.40)). The sums run over lattice sites in a way that
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no two vertices overlap. Each of the perturbation parameters, which are equivalent to
the graph’s edges, transforms into a long-range term with algebraic decay. The non-local
hopping matrix elements show an exponential dependency on the quasi momentum
and the hopping distance.

For terms with no k dependence the sums are geometric series which diverge for
@ < d in dimension d. This is always the case for the ground-state energy and local
hopping terms in the 1-QP sector. Non-local 1-QP matrix elements with an exponential
dependency do not have this limitation on a. For k = (,...,m) T the sum gets an
alternating sign and should converge for a > 0.

There is (to my knowledge) no generic analytical solution to such a sum?. However,
we know that the single terms of the sum get smaller with the distance between the
vertices. Therefore, as a first step, we can have a look at the convergence behavior of the
partial sums.

3.2.3  Convergence analysis of partial nested multi sums

As we presented in [FS16], as a first approximation to the correct value of the nested
sums, we start summing from the smallest vertex distances because the summand are
largest there. Since it is impossible to add up all infinite terms we stop the summation at
a finite value A" In 1D the sum over all configurations a as defined in Equation (3.38)
becomes

. JVI JVI JV, .
i i
hgly= 3 X = Y f4'0, (3-41)
i1:7:/‘/ i2:7:/‘/ iN(g_lzfdy

where the primed sum excludes overlapping vertices. I omit the index for the PCUT
order here to keep the notation more readable but the reader should be aware that the
coefficients need to be calculated for each order separately. For higher dimensions the
same principle holds but additional coordinates would need to be added. In practice, it

is inconvenient to compute the sum for every matrix element on every possible graph.

Therefore, I cluster the calculations of all matrix elements for all graphs with the same
number of vertices. This directly implies that the number of nested sums is the same
and the expression can be written as

ing-1iNg-1
N . i>]
SNg'_Z Z Z h(g,m’ (3~42)
9 i=iy j=ip

For orders 1 and 2 the sums are less involved and can be calculated analytically for the TFIM with long-range
interactions in one dimension. This is shown in a later chapter.
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where the sum Y ¢ runs over the contributions of all graphs with Ng vertices. Taking
the sum of all partial sums for the contributing graph sizes

p =Y S (3-43)
Ng

allows to extrapolate the value of the series coefficients p; in the A — oo limit as
discussed in the next sections.

For the study of second-order phase transitions, the 1-QP gap is an important quantity
which allows the extraction of the critical point and the critical exponent zv. To compute
the quantity directly, the ground-state energy can be subtracted from the diagonal (local)
1-QP matrix elements.

55 2 C (e g () expl ik G~ D] fori # j
S(;I 2p C;‘iﬁp (TTe g™ (€)) - S;gl 2p Céi’lf (T g™ (@), fori=j.
(3.44)

£ (0=

In the following, first, I show the possibility of extrapolating the finite sums using the
Wynn algorithm [Wyns6]. Second, the finite sums are analyzed with a proper scaling
function to obtain the approximate sum value in the A" — oo limit. Both is presented
for the 1D Ising chain for both, a ferro- and an antiferromagnetic interaction, while it
has proven to provide an insufficient accuracy for higher-dimensional systems. Also for
small values of & the Markov-chain Monte Carlo method discussed later in this chapter
proved to be a superior approach.

We found that the finite sums of the gap for a ferromagnetic interaction located
at momentum k = 0 converges monotonously against the final value, while the sums
for an antiferromagnetic interaction which is located at k = 7 fluctuate around the
final value after a threshold value of .A". Consequently, the convergence of the series
coefficients p; for the antiferromagnetic interaction converges much better than those
of the ferromagnetic interaction.

3.2.3.1  Wynn'’s € method

The £ method first introduced 1956 by Peter Wynn [Wyns6] is a method for convergence
acceleration of slowly converging sums. With partial sums S, the iterative algorithm is
given as

1
ek(Sn+1) —€x(Sp)
with Eo(Sn) = Sn and 8_1(Sn) =0.

Ex+1(Sn) = €5-1(Spv1) + (3-45)
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For an extrapolation of the series coefficients, we consider a monotonically converging
series of data points which is realized by using only every second point of the antifer-
romagnetic series of partial sums p‘r/V , with A € [1, Mpax] [FS16]. The extrapolations
are done by starting from a small subset of partial sums (p}, s p‘r/V ), increasing A
up to the maximum available boundary A/, to obtain a set of extrapolations with
an increasing data base. This allows us to check the convergence of the extrapolation
in the following way: Initially the extrapolation of subsets show a wildly fluctuating
behavior. This is most probable due to the complexity of the extrapolated sum which
consists of a large amount of contributions from many hopping elements of various
graphs. With increasing A the contributions of certain graphs become dominant as
discussed in the next section and the fluctuations get smaller. To obtain a prediction
for the series coefficient we average over the extrapolated values where the fluctuations
settle and estimate the remaining error by calculating their standard deviation.

3.2.3.2  Deriving scaling functions for the extrapolation of partial sums

In the previous section we already introduced an extrapolation scheme for the truncated
infinite sums to approximate the correct value for A — co. Now we discuss a systematic
scaling behavior with A" for the coefficients p, which are a sum of all contributions
from many difterently behaving nested infinite sums, like we presented in [FS16]. Indeed,
we find a scaling which is similar to a product of Riemann zeta functions, but different
for a ferromagnetic and an antiferromagnetic interaction. This scaling can be applied
to the numerical data of truncated sum values p;/" to extract a comparison value to
the Wynn extrapolation. We even find this scheme to give better results than the Wynn
extrapolation although we will see later on that the introduction of Markov-chain Monte
Carlo techniques does improve the result.

We divide the section into a part discussing the derivation of the scaling function for
a ferromagnetic and an antiferromagnetic interaction.

Ferromagnetic case.  The 1-QP gap for a ferromagnetic interaction is located at momen-
tum k = 0. Inserting this value in the exponential in Equation (3.39) we find that the
summands for single matrix elements have no alternating signs anymore. As a result,
the total sum of all contributions for the partial sums of each p; shows a monotonic
convergence.

First, let us consider a single partial harmonic sum

&1
Y 5@ (3-46)
6=1
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By definition, for .4 — oo the sum converges to the Riemann zeta function. To study
the asymptotics of the partial sum, we study the difference to the exact result

x 1 21

Y —={@-Y —. (3.47)

a a
S=N+1 g =1 g

Approximating the remainder sum by an integral, for large .4 the equation becomes

46 — =

N1 09 —a+1 —a+1 "’

oo 1 (JV+1)_a+l ,/V_OH'I
f ~ (3.48)

For the moment, let us assume a nested sum with summands of independent summation
indices such that they factorize into a product of harmonic sums

21 A | N
(512::1 W) (5;152_0‘).“(5,,,2:1 m) ' (3-49)

for a product over m edges. Using the scaling { (a) + ‘/_Va_—fll derived in Equation (3.48),
the product’s leading term reads
—a+l
m —
(@) +ml(a) o +.... (3.50)

The important thing to notice is that the scaling exponent (1 — @) is independent of the
number of sums 7. A sum of difterently sized nested sums is therefore expected to show
the same scaling behavior. In practice, the series coeflicients p, do not consist purely
of sums that can be factorized in this way. However, several contributions can indeed
be rewritten in the form of Equation (3.49). Additionally, the chain graph which has
the largest number of sums for a given order can always be decomposed in such a way.
Numerically, we find a good agreement of the function with our data confirming the
approach’s validity as shown below.

Antiferromagnetic case.  Setting the momentum k to the gap location k = 7, the nested
sums become alternating* and consequently show a different scaling behavior than in
the ferromagnetic case. Again, we start from a single, although in this case alternating,
partial sum

N 5 1
Y (-1)°—. (3.51)

a
=1 4

Compare, €. g., to the matrix element in Equation (3.40) which, in combination with its inverse hopping,
yields a cosine in the summand.



3.2 COMPUTATION OF NESTED INFINITE SUMS

In the limit A" — oo the value is known to be (@) := —27% (2% — 2) { (a) which we use
to determine the leading asymptotics for large A" by considering the remainder as the
difference
o 1 X 1
Y ) —=t@-Y (-1 . (3.52)
S= A +1 6% 51 6%

The alternating sum can be transformed into a monotonically converging sum by com-
bining the even positive and the odd negative elements

X 1 X 1 1
L ( - ) , .
5:§+1( ) 6“ 5:§+1 (26)“ (26 - l)a (3 53)

where A is assumed to be even. For large enough A it is reasonable to approximate the
second term of the summand by the Taylor series expansion

25-1)%~ (26)‘“(1+%+...) (3.54)

so we can take the sum over a/(20). After replacing the sum by an integral the scaling
behavior

© sa __ (F)" e
ds =— R N .
szy+l (25)a+1 a 2a+1 2 (3 SS)

is obtained. For a product of m independent sums the leading scaling behavior is given

by
f(a)’"—mgé(a) N+, (3.56)

as was already discussed for a ferromagnetic interaction. The scaling exponent is again
independent of the number of graph edges m of all contributions to the coefficient p,
if they have independent summations. We also checked numerically that for large A
the scaling is valid for the series coefficients p,. Exemplary results of the scaling is shown
together with Wynn extrapolations in the next section.

3.2.3.3  Demonstration of Wynn extrapolation and scaling

Here, we compare the extrapolation and scaling schemes for the series coeflicients p;
discussed above for several exemplary series coefficients for & = 1.5. For a fixed order r the
contributions of all matrix elements for the graphs with all possible number of vertices
are summed up to an upper boundary 4. These partial sums p;", shown as green circles
in Figure 3.6 are grouped to subsets and Wynn-extrapolated as discussed above. The

6s
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Wynn extrapolations are shown as yellow crosses while an average of the extrapolations is
illustrated by a dashed black line together with its standard deviation in gray. For large A
the bare partial sums are expected to show a linear behavior when plotted against A%
(N~ D) foran antiferromagnetic (ferromagnetic) interaction. Figure 3.6 clearly shows
the expected behavior. The scaling is used to estimate the value of p; in the &/ — oo
limit by fitting a line through the two partial sums with the highest maximum boundary
p}”‘““" and p}/v‘““_l. For most of the coefficients both approaches are in good agreement.
Due to the fluctuations in the Wynn extrapolation and considering the curvature of the
partial sums the scaling seems to work slightly better.

3.2.4  Monte-Carlo sampling

The sums we want to evaluate are high-dimensional since with increasing perturbation
order the maximum number of vertices in a graph increases as well. For each vertex a sum
over all lattice positions must be introduced into the expression. For example, in order
eight there are contributions of a graph with nine sites which, for a two-dimensional
lattice, corresponds to a summation in 18 dimensions! Solving these high-dimensional
sums numerically is not trivial. The algorithms which have been described previously
failed to converge well-enough for such cases, so we decided to apply the method of

Monte Carlo (MC) summations. With doing so we coincidentally follow the opinion of
A. Sokal:

» Monte Carlo is an extremely bad method; it should be used only when
all alternative methods are worse. « (Sokal [Sokg7])

The term Monte-Carlo summation is used analogously to “Monte-Carlo integration”,
which describes the numerical integration using random numbers. Since we are con-
cerned with sums over discrete numbers instead of continuous variables, I emphasize
this fact by explicitly speaking of summations although the main idea is the same:

Instead of evaluating the integrand on a regular grid during the numerical integra-
tion [Pre+o07], Monte-Carlo techniques use a randomly sampled grid. The idea is that
more important parts of an integral are sampled in higher detail than other partsin a
statistical, non-deterministic fashion. We know that Monte-Carlo methods scale well
with dimension since the standard error of the mean, which convergences to the exact
integral value, decreases as 1/vN with the number of samples N independent of the
dimension [Pre+o7]. Therefore, they are especially well suited for the evaluation of our
high-dimensional nested sums.

Let me shortly summarize the idea of Monte-Carlo summation before providing
more details on the specific problem at hand including the resulting difficulties and our
solutions. A nice introduction to and overview over Monte-Carlo methods can be found
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Figure 3.6: A comparison of the Wynn extrapolation values (yellow crosses) and the scaling
(green line) of partial sums (green circles) for the series coefficient p;¥ for the ferro-
(k = 0) and antiferromagnetic (k = ) interaction . The Wynn extrapolation average
over values starting from minimal boundary Ay, min (indicated by a vertical black
line up to Anay) is shown as a black dashed line with the standard deviation in gray.
For higher orders it becomes computationally challenging to push the maximum
boundary of the partial sums.
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in Werner Krauth’s book titled “Statistical Mechanics: Algorithms and Computations”
[Krao6]. An illustrative example for a Monte-Carlo integration, taken from above book,
is the task of finding the value of 7. Imagine a circle within a square (Figure 3.7). The
square has such a size that pebbles can be randomly thrown inside the square. Afterwards
the number of pebbles that end up within the circle are counted and compared to the
total number of thrown pebbles. You find that that the ratio approaches 7/4 for an
increasing number of thrown pebbles.
In general, there are two basic concepts of obtaining sam- "
ples (i. e., a set of random positions): Direct sampling and / .
[ ]

Markov-chain sampling. Both can be understood by the peb-

ble-throwing example: The method described above is called °
direct sampling because each new pebble position is chosen ® ° o
independently of the previous positions. In our example this

[ ]

works as long as the square’s area is small enough to reach

all possible positions with a single throw of a pebble. How-  Figure 3.7: Randomly sam-
ever, if you can’t cover the complete area you may switch to a pled circle.
different approach that is called Markov-chain sampling.

Imagine you throw a pebble into the square. Now, from that position you pick
up the pebble, rotate about a random angle and throw the pebble again. This way
you are also able to sample the complete area of the square. One immediately visible
difference to direct sampling is in the correlation time. While for the direct approach each
throw is independent of the previous throws and the correlation time is therefore zero,
performing a Markov-chain sampling means taking a new sample based on the current
state of the system. This dependence of newly created samples on the previous ones
obviously increases the correlation time! Note, that a new configuration in a Markov
chain only depends on the information of the previous step. Earlier configurations do
not factor in the probability of generating a new configuration.

In the following I will introduce some nomenclature for the MC summation as well
as the final design choices used for the algorithm in this thesis. In the Appendix I will
elaborate more on approaches which did not work, one, for the sake of completeness
and two, to prevent others from taking the same route and failing again.

3.2.4.1  General setup of the Metropolis-Hastings Markov-Chain Monte Carlo summa-
tion

The nested infinite sums run over all positions on a given lattice for each vertex of a given
graph. A single configuration, meaning a single set of lattice positions of all Neg vertices
Sy, V€ [0, Ng — 1] of a graph ¢ is denoted by

c=1{s,} (3.57)
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in the following. For this general introduction, the summand which in our case results
from the PCUT calculation is called A, (¢) and contains contributions of all graphs
with the same number of vertices in a given order. For clarity, an index for the order is
omitted in the notation in this section. Using this nomenclature, the total sum is thus
written as

SN(g ZZhNg(C) . (3.58)

We can rewrite the sum as an average

Z 7(c) hn, (c) >
S = ——h =/( — .

No =2 7 e(©) < 20 /. (3:59)
by introducing a convenient probability distribution 71 (c) and the associated partition
function

Z=) ). (3.60)
c

The fraction 7(c)/ Z expresses the probability for configuration c in the expected value.
To get rid of the unknown value of the partition function Z it is possible to introduce a
reference sum

K, (©)
She = 2 b, (0) = Z< ALl > , (3.61)

7(c)

with a reference function h?\[rg (c) and the same 7(c). The reference function and there-
fore the reference sum can, in principle, be chosen arbitrarily but it should have a
considerable contribution’ and a similar asymptotic form as hp, (c). Also, the value
553; of the reference sum should be known analytically to prevent the introduction
of unnecessary additional errors in the calculation. Using the reference sum (3.61), the
partition function can be eliminated from Equation (3.59)

hg (€)
S =7 hng(©)\ < 7(c) >,, gref
Ny = n(c) /, - h?\,{q () Ny *
7(c) .

Both expected values are calculated in the same loop in the MC sampling and converge to
their respective exact result. The difficult problem of calculating the high-dimensional
sums has been shifted to a sampling of configurations. What is still missing are two

(3.62)

This means that most configurations ¢ of the configuration space should give a value in the reference
function.

69



70

METHODS

things: The exact form of the reference sum for the MC calculations of the LRTFIM
is discussed in the next section. Afterwards the generation of samples, i. e., of vertex
positions on the lattice, is discussed in Section 3.2.4.3. But before finishing this section,
let us introduce the Metropolis-Hastings Markov Chain which will be important for
the sampling and used in our calculations.

During the sampling new configurations are proposed in each step using the gen-
eralized Metropolis-Hastings Markov-chain Monte Carlo (MCMC) method [Met+s3;
Hasyo]. The vertices can be seen as random walkers moving randomly around the lattice
while configurations with a higher contribution to the target sum are assigned higher
probabilities. If the current configuration of the system is called @ and configuration b is
anewly proposed state, the acceptance probability of the new configuration is given as

nb) o (b— a)
"da—b) 7nla)

The function «/(a — b) describes the a-prioriprobability to propose a move from
configuration a to b («/ (b — a) is the probability of the inverse move) while 7(c) is
the weight of state ¢. The chosen acceptance probability fulfills the detailed balance
condition which requires each transition @ — b to be reversible for each pair of states a
and b [Has7o].

This setup describes the general summation scheme. For the practical application to

(3.63)

Pacc = min |1

a concrete problem we need to define two things: We need to choose an appropriate,
analytically solvable reference sum and we need to define the Markov-chain moves for
the graph vertices.

3.2.4.2  Reference sum

For the Monte-Carlo summation it is necessary to know the value of the reference sum
as exactly as possible. The value of the target sum is then calculated with respect to the
known reference sum. We can again use the very illustrative example of sampling 7 by
throwing pebbles into a circle: Here the area of the square represents the value of the
reference integral. The ratio of the number of pebbles that land within the circle to
those that land within the square is calculated during the sampling. Knowing the ratio
and the reference size of the square then allows the extraction of the value of 7.

The analytic knowledge of the reference sum is not the only important property.
When sampling the state space the number of hits should be as high as possible. If only
every billionth random configuration has a nonzero value in the reference sum the total
number of samples must be extremely high to give a meaningful result. We choose a
reference summand which has a similar asymptotics as the summand of the target sum

0 Nyg—2 ~
By, ap© = [T Isve1 =877, (3.64)
v=0
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for the 1D chain, where s, are the positions of the ordered vertices, such that s, < sy41.

In 1D this sum can be evaluated analytically
rele Z h N, ID(C) (365)

=Ngl- ) Y - ) lso—sil™?

$0<$81 $1<$82 SNg—l<SN(g—2

51— 82l 7P+ sng—1 — Sn—2| ° (3.66)

Z Z Z 16117P 16217+~ |6 Ny | * (3.67)
01=16,=1 6

= Ng!- ()M, (3.68)

For the other lattices we use as a reference sum

Ny-2 d

h?vg(c) = H 1_[ (1 + |Sv+1,i - sv,i|)_p . (3-69)
v=0 i=1

The products run over all d components of the ordered distances of all vertex positions s,
in configuration c. By taking only edges (sy, Sv+1), v € [0, N — 2] of a given vertex order
into account, the reference summand differs from the summand of the target integral
where contributions of a large amount of different graphs and hopping elements factor
in. This approximation is a compromise which is fast in the computational evaluation
time and where the decoupling of the dimensions allows an analytical evaluation of the
sum

sief Zh (© = [@¢(p) - 1] N~ (3.70)

while still providing the algebraically decaying asymptotics.

Another difference to the target sum is that configurations with overlapping vertices
are explicitly allowed in the sum, such that every configuration contributes to the target
integral. This gives the required high count in this sum state during sampling. The
reference integral can be used in any dimension d and the parameter p € R is a free
parameter which can be tuned to improve the convergence of the MCMC summation.

3.2.4.3  The sampling scheme

For a sampling of the configuration space we use a Markov chain where the vertices are
moved from their current position to new positions in a new configuration if the move
is accepted according to the Metropolis-Hastings acceptance probability introduced in
Equation (3.63). Sampling the configuration space should provide two things: On the
one hand, each state must be reachable and a large part of the configuration space should
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Figure 3.8: Illustration of a rift move. First, a vertex is randomly selected and the original difference
to its neighbor vertex r“'" calculated. Second a new difference vector is calculated by
drawing the elements of vector "V from a {-distribution and the move is accepted

rift ¢ ~curr

with probability pics(c

randomly chosen just to visualize the graph.

— ¢"*"). Edges between the vertices in this figure are

be touched by the Markov chain. Therefore, it should be possible to have steps in the
chain which allow for large movements of vertices on the infinite lattice. On the other
hand, a fast convergence of the result requires spending more time in configurations
that contribute stronger to the final integral (i. e., configurations where vertices are close
to each other due to the summand being algebraically decaying with vertex distances).
Here, a weighting of the proposed steps by their size proved helpful. At the same time,
it is necessary to ensure a high acceptance rate: If a lot of proposed moves are rejected
the system remains in the same configuration for a long time which obviously leads to a
bad coverage of the configuration space. These considerations directly factor into the
choice of two different kinds of moves that are discussed below.

The general structure of moves discussed here consists of a random selection of one
or more vertices, calculating moves of one or more vertices by or to a randomly selected
distance or position. For the generation of random numbers the Mersenne-Twister
[MNo8] was used.

The simplest imaginable random move is selecting a site randomly and moving it
to some random position. This move fulfills the detailed balance condition and is in
principle already sufficient for covering the complete configuration space. However, on
the one hand a uniform distribution of positions is not possible since we are sampling
the complete axis from —oo to +oo in each dimension. On the other hand, due to the
nature of the summand, most of the sum’s weight comes from those configurations
where the vertices are separated by short distances. Proposed configurations with far-
apart vertices would be declined mist if the time and the system would be stuck in a
given configuration, leading to a slow convergence. The part of the configuration space
with closely packed vertices should be sampled with a higher priority to ensure a faster
convergence of the running mean of the MCMC summation to the target summand.

SINGLE-SITE RIFT MOVES For lattice unit cells containing a single spin site we
implement three moves: We call the first move (single-site) rift move because it is able to
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propose very large distances between vertices on the one hand and also close existing rifts
between arbitrarily distant vertices. On the other hand, its asymptotics are based on the
asymptotics of the target summand by drawing random numbers from a double-sided
zeta distribution®. In the first step of this move a vertex sy, is randomly selected from
the set of vertices with a uniform distribution. Then the distance to a second randomly
selected vertex Sy s calculated as

curr __

r

Sy — 8§ (3.71)
sel

Vsel

Afterwards, each coordinate of the new distance r™¢" between the two selected vertices
is drawn from a double-sided {-distribution which is given by the probability to get the

value of the ith component r¥
(roy = LD (572
r. = T2
p(r; 20 -1 3.7
For the proposed new configuration, the first selected vertex is moved by the difference
of the old and new distance

new _ pcurry

svsel - svsd +(r (3‘73)

The adjustment of the exponent y € R of the {-distribution modifies the convergence
behavior of the MCMC mean to the target-sum value. The rift moves respect the fact
that configurations with vertices close to each other are sampled with a larger weight
than those far away. The a-prioriprobability distribution from which the rift moves are
sampled is given as

d

A (= ") = A [ (117 674)
i=1
d —

A (€ = e = AT (L 1) (75)

~
Il
—

with the normalization factor A7 = [2{ (y) 1] -4, Inserting them in Equation (3.63), the

probability to accept the move from the current configuration ¢

new
[

to the configuration
with the newly drawn rift distance is calculated as

7(c"eV) . [H?Zl(l + rl{leW)]Y

‘e e, a+rem)” )

pér:CfCt(Ccurr - Cnew) =minl1

(3.76)

An illustration of the rift move can be found in Figure 3.8.

6 The histogram and code for the double-sided zeta distribution can be found in Appendix C.a.
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MULTI-SITE RIFT MOVES Ifound that to obtain a better convergence a second
kind of rift moves proved helpful. The multi-site rift move is very similar to the previously
discussed move but differs in the fact that not only one site is selected and moved to a
random new position which is calculated using a zeta distribution. Instead, the position
of the selected vertex sy, is used as a reference position. Then the distance between the
selected site and its neighbor is computed

curr

r = Sy1— 8y (3.77)

sel

As before, a new distance is drawn from a zeta distribution and in 1D every vertex v with
Sy > sy, is shifted by the difference of the old and the new rift. In higher dimensions
the vertices are labeled with increasing numbers and all vertices with a larger label than
the randomly selected site v > v are shifted by the same distance to ensure the detailed
balance condition. Difterent schemes of selecting vertices may be implemented and
tested in future work.

This step is designed to overcome situations in which the graph is split in two clusters,
where moving only a single site might have less of an effect than selecting multiple vertices
and moving them towards the remaining vertices. The acceptance probability is the same
as for a single-site rift move given in Equation (3.76). The move is illustrated for the 1D
chain in Figure 3.9

c @@ttt i@ @ @@ DB D@ e
-——

(a) 1d decomposition. (b) Proposed multi-site rift move.

Figure 3.9: (a) Only moving single sites around leads to a decomposition of the graph. (b) To
counter this, a new multi-site rift move is introduced which choses a random site,
divides the graph into two subgraphs and moves one of the clusters by a random

length.

SHIFT MOVES  For very large exponents y a clustering of vertices is preferred by the
rift moves. However, the target summand has no contribution for states with overlapping
vertices, i. e., edges of zero length. To ensure contributions to the target sum even for very
large exponents y, we introduce another move. The goal is to propose small fluctuations
around the current configuration which have a proposal probability independent of the
vertex distances. In this shift move, a vertex sy, is randomly selected by drawing from

dshift

a uniform distribution. For the selected vertex a translation by a distance where
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Figure 3.10: Illustration of a shift move. First, a vertex is randomly selected. Second the elements

of vector d*Mift are uniformly drawn from [—Ng, Ng] and added to the position of

shift (cCuIT — cnew)y

the selected vertex. The move is accepted with probability pj.:

each component of the vector is uniformly drawn from [~ Ng, Ng] is proposed as a new
configuration

sy +dMfify = vy,
s =1 * (3.78)
Sy otherwise.

The acceptance probability for this move is simply given by

p;}gift(ccurr — ¢"Y) = min (1 (3-79)

”(CI’IEW) )

’ 77 (ccurr)

The proposed transition probabilities in Equation (3.63) cancel each other because
oA (U — V) = of ("W — ¢UT) due to the fact that the translation is drawn from
a uniform distribution.

To allow a considerable amount of rift moves in the simulation but dominantly keep
the local shift moves which lead to new configurations with a high weight if such a
configuration was realized before, we proposed rift moves with a probability of 0.3 in
the implementation and shift moves with probability 0.7 for lattices with a single site
per unit cell. For larger unit cells a third move needs to be introduced as discussed in
Section 3.2.4.6.

During the development of the algorithm several different moves for single and
multiple sites were tested. The problems that occurred with these moves and which lead
to the final choice of MCMC moves are discussed in Appendix C.3.

3.2.4.4  The probability distribution

The choice of a probability distribution has a large impact on the final outcome of the
summation. The probability distribution is chosen as

-1/2
w(c) = { (A, (O + [w- (012} (3.80)
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Figure 3.11: A comparison of different choices for 7(a) illustrates the effect of including the
target summand into the weight. The running mean for eight different random-
number generator (RNG) seeds is shown for using only the reference summand
n(a) = hg (a) (blue) and a combination of reference and target summand 7(a) =
{[hg (©12+[w-hg(0))2112 (black). This is an example of sampling all contributions
of graphs with six vertices to the LRTFIM on the square lattice for a ferromagnetic
interaction and a = 4.

for configuration c such that it incorporates both the reference summand h?vg (¢) and

the target summand h?\,{g (c) of the sum. The real-valued parameter w is determined by
running the algorithm for several MC steps and determining an approximate ratio of the
reference and target summand

(1,00)

w= @) (3.81)

to ensure that reference and target summand contribute with a similar magnitude
to the weight 7(c) of a proposed configuration c. The incorporation of both target
and reference summand is necessary since we need to calculate the average of both to
determine the target sum (see Equation (3.62)). With the above choice we are able to
ensure a good convergence of the average of both the target and the reference sum to
their respective value. At the same time, this choice allows to sample the important parts
of the configuration space with higher priority. To illustrate the influence of the form of
n(a), a comparison to a different choice 7(a) = h?\@ () is given in Figure 3.11. In this
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Figure 3.12: The relative error of the running average of the MCMC for S5 [h] in order 6 is shown
exemplarily for so seeds (blue dots) for (left) k = 0 and (right) k = 7. The error is
taken relative to the mean of over all runs. The solid black line illustrates the square-
root dependency (JVSRPS)_” 2 with the number of MC steps of the relative error.

figure the running mean of the Monte-Carlo summation for the Ngg = 6-vertex graph in
order 8 for eight different RNG seeds is plotted against the number of MC steps. For the
blue curves only the reference summand is considered in the MC weight. This choice
results in strong fluctuations in the mean which in turn leads to a slow convergence
to the exact result. Taking the value of the target summand hg(c) into account, the
choice of the weight as w(a) = {[hg(c)]2 +[w- he(c)1? V2 leads to a much improved
convergence with very little fluctuations. The running mean for the second choice of
weight is shown as black lines.

3.2.4.5 Monte-Carlo error

The Monte-Carlo integration error is expected to decay as a square root with the number
of steps

8", (Neteps) = Sungy

S,

S e/Vstepsil/2 ) (3.82)

where 7, is the running average of the MCMC summation for seed 7 and Sy, is the
exact value. This expected behavior is exemplarily shown for difterent k in Figure 3.12
where the running average of MCMC summations for 50 different seeds is compared to a
function decaying as JKtepS_” 2 These curves are representative and show the typical
behavior found in our calculations. One can see that the relative error shows the expected
behavior with the number of MCMC calculation steps.
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3.2.4.6 Adapting the Monte-Carlo method to various lattice geometries

The reference sum and sampling scheme described above can be used for any lattice in
dimension d as long as single-site unit cells are considered. An extension of the approach
to general regular lattices with larger unit cells is desirable. This can be done in the
MC scheme by calculating single matrix elements of the Fourier-transformed effective
Hamiltonian individually and diagonalizing the matrix afterwards. For lattices with
more than a single site per unit cell such as, e. g., the Kagome or honeycomb lattice the
algorithms needs to be slightly adapted. The good news is that rift and shift moves can
still be used on a unit cell basis by moving a vertex between unit cells of the sampled
distance while keeping the relative position within a unit cell. Also the reference integral
can in principle be used by considering only the distance between the unit cells the
vertices are located at. However, a movement of vertices within a unit cell needs to be
allowed as well to sample all possible configurations on the lattice. To this end, we can
rewrite the position of a vertex as

sy=r,+u,, withr,=m,e;+n,e,, m, n,e”z,

w, € {ul,..., uey (3-83)

for Ngyc sites per unit cell. Vector r runs over all unit cells while u, defines the offset
within the unit cell. For the new move the proposal probabilities of the rift and shift
move need to be adjusted. Since proposing a different sublattice for a vertex is also a
local move, the shift probability is reduced to 0.4 while the rift probability is kept as
0.3. With the remaining probability of 30% we propose a move of a vertex within a
unit cell. Modifying these probabilities might lead to a slightly changed dynamic in the
moves but the impact on the convergence are hard to measure quantitatively. Therefore
I chose proposal probabilities such that all moves are allowed with a considerable rate.
The vectors u’ are a set of vectors that point to the lattice sites from the origin of the unit
cell. For this move, first a vertex is randomly selected. The selection needs to be modified
compared to single-site unit-cell systems: Since the effective Hamiltonian cannot be
diagonalized directly by a Fourier transformation, which is executed with respect to
the lattice vectors ry, we end up with an Ngyc X Neyc matrix. The elements hffi of the
Fourier-transformed effective Hamiltonian represent a hopping from sublattice i to

sublattice j. To calculate a specific matrix element h?fi, the two vertices $y and s are

initialized on the sublattice with o = u’ and u; = u’/. These two vertices are excluded
from the random vertex selection, such that both vertices remain fixed on their respective
sublattice during the MCMC calculation. After selecting a vertex, a new unit-cell index
u™" is proposed by drawing from a uniform distribution which contains all possible
unit-cell indices [0, Ngyc — 11].
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We choose the reference summand nearly identical to Equation (3.69). The only
difference is that the distances between two vertices here are only evaluated on the level
of unit cell distances while the vertex position within a unit cell u, is ignored. Using
the syntax introduced for the position of vertices on a lattice with multi-site unit cells in
Equation (3.83), we get the new reference summand

Ng—-2 d

h%gmlti(c) — l_[O 1_[1(1+|rv+1,i_rv,i|)_p . (384)
v=0 j=

While the shape of the reference integral can remain the same on the level of unit cells, it
is necessary to account for an overcounting. The same contribution to the reference sum
can now be obtained by multiple configurations where vertices are located on different
sites within their respective unit cell. Consequently, the new reference sum is then given
as

Nyg—1

Ny (3.85)

Srcf,multi — Z h?\,]rulti(c) — (Nsuc)Ncg—l [2{(‘0) _ 1]
c

The algorithm was tested for a simple spin chain, where the single-site unit cell was
trivially extended to larger sizes and for the triangular-lattice cylinders discussed in the
results chapter. Although the calculations were in agreement with the single-site unit
cell results, I found that the convergence with this new algorithm was worse, so that only
the single-site-unit-cell results are presented in Chapter 4. For the Kagome lattice the
convergence was not sufficient to derive any meaningful results. For future calculations
the MCMC calculation for this lattice needs to be further optimized, e. g., by the intro-
duction of new MC moves or a different reference integral. However, let me illustrate
the principal systematics with the simpler reference system. For the one-dimensional
Ising chain series coefficients in the first two orders can be calculated analytically for
arbitrary momenta k and are therefore an ideal demonstration system for testing the
approach. Instead of using the obvious basis with one site per unit cell, now I group two
neighboring sites to a unit cell as shown in Figure 3.13. In the 1-QP subspace, the result
for the effective Hamiltonian will be a 2 x 2 matrix containing the hopping elements
between the sites 0 and 1 of the unit cell after a Fourier transformation. In order zero we
obtain a 2 x 2 identity matrix. The contribution in first order is calculated as

)
A () So—o  So—1
Hy = s g (3.86)
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Figure 3.13: For an illustration of the MCMC method for systems with larger unit cells the 1D
chain is divided into unit cells containing two sites. The lattice vector e has double
the length of the original 1D-chain lattice vector and numbers indicate the two
sublattices 0 and 1.

The matrix elements are the result of a summation of all embeddings of the first order
results of the two-vertex graph

ikA

o0
e alee o
8320=S§111=—A_Z oA =2 *[Lig(e™™) + Lig(e™)] (3.87)
AZO
kA
O _ (V. = €
Si=(81%) == X izam -
£ N
. . 1 . 1
=-27%|e kg (e_lk, a, —) +® (e‘k, a, —)]
2 2

with the Lerch transcendent ®(z, s, @)”. It becomes obvious that the target sums, which
are the matrix elements of the effective Hamiltonian, are now complex-valued numbers.
In cases where no analytical solution is available this property makes the computational
effort, necessary for the evaluation of each single MC step, much more demanding.

For a ferromagnetic interaction the 1-QP gap is located at k = 0. Evaluating the results
in the limit k — 0 the analytic expressions of above sums become

D,k=0 _ 1 1 1-

Sélo - %1—.0 SEJ—)>0 =-2"%@ (3:89)
(1),k=0 _ 1. n _ 1- 1

Sor = lim 82, = 2701, 2), (3.90)

leading to real-valued matrix elements. The corresponding results for the nearest-neigh-
bor Hamiltonian and arbitrary k can be obtained by taking the limit @ — co in Equa-
tions (3.87) and (3.88). As expected, the diagonal elements vanish

1),a= . 1
8626~ = lim S{ =0 (3.91)

a—0o0

7 ®(z,5,0) =L 2K/ a+ k)%, a#0,-1,-2,..
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Figure 3.14: A comparison of the dispersion of the LRTFIM on a 1D chain with one and two sites
per unit cell. First-order analytic results are shown as solid (dotted) lines, while red
dots represent MCMC results for the two-site unit cell in sixth order. The plot for
a =3 and A = 0.1 shows that the dispersion of the single-site unit cell (green) is
folded into the smaller Brillouin zone and results in the two dispersion branches of
the 1D LRTFIM with two sites per unit cell (black). The doubling of the unit-cell size
in real space leads to a halving in reciprocal space. Dotted lines indicate the periodic
continuation of the two-site unit cell dispersion outside the Brillouin zone.

as there is no hopping to next-nearest neighbors possible in first order. The hopping
between the two sites of the different sublattices is encoded in the off-diagonal elements

S(()l_):‘l?‘:oo = 0}1_1)1010 S(()l_))l =—1-exp(-ik) . (3.92)

Using these analytic results, the eigenvalues of the system in first order can be calculated
by a simple diagonalization of the small matrix. The two eigenvalues of the effective
Hamiltonian represent two different energy levels. An illustration of the two dispersion
branches in first order can be found in Figure 3.14 as solid and dotted lines. The doubling
of the unit-cell size results in a folding of the original dispersion (solid green line) to the
two branches (solid black line) in reciprocal space such that the Brillouin zone size is
only half the size. The periodic continuation of the black curve is indicated by a dotted
curve. For comparison the values of the bare series in order six, determined with the
multi-site unit cell MCMC code, is shown as blue dots.
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3.3 EXTRAPOLATION TECHNIQUES

The perturbative series in our calculations are always of the form

.
FA =Y ecmA"=co+ad+ A+ +c A, (3.93)

m=0

with the perturbation parameter A € R and the series coefficients ¢, € R. Perturbative
calculations can only offer exact results up to a given order r in the perturbation pa-
rameter. While this can give very good results for small values of A, a direct evaluation
of the perturbative series has several problems, especially in the investigation of critical
phenomena. The obvious drawback lies in the magnitude of the perturbation. Not al-
ways, but often enough, the series needs to be evaluated for large perturbation strengths.
This could be the case for the calculation of ground-state energies, e. g., if the crossing of
different ground-state energies is used to determine the quantum-critical point A, but
also if energy gaps are used to estimate the critical points. Large means here, that already
AlA¢ < 1, where the system approaches the QCP, needs extremely high orders to yield
meaningful results, unless the series prefactors converge to zero with increasing order
very quickly. Values of A > 1 are difficult to handle because they mean that higher orders
contribute more than lower orders which renders the bare results effectively useless if
the polynom coefficients do not decay quickly.

Another problem arises when studying critical phenomena with, e. g., energies being
described via polynomials. For second-order phase transitions the true physical function,
which could be the gap between the ground-state energy and the first excited energy, has
a power-law behavior close to Ac € R

1 -0
F(A) (1 - —) AA), (3.94)
Ac
with a real-valued function A(A). The exponent @ is the critical exponent associated
with the physical quantity and universal for a given class of phase transitions. The slope
of the function with this critical exponent cannot be reproduced by a simple polynomial,
except for very special cases such as, e. g., the 1D nearest-neighbor Ising model where
the gap closes linearly and therefore the exponent zv = 1.

A technique which tries to mitigate both problems with bare series and has been
applied very successfully in the past [Breg6] are Padé extrapolation methods. Padé extrap-
olations are convergence acceleration methods that increase the radius of convergence
and make the evaluation of the series for much larger values of the perturbation parame-
ter possible. We already discussed the setup in some detail in [FS16; FKS19] which I will
recapitulate in this section.
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3.3.1  Padé extrapolations

A detailed overview of Padé approximations, which have been known for a long time
and date back to the 18th century [Bregé6], is given in multiple books, e. g., [Gut89;
BGMo6]. The principal idea of Padé extrapolations is to interpret the perturbative series
in Equation (3.93) as the Taylor series of a rational function

RIF] o+ A+ A%+t AF

PUMIE()] = 22 =
QM[F(A«)] 1+qlﬂ“+q2A’2+"'qMﬂ¢M

(3.95)

up to the perturbation order r = L + M where higher-order terms are missing. Compar-
ing the series expansion of Equation (3.95) to the perturbative series one obtains a linear
set of equations which can be solved uniquely to obtain the coefficients #; and g; € R
for any given parameter set (L, M), with L, M € IN.

In practice it turns out that diagonal extrapolations® typically yield better results in
terms of convergence to the true function and hence to the critical value of a phase
transition if the series, e. g., represents the 1-QP energy gap.

Note, that the rational function in Equation (3.95) allows for poles to occur if the
denominator becomes zero for any value of A. These poles can be divided into three
categories: physical, unphysical, and spurious. Physical poles are real poles resulting from
the underlying physical system. Looking again at the 1-QP gap for a second-order phase
transition, we expect it to be a smooth function of A for A € [0, Ac]. If a pole appears
before the gap closes this pole is unphysical and the extrapolation must be sorted out.
Spurious poles can occur if, for an (L, M)-extrapolation without any zeros in the de-
nominator for A € [0, A¢], the term (A — isp)/ (A = Asp) is multiplied, where isp = Asps
resulting in an (L + 1, M + 1)-extrapolation. Both terms should in principle cancel each
other but due to numerical errors they might not be exactly the same. This higher-
order extrapolation does not contain more information than the (L, M)-extrapolant
and if a spurious pole appears at Agp, the evaluation for A > A, is not sensible. Due to
these problems this extrapolation which is called defective can be discarded from further
evaluation.

From the valid high-order extrapolants the quantities of interest, which in my case are
the energy and the position and exponent of the QCP, are extracted and compared for
several sets of parameters (L, M). To obtain a single value for the quantity, the average
over non-defective extrapolations is taken.

The different (L, M) extrapolations tend to show a convergence behavior when clus-
tered as families (n2,  + m) with n € IN and m € Z. This is true for Padé as well as DLog
Padé extrapolations, which I will introduce in the next section. This behavior is illus-
trated for DLog Padé extrapolations in Figure 3.15 where the critical value A is shown

8 Extrapolations are called diagonal if the values of both parameters L and M are close to each other.
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Figure 3.15: The critical value A for different families of (L, M) DLog Padé extrapolations for
the square (sq.) and triangular (tr.) lattice where L+ M = r — 1 in order r.

for different families. In case of a ferromagnetic QPT and for larger values of @ a good
convergence is found and it might be feasible to use a scaling approach for the families.
However, for smaller values of @ and different quasimomenta such as illustrated in
Figure 3.15¢ for the transition to the clock order on the triangular lattice more and more
extrapolations become defective and a scaling would become unfeasible. This approach
would be especially interesting for a reduction of errors in the critical exponent but here
the spread of the families is even worse since they are more sensitive to small deviations.

The extraction of a meaningful expression for the extrapolation error is generally
difficult such that all error estimates for Padé extrapolations have to be taken with a
grain of salt. This problem was already pointed out by A. C. Guttmann:

» Nevertheless, it is difficult to quantify errors in any rigorous manner.
As a consequence, error bounds are generally referred to as (subjective)
confidence limits, and as such frequently measure the enthusiasm of the
author rather than the quality of the data. « (Guttmann [Gut89])

Error bars for values extracted from Padé extrapolations which are shown in this
thesis are derived by taking the standard deviation when averaging over non-defective
extrapolants. Note, that if only a single extrapolant is available no error bar is displayed
which should not be mistaken for an exact result. Rather than an error, these bars
represent the scattering of extrapolants about the mean value.
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3.3.2  DLog Padé extrapolations

For the extraction of critical points A and exponents 6 it is useful to look at Padé
extrapolations of the logarithmic derivative of F(A), which can be written as

1+6’(1—£)] . (3.96)

A -6
FA)=|[1-— A
2 ( /10) |A:/10 /10

If A(A) is analytic at A = A, the logarithmic derivative

d F'(A) 0
D) := alnF(/l) “Fh S -1

{1+0A—Ae)}. (3.97)

should exhibit a single pole at A = A for a power-law behavior of F(A) near the critical A.
In the following we call the extrapolation of the power series F)

A
dP“M[P(MJ==exp(fO dA' PYM DN |, (3.98)

which is based on the Padé extrapolant of the logarithmic derivative D) of F(L), DLog
Padé extrapolation. The critical value A is easily found by looking for poles, i. €., zeros in
the denominator of P/M[D(A/)]. The algorithmically simple extraction of the critical
exponent as

R;[D(A)]

0 d
JQM[D(M]

(3.99)

A=Ac

is one reason to use DLog Padé extrapolations to investigate the series for critical phe-
nomena. In practice, this may still be difficult and prone to error since the exponent
varies strongly already for small deviations in A.

Biased DLog Padé¢

However, in cases where the position of the critical point is known, e. g., analytically or
from calculations using other methods with a higher numerical accuracy, it is possible
to obtain the critical exponent with increased precision. If we define

0"V =A.—ADAV) =0+0OA-A), (3.100)

the biased exponent can be calculated as

PyM[D)] =0 (3.101)

C
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In Section 1.1 we already touched on the existence of multiplicative logarithmic cor-
rections to the power-law dependency of F(A) defined in Equation (3.96). Extending
the function with the logarithmic corrections such that we obtain the expected critical
behavior close to A, we get
i A A
FA)=[1-— In|1-—
w=(1-3) [m[1-7]

C C

p
AN . (3.102)

Still assuming A(A) to be analytic close to A, we write F(A) as

_ A9 A
F(A)N(l_/l_) ln(l—A—)

C C

P _
A|/1:7LC 1+0

e

c
Due to the logarithmic factor a second summand enters the logarithmic derivative of
F1)

0 N -p
Ade=A In(Q1-A/Ae) Ac—A)
The value of the logarithmic exponent p is even more sensitive to variations in A,

than 0 and additionally it also depends on 8 itself. If we know the values of A¢ and 6
exactly, we can dare trying to extract the logarithmic exponent. E. g., for the 1D LRTFIM

D(A) = %lnﬁ(/l) ~ +0A-Ao) . (3.104)

chain we expect a logarithmic correction at @ = 5/3 and also know the exact mean-field
value of 6 = 1/2 which has been calculated by Dutta ez 4/. [DBoi]. We can now bias the
extrapolation just as for 6

p*) = —In(1- A (A=) DA) - 0] = p+ G- Ao), (3.105)

only that we now fix two values — the position of the phase transition A¢ and the
critical exponent 0. Analogously to the biased extrapolation for 6, we can calculate the
logarithmic exponent as
LIM
P, D) A

" p. (3.106)

3.4 CALCULATION FLOW

In this thesis I present series expansions for QPTs in the LRTFIM. The method I used
builds on established techniques such as perturbative continuous unitary transforma-
tions [Wego4; Mie98; KUoo], Padé extrapolations[Gut89], and only recently developed
schemes like white-graph expansions [CS1s]. Nevertheless, new approaches needed to be
developed and integrated in a multi-step evaluation and data processing. For the reader
to obtain a better overview, a flow diagram is presented in Figure 3.16 where the single
steps are illustrated. The diamond-shaped nodes represent the intermediate results while
arrows indicate the steps between two results, which consist of:
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graph
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Figure 3.16: The flow diagram illustrates the methods necessary to compute series expansions for
the long-range model and the required steps in data processing to obtain the critical
value A¢ and exponent zv.

1. All connected graphs up to a given order are calculated.

2. On each white graph PCUT calculations for all hopping elements and the ground-
state energy are done.

3. For each order the PCUT series with the same number of vertices on the associated
graph are combined to a summand of a nested infinite sum.

4. The results are embedded into the chosen lattice which corresponds to an evalua-
tion of the sum using MCMC. To this end the numeric values of the wave vector
k and a must be fixed.

5. The contributions for different graph sizes in each respective order are summed
up to obtain a bare perturbative series of the long-range model.

6. The series is extrapolated using DLog Padé expansions to extract the critical value
Ac and exponent zV for the chosen parameter set (k, @).
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3.5 MEAN-FIELD CALCULATIONS

The ferromagnetic LRTFIM is expected to fall within the mean-field universality class,
exhibiting mean-field critical exponents, in the limit of an interaction decaying very
slowly with distance [DBoi]. This can be easily understood in the limit @ — 0, where
each two spins interact with equal strength forming one large super-spin. Although, in
this extreme limit, a renormalization of the exchange constant J would be necessary to
avoid diverging energies, this picture can still serve as a means to physically understand
the mean-field behavior for small values of a.

In this section I present the basic MF calculations of the LRTFIM for a ferromagnetic
interaction as demonstrated in [Humi6] for the ferromagnet and the antiferromagnetic
clock order. For an antiferromagnetic interaction the calculation is very similar if the
structure of the magnetic order is taken into account. The results and calculations for
the antiferromagnetic clock order and the ferromagnetic order on the triangular lattice
as well as the square lattice are presented below. For the triangular lattice several possible
orders are studied in the antiferromagnetic case: the clock, a straight-stripe, and a zigzag-
stripe order (see Figure 3.17).

The calculation can be split into two parts: First, it is possible to derive a general lattice-
independent expression for the energy and the phase boundary in the ferromagnetic case
in terms of an interaction sum J(0). Afterwards, the lattice sum needs to be evaluated
and depends on the specific lattice geometry and the investigated magnetic order on the
lattice. For an antiferromagnetic interaction a slight adaption must be made as discussed
in the specific sections below.

We start from the TFIM with long-range interactions J;j as already introduced in

Equation (2.42)
& X X z J
Ha:—Z]ijUi U] _hzai’ ]ij:i—j(x. (3107)
i,j i -

In the MF limit, the Pauli spin-operator can be written as its mean value (Uix Yy = m with
the addition of small fluctuations ;" about the average

o = (oY + 60 =m+60]". (3.108)

If we insert this expression into Equation (3.107) and neglect quadratic fluctuations, we
get an expression for the MF Hamiltonian

=2 Jijim+80;)(m+807) - h}_of (3.109)
ij i
~ =) Jij [mz +m (50’ix + 60]?“) +5Uix60]?‘] -h) of = Hy . (3.110)
ij —— i

=0



3.5 MEAN-FIELD CALCULATIONS

We can use the fact that the interaction parameter J;j only depends on the distance
between the spins J;j = J(6 =i - j)

Hye=-m*Y_J(6)-2m)_J(8)60; - h)_ o} (3.1m1)
i,0 i,0 i
=-Nm*) J(@&)-2m) 60} J(&) —h) of. (3.112)
) i o i

A Fourier transformation of the interactions J(q) = Y5 J(8)e 9% can be introduced to
replace the sum over & by the constant J(0)

Hyr=-NJ(O)m*-2mJj(©0)Y_ 60~ h) of . (3.113)
i i

Reinserting the definition of the small fluctuations ;" = 07" — m we obtain

By =NJjO)m? —2mj0)yY o*-hY of . I
wr = NJ(0) J( ); ; Z : (3.114)
constant " J

~~

paramagnetic spins in transverse field

This MF Hamiltonian represents N independent, noninteracting spins in a transverse
field. Based on this, while neglecting the constant, we can now consider the single-spin
Hamiltonian

ﬁlspin =-2J(0)ymo* - ho* (3.115)
to find its eigenvalues
E. = +\/(2J()m)* + h? (3.116)

with eigenvectors

(3.117)

] _sin?®
|¢+>=(Cosz) and |¢—>=( Smaz)' with tand = 5 o

ing 9
sin3 cos 5

To obtain the phase boundary we investigate the thermal average of o* at tempera-
ture T

(9-10%[9-) e PE + (g 0% |, ) e PE-

e PE- 4 e~PE:

m= (g% = (3.118)

= 2/ Q)m tanh (,3 h? + (ij(O))z) , (3.119)

R2 +(2mJ(0))*
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where = 1/(kg T) with the Boltzmann factor kg. While the order parameter is finite
in the current phase it vanishes at the phase-transition point. Therefore taking the limit
m — 0 yields

—— =tanh h). .
S = tanh(fch) (3120
To compare the quantum-critical point to my results obtained with the PCUT method,

it is necessary to look at the zero-temperature limit (¢ — 00) to obtain the value of the
critical magnetic-field strength

he =2J(0) . (3.121)

Rearranging Equation (3.119) in this limit determines the magnetization

1 h?
m=+/-—-—— (3.122)
2 2]
and, finally, inserting 72 in the single-spin Hamiltonian Equation (3.115) we get the energy
eigenvalues
- 1 h? [
Fem iw(o)z (5 B 2i(0)2) +h2=£\/2]0)° - k. (3.123)

Most of the necessary work for calculating the critical magnetic field in the MF limit
for a ferromagnetic interaction has been done now. The only unknown quantity that re-
mains is the interaction sum J(0) = ¥ A J(A). The numeric value of the sum depends on
the specific lattice structure and often results in a combination of Riemann-{ functions
and Dirichlet-L series.

3.5.1  Square lattice

Due to the added complexity in calculation of the MF results for an antiferromagnetic
interaction this section is split into two parts. First, I present the ferromagnetic result
for the square lattice and afterward I illustrate how the MF approach can be applied to
the Néel order for an antiferromagnetic interaction.

3.5.1.1 Ferromagnetic interaction

The MF phase transition point for the LRTFIM on a square lattice can be calculated
analytically by evaluating J(0). On the square lattice, for the ferromagnetic LRTFIM one
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obtains a Hardy-Lorenz sum the value of which can be found in Reference [Boris]. The
critical magnetic field is therefore given as

& 1

RMEO (g = zwg_oom =8¢ (%) Ly (%) = 8((%) B (g) , (3.124)

with B(s) = X2, (=1 (2m +1)"* (cf. Section B.2).

3.5..2 A ntzferroma gNeELic Interaction

If an antiferromagnetic interaction is present the MF calculations become a bit more
involved as the magnetic structure of the ordered phase needs to be taken into account.
For the Néel-ordered ground state on the square lattice one finds that the magnetic unit
cell consists of two lattice sites with an antiparallel spin orientation. Consequently, I
introduce two sublattices A and B, where I assume the total magnetization m4+mp = 0.
The variables m 4 and mp are the respective magnetizations of sublattice A and B. Let
me now introduce the longitudinal mean field

H} =Jaa0)ma+ Jap0)mg, (3.125)

acting on the sites [ € A. This means we split the field into two parts: An interaction be-
tween the sites on A and an interaction between spins on sublattices A and B. Therefore,
new interaction sums have been introduced that run over the lattice sites of sublattice A
and B:

Jaa0) =) L and Jap(0) =) L (3.126)

a o °
vea v veB v

The total interaction sum is given as J(0) = J44(0) + J o5 (0). Using this definition (and
comparing to Equation (3.119)) it is possible to write the magnetization m4 as the self-
consistency equation of sublattice A

Hyf
my = (0°) = ————tanh (ﬁ h? + (H;‘)Z) , (3.127)
2+ (H)?

while mp can be obtained by exchanging the sublattice indices A and B. With the
assumption that m4 + mp = 0 the longitudinal mean field in Equation (3.125) becomes
Hlx =ma(J4a(0) — Ja5(0)) and the phase boundary in the limitof m4 — 0and T — 0
is given by

RMEEAL — 217 44(0) = Tap(0)] . (3.128)
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Again, this equation can be evaluated analytically (see [Borr3])

00
hﬁ/IF,D,af(a) =9 Z (_1),u+v _
V,4=—00 (v2 + ,Ltz) 2

- g -2 &l
=-8(1-2"2){(5)A() (3.129)

a1 _ol-% & a
=-8(1-2""H{()La(3)

3.5.2  Triangular lattice

Analogous to the square lattice section I split this part into two subsections. First, I show
the results for the ferromagnetic model before I present the MF calculations for the clock
and different stripe orders.

3.5.2.1 Ferroma gNELIC INLEYACtIon

For a triangular lattice the critical value of the quantum phase transition in the MF limit
can be calculated analytically as well. For a parametrization of the sum, the triangular-
lattice unit vectors e; and e», defined as

e = l (_1) and ey = % (\jg) (3-130)

(cf. Figure 3.17) are used. Afterwards one has to sum over all multiples of the unit vectors
ly,v = /Jll + Vlz.

oo
Rz § L
Vpi=—oo (V2 + v +v?2) 2

crae(8)1(8) = 2(Z)a(2) o

using the Riemann-{ function and a Dirichlet L-series® [Borrs].

3.5.2.2  Antiferromagnetic interaction

We can do the mean-field calculation for different types of magnetic order. For the
triangular lattice there are several possible orders that could be relevant. Here we look at
two different variants of a stripe order' and the clock order that represents the ground
state for low fields in the nearest-neighbor TFIM on the triangular lattice (see Figure 3.17
for an illustration).

8 =L3()=1-2"5+4"5-5"54+775-875... (cf. Appendix B.2).
The straight-stripe order has been proposed as the ground-state of the LRTFIM for very small values of
a < 2.4 [SBMi8]. Further investigations of the stripe orders are presented in Section 4.4.
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(a) Straight-stripe order (b) Zigiag-stripe order

Figure 3.17: Three different types of magnetic order on the triangular lattice. The dashed lines
illustrate the magnetic unit cells, capital letters represent different sublattices. The
same color indicates the same spin orientation. Vectors e /2 are the triangular lattice
vectors, Iy are lattice vectors of the magnetic superlattice. Figure (a) shows a stripe
order, (b) shows a different stripe order where the stripes form a zigzag pattern, and
(c) illustrates the 120° order (aka clock order or v/3xv/3-order) that is known to be
the ground state of the nearest-neighbor antiferromagnetic TFIM [MSor; Pow+13].

cLock ORDER For the clock order on the triangular lattice we divide the lattice
into three sublattices A, B, and C such that the magnetic unit cell consists of three lattice
sites. The lattice vectors of the magnetic order are given as (compare Figure 3.17¢)

li=2e,—e; and bL=e,—2e;. (3.132)

We assume the total magnetization }.y¢(4,,cy My to be zero, and introduce the longitu-
dinal mean field

Hy =2]aa(0)ma+2]4p(0)(mp + mc) (3.133)

acting at the sites / € A. This means we split the field into three parts: An interaction
between the sites on sublattice A and an interaction between spins on sublattice A and
sublattices B and C, respectively. Therefore, new interaction sums are introduced as

J (0)=Zi and  Jap(0) =] (0)=Zi (3.134)

AA z AB AC Q- 3134

veEA 'V veB 'v
When calculating the quantities for sublattice A, the sites on B and C are equivalent due
to the lattice symmetry. The total interaction sum is therefore given as

J(0) = Jaa(0) + J4p(0) + Jac(0) . (3.135)

Using this definition (and comparing to (3.119)) it is possible to write the magnetization
m as the self-consistency equation of sublattice A

H{ (ma, mp, mc)

ma=(S}) =

tanh{ﬁ\/h2 +[H{ (my, mB,mc)]Z} .
\/h2 + [Hf (ma, mp, mo))?
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(3.136)

The same can be done for the other magnetizations mp and mc by a cyclic permutation
of the sublattice indices. With ¥ \¢(4 B c; my = 0 the longitudinal mean field can be
written in terms of the magnetization 74 as

Hy =2ma(Jaa(0) = Jap(0)) . (3.137)

We obtain the phase boundary for the antiferromagnetic interaction similar to the
ferromagnetic case as

pMEACoat _ 515 1(0) - Ja(0)] . (3.138)

The sum can be solved analytically as shown in [Bor13]. First, it is possible to parametrize
the sum as

MF,A,co,af
h¢ (@)

4 sin [ (u+1)]sin[Z v+ 1)] —sin[Zp]sin[ZE (v - 1)]
=2 3 Z 1 1 g '
Vip=—00 [(u+35v2+3(5v)2)]?
(3.39)
Then, the analytic solution to this sum is given as
MEAf, \ _ ¢ (al-al2 a a
REA2 () = 6(3 1) C(Z)L_3(2) , (3.140)

using the Riemann-{ function and a Dirichlet L-series [Bor13].

STRAIGHT-STRIPE ORDER  For a straight-stripe order the magnetic unit cell con-
sists of two spins on sublattices A and B. The magnetic lattice vectors can be built from
the lattice unit vectors as (compare Figure 3.17a)

11 =ey—e; and lz =2e;. (3.141)

For the total magnetization I assume m 4 + mp = 0 and analogous to the previous
calculation the field on site [ € A is give as

H} =2]24(0)ma+2]ap(0)mp =2malJaa(0) - JaB (0)] )

with 7440 = Y 2= and g =Y L (142)

veA v vEB v
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The critical magnetic field is

RMEASSAL 5174 (0) = Tag(0)] (3.143)

with the interaction sums

(e8]

Jaa©@ = Y |vh+pk| "= [4,UZ+2.UV+V2]_% (3-144)
U,V=—00 TRY
Jap©@) = Y |ex+vh+ub|
1,V=—00
=Y [4pP+2uv+ v +4p+v+ 1]_% . (3.145)
TRY

ZIGZAG-STRIPE ORDER The magnetic unit cell of the zigzag-stripe order consists
of four spins residing sublattices A, B, C, and D. The magnetic lattice vectors can be
built from the lattice unit vectors as (compare Figure 3.17b)

11 =2e)—2e; and lg =ey ten. (3.146)

Analogous to the previous calculations, and using the fact that Jag(0) = Jac(0), the
field on site / € A is given as

H} =2]04(0)ma+2]ap(0)mp + 2] ac(0)m¢ + 2] ap(0)mp

=2maJaa(0) +2mcJac(0) +2] 45 0)[mp + mp],

with Ja,(0) = ) ia y€{A B,C,D}. (3.147)

vey Iy

With the total magnetization assumed to be zero Y. y¢(a,5,c,p) My =0and my = —mc
(to obtain the zigzag-stripe order, see Figure 3.17b), I get

Hf =20Jaa0) ~Jac@lma = hY"2 % =21]44(0) = Tac(0)] . (3.148)

The interaction sums can be calculated by summing over the lattice vectors

oo a
Jaa@ = > |Vll + le|_a =) [3H2 +4V2] 2 (3.149)
,V=—00 ITRY
oo a
Jac@ = Y [|2e2—e;+vh+pub| =) [3p* +4v* +3u+6v+3] 2.
U,V=—00 TR

(3.150)
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After a detailed introduction of the methods they are applied to the LRTFIM. In the next
chapter results for several lattices in different dimensions are presented for both, a ferro-
and an antiferromagnetic interaction. Along with the perturbative series expansions in
the high-field limit, above MF results are presented for the square and triangular lattice.



CRITICAL PROPERTIES AND PHASE
TRANSITIONS OF THE LONG-RANGE
TRANSVERSE-FIELD ISING MODEL

Critical properties of the LRTFIM introduced in Section 2.3 have been calculated in
recent years mainly for the one-dimensional chain. Using the methods presented in the
previous chapter I calculate the phase diagrams and critical exponents zv for the model
an a variety of different lattice structures in order to obtain new insights on this exciting
topic.

I begin with a discussion of the simplest model - the one-dimensional chain — and
present my own results for the phase diagram of the ferro- and antiferromagnetic model.
This serves two purposes: For one, I demonstrate the functionality of the algorithms
discussed in the previous chapter. Otherwise, this serves as a benchmark of the method
by comparing it to other results in the literature obtained with different methods. The
one-dimensional Ising chain with ferromagnetic interactions already shows the generic
property of continuously varying critical exponents; an interesting behavior, especially
considering the notion of universality classes. However, it is not totally unexpected for
models with long-range interactions as has been discussed in the literature before [Fis67;
Sak73; Ent82]. These results are complemented with results for an antiferromagnetic
interaction that are compared to recent MPS-calculation results.

Afterward, the study of hypercubic lattices is continued with results of the LRTFIM on
the square and cubic lattice which are both, such as the chain, bipartite and consequently
unfrustrated in the nearest-neighbor limit even for an antiferromagnetic interaction.
Effects of frustration in the antiferromagnetic interactions already become visible in the
one-dimensional Ising chain. In two dimensions this becomes more pronounced for the
square lattice. The cubic-lattice results for the critical exponents, too, show no variation
with the value of a.

For a triangular lattice and an antiferromagnetic interaction frustration effects, as
briefly discussed for the ground states in Section 2.2.1, are already present in the nearest-
neighbor limit. Since the effect of the extended interaction range on a frustrated model
is 2 priorihard to estimate, this model is investigated in Section 4.3. To obtain a better
understanding of the frustrated nature we also studied the model on cylindrical lattices
with a triangular structure of different sizes to determine ground-state properties and
boundaries of the phase diagram as shown in Section 4.4.
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The sections of this chapter include parts from my publications [FS16; FKS19; Koz+19].
A breakdown of the contributions by the different respective authors can be found in

Appendix A.

4.1 1D ISING CHAIN

First, I discuss the LCE results on the simplest lattice — a one-dimensional spin chain.
This section is split into a section in which the exact low-order solution of the ground
state is presented, a section in which the behavior of the one-QP dispersion is discussed,
and phase diagrams and critical properties of the QPT are shown.

Parts of this section have been published in Reference [FS16] and the appendix of
Reference [FKS19].

4.1.1  Ground-state energy

For the ground-state energy there is the rule that each bond between two sites has to
be used twice in the PCUT operator sequence’ unless there are loops in the graph. This
results from the fact that (a) hopping terms in Ty cannot act on the ground state and
do not change the number of particles and (b) every particle which is created by the T»
operators needs to be destroyed again by acting with a T, operator. Consequently, in
first order no contribution to the ground-state energy can exist.

The contribution in second order results from graph $4; (cf. Figure C.1) where two
particles are first created and then destroyed again and can be calculated analytically for
an arbitrary value of . For the energy per site we get

1

o = Z |2a = -3 Mea) (41)
11 1

where { (s) is the Riemann zeta function. In third order the sums are not easily separable

since the (only) contributing graph %47 contains a loop. In third order each bond of the

graph is touched once, resulting in the contribution

1 1

Och __AB Z Z ) (4.2)

i) =00 iym—00 |lz|“ liy% lip — i1 ]*
170 ,#0
Ir £y

where the excluded values prevent two vertices being embedded on the same lattice site.
This nested sum and all higher-order contributions must be evaluated numerically as
discussed in Chapter 3.

1 This property is often referred to as “double touch”.
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Figure 4.1: (a) Analytic dispersion of the 1D LRTFIM chain in order 2 for A = 0.1. For decreasing
a the dispersion becomes peaked at k = 0 and consequently (b) the derivative develops
a discontinuity around a = 2.5.

4.1.2  Dispersion
The two leading orders can be evaluated exactly since only the two chain graphs % and

e (ct. Figure C.1), which both contain no loops, contribute to the dispersion. These
contributions are given as

1

(1)
ky==-1
wch() 2

Lig, (e ) — Ly, (eik)] (4.3)

©) 11, Q& . -a: -a o
wPk)==—=-=A% Y > il ial™% 2 cos[k(ia - i1)]

2 2 i1:—00i2:—00
170 070
7
1
—)LZ(—— Z i1 2“) (4.4)
2i1:—00
170

1 , 12
=20% @) - SA* [Lia (e %) + Li, (e‘k)]
resulting in the dispersion of the one-dimensional LRTFIM chain in second order
AT ik s ik
wch(k):1+§[Lla(e )~ Lig(e )]

+/12{2((2(x) —%

Li,, (e ) + Li,, (ei")]z} +0%

(see Section B.2 for a definition of the polylogarithm functions Li;(2)).
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1.75

1.5

1.25

w(k)

0.75

0.5

0.25

Figure 4.2: The dispersion for a = 2 (dots) is evaluated at several k-points and multiple values
of A (see the legend). For comparison the nearest-neighbor dispersion for the same
values of A is plotted as dashed lines in the same color.

The dispersion curves for different values of a in second order are shown in Figure 4.1a
for A = 0.1. Here, we find an intriguing behavior: In the nearest-neighbor (NN) limit of
@ = 00, the dispersion is given by a smooth cosine curve. This property remains intact
until a critical value of @ = 2.5 where a kink appears in the dispersion at quasimomentum
k = 0. This can also be seen in Figure 4.1b where the first derivative of the dispersion is
shown for several values of a.

To determine higher-order contributions the nested infinite sums need to be evaluated
numerically. To this end, I need to fix the value of @ and perform the necessary MCMC
computations discussed in Chapter 3. For nearest-neighbor interactions the dispersion
has a minimum at k = 0 for a ferromagnetic interaction (A > 0) and at k = 7 for an
antiferromagnetic interaction (A < 0) reflecting the respective parallel and alternating
spin orientation of the ordered phase.

For the bipartite chain we expect these orders to keep existing also for a < co. In
Figure 4.2 the dispersion for a = 2 is computed in order nine for several high-symmetry
points of the lattice and compared to the nearest-neighbor dispersion. We find the same
behavior which already became visible in the low-order dispersion: at k = 0 a peak forms
in the curve for small a. As expected, we find that the minimum remains at the same
value of k as in the nearest-neighbor limit.
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Figure 4.3: The one-QP gap Agy4f as a function of A for ferromagnetic/antiferromagnetic Ising
interactions with exponent a = 3. Solid black lines correspond to the bare order-
eight series, while colored solid lines refer to representative DLog Padé extrapolants.
Dashed black lines are the exact one-QP gaps for the nearest-neighbor TFIM in the
limit @ — oo displaying a linear behavior with zv = 1 and Ac. In the ferromagnetic
case the bare series is nonalternating and already in very good agreement with the
extrapolated curve up to the critical A.

4.1.3 Ferromagnetz’c interaction

Let us focus on ferromagnetic interactions with the perturbation parameter A > 0.
Here, only exponents a > 1 are well defined. In our LCE this becomes apparent due to
divergences in the infinite sums for @ < 1. This is also reflected in the evaluation of the
nested sums which become increasingly demanding with decreasing & since the weight
of summands resulting from large distances is increased. In the opposite limit @ — oo
one recovers the exact solution of the nearest-neighbor TFIM

Ai\}lll,\lf =1-2A (4.6)

yielding a quantum phase transition between the polarized phase and the symmetry-

broken phase at ASH NN

= 0.5 with an exponent zv = 1. Any ferromagnetic long-range
interaction with finite a stabilizes the symmetry-broken phase as the further-neighbor
interactions also prefer parallel alignment of the spins and one expects A¢ < 0.5. This is

illustrated in Fig. 4.3 for a = 3.
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Figure 4.4: Quantum-critical points A (a) and critical exponents zv (b) as a function of « for
the ferromagnetic case. Black circles (gray squares) represent averaged DLog Padé
extrapolants of A, ¢ of the highest available order for MCMC-evaluated (scaling-
evaluated) sums. Blue triangles correspond to scaled ED data from [Kna+13]. The
mean field (MF) and nearest-neighbor (NN) TFIM universality classes are illustrated as
shaded backgrounds and the associated critical exponents as horizontal lines.

The first two orders of the energy gap for a ferromagnetic interaction are given an-
alytically as the minimum of the dispersion w, (k) which is located at k = 0, the first-
and second-order contribution of which are given in Equations (4.3) and (4.4).

Ay £=1-20(@A+2({2a) - (@) A*+0 (%) . (4.7)

MCMC calculations are utilized to compute the higher orders individually for each a
before the critical values are extracted from the DLog Padé extrapolations of the gap
series. The constructed phase diagram is shown in Figure 4.4a where I compare the results
obtained with the scaling method as discussed in Section 3.2..3.2 and those obtained with
the MCMC summation introduced in Section 3.2.4. For the critical value A, the results
of both approaches are in good agreement.

Next, we turn to the nature of the quantum phase transition as a function of . From
one-loop renormalization group calculations [Sak73; Kna+13; DBo1], one expects three
different domains: (i) the system is in the same universality class as the nearest-neighbor
TFIM with zv = 1 for a = 3, (ii) the system displays mean-field behavior zv = 1/2 for
@ < 5/3, and (iii) the system has nontrivial continuously varying critical exponents for
5/3<a<3.

We extracted the critical exponent zv as a function of @ from the DLog Padé extrapo-
lation of Ay, £ which is shown in Figure 4.4b. As expected, the critical exponent is close
to 1 for @ = 3 and then continuously decreases for smaller values of @. One should stress
that any LCE is not able to resolve abrupt changes of critical exponents, since only finite
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orders enter into the extrapolation of the series. Therefore, a smooth behavior of the
curve is to be expected.

In the past there has been some discussion about the behavior of the critical exponents
at the point between the domains of short-range and varying criticality. First, there is
some disagreement on the location of this point in « for the 1D chain [Sak73; DBoi]
with some locating it at @ = 3, which we use to indicate the NN criticality range in
Figure 4.4b, while others claim the value to be at a@ = 11/4 [Mag+16; Humuig]. Second,
up to now it is unclear if critical exponents display a continuous behavior at this point
or if a finite jump exists [Sak73; Mag+16; Humig]. Even for classical long-range systems
where no discontinuity is expected [CCo6], further studies are performed to verify the
obtained result [LBo2; Picr2; BPR13]. I tried to gain some insight on this property by
densely sampling the exponent zv in the relevant region. However, due to the resolution
of the data and the inherently continuous behavior of the series expansion method no
conclusive statement can be derived. Interestingly though, the curve of zv looks nearly
linear around a = 3.

Although we have to expect a smooth behavior for the curve of zv, the visible deviation
around a = 5/3 is unexpected but can be traced back to the presence of multiplicative
logarithmic corrections at the lower critical @ = 5/3 similar to the upper critical dimension
d = 3 for the nearest-neighbor TFIM previously discussed in Section r.1. For the latter
one finds p = ~1/6 for d = 3 from perturbative RG [LK69; BLGZ]73; WR73] and series
expansions [ZOHo4; Coe+16]. In our case, fixing Agh’f =0.136405 and zv = 1/2, we find
Pch = —0.16285(4) for a = 5/3 when averaging over order-8 DLog Padé extrapolations.
We stress that multiplicative logarithmic corrections are very sensitive to the exact value
of )Lzh’f. Larger error bars in the higher-order coefficients therefore strongly influence
the numerical value of p. Order-nine and -ten contributions would have required a
much higher effort to deliver a meaningful result. Still, the extracted value is therefore
remarkably close to =1/6. This fully supports the idea that the quantum-critical behavior
induced by the long-range Ising interaction can effectively be understood in terms of the
nearest-neighbor TFIM in an effective spatial dimension d.g. This property is confirmed
in the literature where it has also been derived with RG methods for O(N) models with
long-range interactions [DTCis].

Looking at the critical exponents for very small values of @, it becomes clear that the
scaling approach for an evaluation of the sums is not able to provide meaningful results
in this range.

4.1.4 A ntzferroma gNELIc INLEraction

The antiferromagnetic LRTFIM with A < 0 behaves fundamentally different to the ferro-
magnetic case, which is mainly due to the induced geometric frustration. As a conse-
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quence, any finite value of « enlarges the polarized, or analogously reduces the symmetry-
broken, phase compared to the nearest-neighbor TFIM for & — co. This is illustrated for
a =3 in Figure 4.3.

As in the ferromagnetic case, the second-order gap can be calculated analytically as
the minimum of the dispersion w, (k) in Section 4.1.2, which is located at k = 7 for an
antiferromagnetic A <0

Beh af = 1+ (217 (27 = 2) C(@) A + (2 2a) 2172 (2 = 2) (@) A2+ 0.1
(4.8)

In Reference [KLT12] this phase diagram has been calculated by variational MPS. They
found that, when varying & from oo to 0, the critical point monotonously increases
from A = —0.5 to AP - —o0.

We used DLog Padé extrapolation of A, 4f to extract the critical point )Lf;h’af and
the critical exponent zv for various values of @ (see Figure 4.5). From RG calculations
one expects the system to be in the same universality class as the nearest-neighbor TFIM
for a = 9/a [KLT12]. Our LCE for the critical line are in quantitative agreement with
MPS calculations in this a-regime and we find indeed a critical exponent zv close to
one, e. g., zv = 1.012(3) for @ = 9/4. The situation is more peculiar for @ < 9/4. Here the
MPS calculations suggests continuously varying critical exponents and, furthermore, a
breakdown of the area law due to the long-range nature of the interaction even inside
the gapped polarized phase [KLT12; Pet+12]. However, DMRG calculation find second-
order QPTs with v = 1 for an arbitrary a > 0 [Sunry], which is in agreement with our
results where, although the calculations become more error sensitive, we cannot identify
any consistent trend for zv drifting away from zv = 1.

In Figure 4.5a we show that a good agreement with the MPS calculations (shown
as red triangles) is reached with the linked-cluster expansion using MCMC. To put an
emphasis on the superiority of the MCMC method for evaluating the nested infinite
sums the critical values obtained with the scaling method discussed in Section 3.2.3.2 are
also shown for comparison. With the scaling method series coefficients up to order eight
could be computed. One finds that for the scaling approach the deviations between LCE
and MPS are already large for @ = 2 and critical exponents which are sensitive on the
position of A¢ cannot be extracted in a reliable fashion. For a wide range of a-values the
critical exponent computed using MCMC has the same value as for the nearest-neighbor
model at @ = co. For smaller a the critical exponents of the different extrapolants are
spreading further but remain in the vicinity of the nearest-neighbor exponent zv = 1
shown as a solid gray line to guide the eye.
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Figure 4.5: Quantum-critical points A¢ (a) and corresponding critical exponents zv (b) as a
function of & for the antiferromagnetic case. Black circles represent averaged DLog
Padé extrapolants of Ay, af. Gray squares represent the same values computed with
the scaling approach. Blue triangles correspond to MPS data from [KLT12].

4.1.5  General remarks

For the 1D LRTFIM spin chain we expect second-order phase transitions from the para-
magnet at high fields to a Zj-symmetry-broken ground state at small h. While the
paramagnetic state is the same for an unfrustrated ferro- as well as a frustration-inducing
antiferromagnetic interaction, the symmetry-broken state consists either of parallel spins
pointing in x-direction or antiparallel neighbor spins (Néel state), respectively.

———>—»—>—»ferromagnetic

z

("

Attt =
TN e e antiferromagnetic

Starting from the high-field limit excitations are well defined as single spin flips above
the polarized ground-state. Using LCE methods we were able to determine the phase
diagram as well as the critical exponent zv for several values of @. The main limiting
factor here is the necessary computation time since for each chosen parameter set (k, )
multiple MCMC summations must be done as previously discussed in Section 3.2.4.
Itis also possible to determine the low-field excitations for the long-range model on
the spin chain. As previously discussed in Section 2..3.3 using the analytic continuation of
Riemann’s zeta function a smooth curve can be determined for the domain wall (DW)-ex-
citation energies relative to the ground-state energy for all @ > 0 in the antiferromagnetic
case. This is different for a ferromagnetic interaction where a single-domain-wall state
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possesses the lowest energy above the ground state for all a £ 2.48. However, the energy
diverges at & = 2 and the state driving the phase transition to the paramagnet for smaller
« is given by a 2-DW state with distance d = 1 between the DWs, which represents a
single spin flip. Analyzing the perturbed one- and two-DW states shows that the property
that both energies exchange their position in the energy spectrum persists even for finite
magnetic fields £ although the critical value a is slightly shifted to smaller values of a
for an increasing perturbation strength. Based on these results, a low-field expansion in
second order was used to compare and verify the phase boundary shown in Figure 4.4a
[Ritr9].

Due to the low perturbation order no critical exponents could be calculated in [Ritig],
but a surprisingly good agreement was found between the critical values of both compu-
tations, especially considering the large value of the perturbation® necessary to drive the
QPT from the low-field limit. Although we would presume that the nature of the phase
transition changes with the new excitation closing the gap we did not find any signs in
the LCE from the high-field limit as varying critical exponents are present, anyway.

4.2 HYPERCUBIC LATTICES

The lowest-dimensional instance of hypercubic lattices — the one-dimensional chain —
has been discussed in the previous section. In this section I present results for the square
lattice in two dimensions and the simple cubic lattice in three dimensions. For d = 3
and a ferromagnetic interaction the quantum phase transition is expected to exhibit
mean-field criticality for the complete a-axis since, first, this is already the case for the
TFIM [SICr2] and, second, any @ < oo has the effect of an increased effective dimension
as seen in the previous section.

Parts of the square-lattice results have been published in Reference [FKS19] while the
cubic-lattice results have not been published so far.

4.2.1  Square lattice

The nearest-neighbor TFIM on a square lattice with a ferro- and antiferromagnetic
interaction has been the subject of past studies. For the ferromagnetic interaction the
QPT between a polarized and a Z-symmetry-broken phase is within the (2 + 1)D Ising
universality class with zv = 0.629971(4) [Kos+16]. The critical value has been computed
to high accuracy as A¢ = 0.16421(1) [Hamoo].

2 E.g., for a = 2.5 the gap closes at 1/] = 1.84.



4.2 HYPERCUBIC LATTICES

Based on the symmetries of the nearest-neighbor TFIM (2..3)
on the square lattice it can be shown that it is possible to map S S S
the ferromagnetic and antiferromagnetic model onto each other € | | |
[Mon+16]. The transformation of the interaction Pauli matrices I e

X _, (_1)\ixtiy X
; =1 ; (4.9) Figure 4.6: Square

. . . ... lattice vectors.
flips the sign of every second spin. The vector i = (iy, i) runs over

all lattice sites, where iy and i) are the coordinates relative to lattice vectors e; and e
defined in Figure 4.6. The order parameter in the ferromagnetic case

. 1
M= ~ ; o (4.10)

is mapped under the transformation to a staggered magetization

A~

1 o
Mstag = N Z(_I)ZXHYO-,'X ’ (4-11)
i

which is the antiferromagnetic order parameter. As a result of this mutual mapping
between both nearest-neighbor models the phase transitions occur at the same critical
value and can be assigned to the same universality class.

Parts of this section have been taken from our publication [FKS19].

4.2.1.1  Dispersion

For each selected value of quasi momentum k, a separate MCMC calculation needs
to be done for a fixed value of . Analyzing the dispersion w (k) allows localizing the
minimum of the one-QP gap in momentum space and gives an indication of the magnetic

order of the phase after a potential gap closing in case of second-order phase transitions.

The dispersion of the LRTFIM on the square lattice is shown for an antiferromagnetic
interaction A < 0 for characteristic values a € {2.5,3,4} in Figure 4.7.

The dispersion for the antiferromagnetic LRTFIM on the square lattice shows a clear
minimum at kg = (7, ) T which corresponds to the Néel order. This is the correct
phase for the nearest-neighbor TFIM in the low-field limit @ — co and we expect it to
survive for all values of a. This expectation is reflected in the fact that with decreasing
none of the one-QP energies of the evaluated k-points different to k. shows a tendency
to become the one-QP gap Ay, af-
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Figure 4.7: The dispersion of the antiferromagnetic LRTFIM on a square lattice has been evaluated
at multiple high-symmetry points of the Brillouin zone to ensure the location of the
one-QP gap. As expected the minimum is always located at k = (7, 7) r independent
of a, suggesting a phase transition from the polarized to the Néel-ordered state. The
shown data points are derived from the Padé extrapolations of the order-5 series.

4.2.1.2  Ferroma gNELLC INECTACtion

While in the one-dimensional model an analytical result for the first two orders of the
series expansion can be derived for quasimomentum k = 0, on the square lattice this
is only possible for the first-order contribution. Higher orders up to order 10 were
evaluated using MCMC summation. The first order can be expressed via the Dirichlet L-

series $(%)

s =l (2h =
As a function of @, for the square lattice a qualitatively similar behavior as for the 1D
LRTFIM is expected [FS16; DBo1] where the critical exponent zv varies continuously in a
certain range of @ from the 2D-Ising to the MF value zv = 1/2 as discussed in the previous
section. However, compared to the 1D chain the boundaries in @ of continuously varying
exponents are shifted to @ = 10/3 and @ = 6 [DBo1]. In contrast to the Ising chain, for
large @ the system is expected to be in the 3D-Ising universality class.

In Figure 4.8 I show our results for the phase diagram and corresponding critical
exponent zv. For a large & = 10 the critical value A is already very close to its nearest-
neighbor correspondent. Strengthening the longer-range couplings by reducing « sta-
bilizes the Z-symmetry-broken phase and A decreases. In the limit @ — 2 the phase
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Figure 4.8: Quantum-critical points A (a) and critical exponents zv (b) as a function of & for
the ferromagnetic case of the LRTFIM on a square lattice. Black squares represent
averaged DLog Padé extrapolants of Ay, £ of the highest available order. The mean
field (MF) and NN TFIM universality classes are illustrated as shaded backgrounds and
the associated critical exponents as horizontal lines. The phase diagram shows an
extended ordered phase for decreasing .

transition occurs at A¢ — 0, while for exactly @ = 2 the sums diverge and the Hamilto-
nian (2.42) becomes ill-defined. However, let me stress that the results agree well with
the MF calculations (dot-dashed lines in Figure 4.8) even in the regime a < 2.5, where
the MF ansatz is expected to be quantitatively correct.

For the critical exponent zv it is known that the DLog Padé extrapolation slightly
overestimates critical exponents since it ignores subleading corrections to the critical
behavior. Asa consequence, the estimate zv = 0.65 for large & is about 3% too large com-
pared to the known value zv = 0.63 [Kos+16] of the nearest-neighbor TFIM [Kos+16;
OHWor]. In the opposite limit of small a the critical exponent zv approaches the value
zv = 1/2 confirming the expected MF limit. In between we find an interesting continuous
variation of zv from the MF value to that of the 3D-Ising universality class. Note that
we attribute the deviations from 0.5, which is exactly known to be correct for & < 10/3
[DBoi], to limitations of the extrapolation which neglects the subleading multiplicative
logarithmic correction p at & = 10/3 (for a definition of p see Section 1.1). Indeed, when
extracting p for @ = 10/3 from the DlogPadé extrapolation by fixing A¢ = 0.073037(25)
and zv = 1/2 as for the one-dimensional LRTFIM [FS16], we find pyq & —0.17(4) for
the square lattice. This value is remarkably close to p = ~1/6 which is the prediction
for the 3D TFIM from perturbative RG and series expansions [LK69; BLGZ]73; WR73;
WOHo94; Coe+16]. As already proposed in the study of the ferromagnetic 1D chain,
the quantum-critical behavior induced by the long-range Ising interaction can therefore
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effectively be understood in terms of the nearest-neighbor TFIM in an effective spatial
dimension.

4213 A ntzferroma gnetic Interaction

As for the ferromagnetic interaction with k = 0 it is possible to derive the first-order
contribution for k = (7, m) T

ay ([ a
s =42 () )0 »
Higher orders up to order 10 were evaluated with MCMC calculations.

On the square lattice with an antiferromagnetic interaction we expect an inherently
different behavior to the ferromagnetic case. The long-range Ising interaction again
introduces frustration as in 1D which is, however, expected to be weaker than compared
to the triangular lattice as discussed later in Section 4.3.3. No MF limit for small values
of @ can be expected and it is therefore not at all obvious how the quantum-critical
behavior changes as a function of @ in this frustrated system.

Our results for the critical value A and exponent zv are shown in Figure 4.9. As
expected, stronger competing interactions introduced by decreasing a stabilize the
quantum paramagnet. We observe that the MCMC becomes less reliable for a close to
2. Furthermore, small a values lead to alternating series in |A| with extremely large
coefficients ¢ which are hard to extrapolate (cf. Appendix F for a list of coefficients).
This results in rather large error bars for @ < 3 as can be seen in Figure 4.9. Consequently,
I only show results for a = 2.5.

As outlined before, limitations in the extrapolation lead to a slightly overestimated
zv for large a [Pow+13; OHWo1]. When decreasing a, zv stays almost constant and
close to the value of the nearest-neighbor TFIM for the investigated a-regime. We expect
always the same quantum phase transition between the polarized and the Néel-ordered
state in the full range of a in a similar fashion as deduced for the LRTFIM chain [Suniy]
due to the following reasons: We do not find tendencies for a softening of other one-QP
modes at different k (see dispersion in Figure 4.7) which points against a second-order
quantum phase transition to a differently ordered state. The critical line of a variational
calculation covering the polarized and the Néel phase is not in good agreement with the
LCE results and therefore do not indicate a MF behavior of the system for any value of a.
Finally, we expect the pure long-range Ising model to be Néel-ordered for all @ > 0. Our
approach for the square lattice is therefore dominantly limited by the increasing relative
error of the MCMC for a < 2.5 (cf. Appendix F).
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Figure 4.9: Quantum-critical points A (a) and corresponding critical exponents zv as a func-
tion of a for the antiferromagnetic case of the LRTFIM on a square lattice. Black
squares represent averaged DLog Padé extrapolants of Ayg, af. The shown MF curves
demonstrate that no MF limit is present for antiferromagnetic interactions.

4.2.2  Cubic lattice

As discussed before, the upper critical dimension for the TFIM is d,, = 3. Consequently,
a MF behavior must be expected for the nearest-neighbor model on the 3D cubic lattice.

4.2.2.1 Ferroma gNELLC INLEVACtion

Since we can interpret a as a knob to tune a higher effective dimension d,g than present
in the NN limit, we expect MF criticality for lattices with d = 3 nearly for the complete
range of a. Only exactly at & = oo, since d, is the upper critical dimension, multiplicative
logarithmic corrections are present. Higher-dimensional hypercubic lattices are expected
to show a similar critical behavior as the 3D-cubic lattice except for the singular point
a = oo.

The critical values of the QPT between the polarized and ordered phase in dependence
of a are shown in the phase diagram in Figure 4.10a. Comparing the phase boundary to
the phase diagram of the 1D chain (cf. Figure 4.4a) and the square lattice (cf. Figure 4.8a)
we find a qualitatively identical behavior. The critical exponents zv in Figure 4.10b
display values which are very close to the expected MF exponent. As discussed above, for
large a the LCE slightly overestimates the exponent as a consequence of the logarithmic
corrections which cannot be captured in the LCE while for decreasing « it gets even
closer to zv = 0.5. These results are consistent with previous LCE calculations where
the exponent of the logarithmic corrections for the nearest-neighbor TFIM on a 3D
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Figure 4.10: Quantum-critical points A (a) and critical exponents zv (b) as a function of & for
the ferromagnetic case of the LRTFIM on a cubic lattice. Black squares represent
averaged DLog Padé extrapolants of Ay, ¢ of the highest available order. The mean
field (MF) exponent is illustrated as a horizontal dashed line.

cubic lattice was determined as p,, = —0.143(5) and the exact MF value of the critical
exponent was similarly overestimated as in Figure 4.10b.

While the critical value for @ = 3.25 leads to a smooth curve in the phase diagram,
the corresponding exponent has a much larger deviation from the expected value with a
large scattering of the DLog Padé extrapolants indicated by the error bar. For smaller
values of @ the MCMC calculations become more demanding. Small deviations in the
critical value can result in a larger deviation in the critical exponent, which is therefore
much more sensitive to numerical errors.

4222 A ntzferroma gNELIC INLEVACLION

The antiferromagnetic LRTFIM on the 3D cubic lattice exhibits a QPT between the
paramagnetic and Néel-ordered phase just as seen on the square lattice. Here, also a
mapping exists between the ferro- and antiferromagnetic model in the NN limit & — oo.
The phase diagram calculated with the LCE is shown in Figure 4.11 next to the critical
exponents zv. As expected the critical exponents are close to the MF value of (zv)yr = 0.5
in the complete investigated range of @. This behavior is similar to the antiferromagnetic
LRTFIM on the square lattice and spin chain, where the critical exponents is close to the
NN value for all studied a.
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Figure 4.11: Quantum-critical points A¢ (a) and critical exponents zv (b) as a function of & for
the antiferromagnetic case of the LRTFIM on a cubic lattice. Black squares represent
averaged DLog Padé extrapolants of Ay, £ of the highest available order. The mean
field (MF) exponent is illustrated as horizontal dashed line.

4.3 TRIANGULAR LATTICE

The TFIM on a triangular lattice is especially interesting due to its complex highly de-
generate ground state present at low fields for nearest-neighbor antiferromagnetic Ising
interactions. In this limit an order-by-disorder phenomenon drives a phase transition
between a paramagnetic state and a clock-ordered state with a V3 x /3 structure that is
located at A¢ = —0.305 [IMo3; Pow+13] in the 3D-X Y universality class with zv = 0.67
[GHo4]. The clock order, visualized in Figure 4.12b, corresponds to the wave vector
k = (2n/3,~27/3) T which is measured with respect to the lattice vectors defined in Fig-
ure 4.12a. In this section we study the effect of long-range interactions on this system
which is already a demanding problem in the nearest-neighbor case [Pow+13].

For ferromagnetic interactions the question arises, if the same continuously vary-
ing exponents are present in the long-range-interacting model that were found in the
LRTFIM on the hypercubic lattices (cf. Sections 4.1 and 4.2). The ferromagnetic NN
model is unfrustrated and displays a 3D-Ising transition between a paramagnetic and a
Z.y-symmetry-broken ordered phase at A¢ = 0.105 [Yany7] with zv = 0.63 [Kos+16].

Parts of this section have been published in and are taken from Reference [FKS19].

4.3.1  Dispersion

As was also shown for the square lattice above, for different values of quasimomentum k,
the MCMC calculations are performed for different a@-values. Analyzing the dispersion
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Figure 4.12: Definition of the unit vectors on the triangular lattice (a) and an illustration of the
clock order with quasimomentum k = (27/3,-27/3) r (b). Beware, that the arrows
do not represent the spins in real space.

w (k) allows again localizing the minimum of the one-QP gap in momentum space and
gives an indication of the magnetic order of the phase after a potential gap closing in
case of second-order phase transitions. The dispersion of the LRTFIM on the triangular
lattice is shown for an antiferromagnetic interaction A = —0.3 for characteristic values
a € {2.5,3,4} in Figure 4.13.

When investigating the dispersion for modes softening for small values of & we do
not find any signs indicating a second-order phase transition to a different state than in
the NN limit. The minimum of the dispersion remains fixed at kjoc = (+27/3, F21/3) T
for all computed high-symmetry k-points and & therefore defining the location of the
one-QP energy gap.

On the one hand, it is not possible to exclude a minimum at a k value which was
not computed. Calculating more values is computationally very intensive such that I
focused on the presented high-symmetry points in the Brillouin zone. Also, we expect
an ordered phase to exist at a high-symmetry point which justifies the focus on these
points.

On the other hand, with our calculations we are only able to detect second-order
phase transitions. The possibility for a first-order QPT to a different phase than the clock
order at small @ cannot be excluded conclusively. For a more detailed discussion see
Sections 4.3.3 and 4.4.
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Figure 4.13: The one-QP dispersion of the antiferromagnetic LRTFIM on the triangular lattice
for @ = 2.5 and A = —0.3 shows a clear minimum at ko = (%7‘[, —%ﬂ)T which is
the order momentum of the clock-order known from the nearest-neighbor limit.
Within the calculated momenta at several high-symmetry points, we do not find
any other momentum lowering the energy gap enough to replace the clock-order
momentum.

4.3.2 Ferroma gNELIC INLEVACtIon

Similar to the square lattice it is possible to express the first-order contribution analyti-
cally by introducing a Dirichlet L-series® for k = 0, while higher orders up to order 10
were evaluated with MCMC calculations. The first-order contribution is given by

Ape=-et(3)e(3)

> (4.14)

Again, we start the discussion of the quantum-critical behavior with the ferromagnetic
interaction. For @ — oo the LRTFIM on the triangular lattice is in the 3D-Ising univer-
sality class with zv = 0.63 [Kos+16]. As a function of @, a similar behavior as for the
LRTFIM on the hypercubic lattice is expected [FS16; DBoi], with a critical exponent
zv that varies continuously in a certain range of @ from the 3D-Ising to the MF value
(zv)umr = /2. The boundaries in & of continuously varying exponents are shifted to the
same values @ = 10/3 and a = 6 as for the square lattice [DBoi] since only the dimension
factors into the value. I show our results for A¢ and zv in Figure 4.14 along with the MF
results (dot-dashed lines) and the QMC data points for @ = 3 on the triangular lattice
(blue triangles) [Humi6], which agrees well with our data. For a large a = 10 the critical

3 In this case a different series g [%) is introduced (see Section B.2).

11§



16

PHASE TRANSITIONS IN THE LRTFIM

value A¢ is already very close to its nearest-neighbor correspondent. Strengthening the
longer-range couplings by reducing a stabilizes the Z-broken phase and A decreases.
In the limit @ — 2 the phase transition happens at A — 0, while for exactly & = 2 the
sums diverge and Equation (2.42) becomes ill-defined. However, for very small & < 2.5,
where the MF ansatz is expected to be quantitatively correct, I find a very good agreement
of the MF curve and the critical values calculated with the LCE.
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Figure 4.14: Quantum-critical points A (a) and critical exponents zv (b) as a function of « for
the ferromagnetic case of the LRTFIM on a triangular lattice. Black triangles represent
averaged DLog Padé extrapolants of Ay, 1 of the highest available order. The mean
field (MF) and NN TFIM universality classes are illustrated as shaded backgrounds
and the associated critical exponents as horizontal lines.

The exponent zv is again slightly overestimated by the DlogPadé extrapolation for
large values of a since subleading corrections to the critical behavior are ignored. Com-
pared to the known value zv = 0.63 [Kos+16] of the nearest-neighbor TFIM [Kos+16;
OHWor1] the presented results are about 3% too large. In the opposite limit of small a
the critical exponent zv approaches the MF value 0.5 also confirming the expected MF
limit.

For the triangular lattice multiplicative logarithmic corrections at a = 10/3 can be
expected, too. While these are neglected in the evaluation, consequently leading to a
deviation from the exact MF value (zv)y = 0.5, we can extract the logarithmic expo-
nent as for the square lattice and find p,, = —0.143(7). This is remarkably close to the
predicted value of p = ~1/6 for the logarithmic correction of the 3D TFIM from per-
turbative RG and series expansions [LK69; BLGZ]73; WR73; WOHog4; Coe+16] and
further strengthens our interpretation of the long-range model as a TFIM in an effective
dimension.

Another observation can be made when comparing the critical exponents for both, the
square and triangular lattice. Not only are the boundaries for the MF and NN criticality
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Figure 4.15: A comparison of the critical exponents zv of the ferromagnetic LRTFIM on the
square and triangular lattice shows a very good agreement between both curves. This
independence of the criticality with respect to the underlying lattice structure and the
dependence only on the dimension of the lattice can be seen as a meta-universality.

located at the same value of @ and the same exponent p of the multiplicative logarithmic
correction is expected. Also in the continuously varying regime the estimated critical
exponents agree extremely well on both lattices. To illustrate this, the critical exponents
zv for both lattices are plotted on top of each other in Figure 4.15. This behavior can
be described as a kind of meta-universality since the universality class of both models
changes identically with the parameter a and independent of the microscopic lattice
structure.

4.3.3  Antiferromagnetic interaction

Also for k = (27/3,-27/3)T an analytic expression for the first order can be found as

3u=-3(3 - 1)¢(5)e(3). (415
while again higher-order series coefficients up to order 10 were evaluated using MCMC
calculations.

For an antiferromagnetic interaction an inherently different behavior can be expected
not only with respect to the ferromagnetic case but also compared to the antiferromag-
netic model on the square lattice. Already in the nearest-neighbor limit @ — oo one finds
a different universality class, since the TFIM on the triangular lattice displays 3D-XY
universality due to the strong geometric frustration resulting in a v/3 x v/3 order at small
fields [IMo3; Pow+13]. There is no MF limit for small values of @ and it is therefore not
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at all obvious how the quantum-critical behavior changes as a function of a in these
frustrated systems.

The results for A¢ and zv are shown in Figure 4.16. As expected, stronger competing
interactions introduced by decreasing « stabilize the quantum paramagnet. As for the
square-lattice results, we observe that the MCMC becomes less reliable for a close to 2 and
the resulting alternating series in |A| with extremely large coefficients ¢y (cf. Appendix F)
are hard to extrapolate. This results in rather large error bars for @ < 3 as can be seen in
Figure 4.16a. Consequently, only results for & = 2.5 are shown in the phase diagram.

The known overestimation of zv for large & [Pow+13; OHWo1] is found as before.
For the investigated a-regime the exponent zV stays almost constant and close to the
value of the nearest-neighbor TFIM z/nu = 0.67[GHo4]. The extrapolation becomes
problematic for a 2.5 but additionally we expect a different physical scenario than
on the square lattice where a paramagnet to Néel-ordered QPT is found. As for the
square lattice and already discussed in Section 4.3.1 no indication for a gap closing at
different values of k is observed. Most likely, the phase transition becomes first order
and a stripe-ordered state is realized at small fields for a@ S 2.5. Indeed, tensor network
calculations of the LRTFIM on cylinders find a zigzag-stripe order for a S 2.4 [SBMi8]
and the bare 2D Ising model displays stzaight-stripe order [SKMi6; Koz+19]. Most
importantly, the phase transition between the straight-stripe order and the polarized
phase is known to be first order because both Zy x Zi3 symmetries are broken at the
same time [SKMi6; Koros]. The only possibility to maintain a transition from one
phase to the other without a first-order phase transition in this case can only be realized
by two second-order phase transition where first one of the symmetries is broken and
afterwards the second symmetry. Consequently, our approach for the triangular lattice
is most probably primarily limited by the first-order nature of the phase transition for
a 5 2.5 which cannot be tracked by investigating gap closings. To further investigate
the order phenomenon and perform a more direct comparison to the tensor network
calculation cylindrical triangular lattices are studied in Section 4.4.

4.4 CYLINDRICAL TRIANGULAR LATTICE

In 2018 Saadatmand ez 4. set up a study of the quantum properties of the LRTFIM on a
triangular lattice using infinite-size density matrix renormalization group (iDMRG) cal-
culations. The applicability of the method is limited to one-dimensional lattice systems,
so they chose to map the 2D lattice onto the surface of a cylinder [SBM18]. The cylinder,
while infinite in one direction has a finite circumference and is therefore effectively a
quasi-one-dimensional system. When investigating this system one has to be aware that
effects that depend on the dimensionality of the system might thus be lost. However,
for select values of the circumference, certain magnetic orders, which are also possible
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Figure 4.16: Quantum-critical points A¢ (a) and corresponding critical exponents zv as a func-
tion of a for the antiferromagnetic case of the LRTFIM on a triangular lattice. Black
triangles represent averaged DLog Padé extrapolants of Ay, ar. The MF result for the
clock-order is shown to emphasize the fact that a MF description is not suited in
case of an antiferromagnetic interaction. Large scattering of A for small & might
indicate a different scenario than a second-order QPT to the clock order. The NN
exponent zv = 0.67[GHo4] and A, = —0.305[IMo3; Pow+13].

candidates for the low-field phase of the LRTFIM with an antiferromagnetic interaction
on the 2D system, are possible. For example, the cylinder with a circumference of six
lattice sites is able to host several stripe-ordered quantum phases as well as the clock-
ordered phase known from the NN model. In their publication, apart from such a type
of clock order as well as a trivial polarized phase, a symmetry-broken columnar stripe
phase is present in the ground-state phase diagram [SBMi8].

The goal of this section is to gain a deeper understanding of the frustrated antiferro-
magnetic LRTFIM and complement the iDMRG results computed by Saadatmand ez a/.
[SBMi8]. To this end, LCEs in the high-field limit are combined with perturbative low-
field expansions* about stripe-ordered phases and a perturbative evaluation of the clock-
ordered ground state to map out the ground-state phase diagram. The focus is here on
cylinders with circumference 4 and 6.

The phase diagrams are determined as follows: In the high-order linked-cluster expan-
sion from the high-field limit we consider a second-order QPT from the polarized phase
to the clock-ordered phase by investigating the closing of the one-QP gap similar to the
previous sections. A continuous gap-closing of a certain mode signals a continuous quan-
tum phase transition between the z-polarized phase and the associated ordered phase.
The transition lines between the clock and stripe orders are located by determining the
crossings of the respective ground-state energies for a selected a-value. The ground-

4 Details on the low-field expansion are given in Appendix Section E.
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state energy for these orders is determined in a low-field expansion in order six. As a
consequence of their symmetries we expect strong first-order phase transitions between
those phases, although we are not able to extract the nature of the phase transition
numerically.

Parts of this section have been published in Reference [Koz+19].

4.4.1  Geometry

The cylindrical lattice can be constructed by rings of spins-1/2 with circumference n.
These rings are coupled along the x direction forming a triangular lattice with an infinite
extension in this direction. The lattices, labeled XC(7) depending on their circumference,
are exemplarily illustrated for the XC(6) cylinder in Figure 4.17. Next to the cylinder the
planar geometry that is used for measuring the respective distances between the spins is
shown with the corresponding unit vectors of the lattice.

The geometry leads to a discrete momentum in Fourier space for the direction e
orthogonal to the infinite cylinder extension due to the finite circumference while it is
continuous in the second direction e; due to the infinite extension.

€2
L L5 AVAREA VA VAR VARR
(a) 3D illustration (b) Lattice vectors

Figure 4.17: Illustration of the XC(n) cylinder geometry for n = 6. The left panel shows a 3D
representation where the periodic rings are highlighted in blue while the right panel
illustrates the planar geometry used to measure distances between the lattice sites
and the lattice vectors. The lattice sites are periodically coupled in e; direction and
extend infinitely in e; direction.

4.4.2 Pure LRIM

In the following, we consider the pure (classical) LRIM with vanishing transverse field
h = 0. Here, it is 4 priorinot clear as a function of @ which classical state is the ground
state. In the following we want to clarify the nature of the ground state for the XC(n)
cylinders and their respective ground-state energy per site, which is then used to set up a
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low-field expansion. The calculation in this limit has been done by J. Koziol [Koz+19]
(cf. Appendix A).
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Figure 4.18: Illustration of (left) plain-stripe state [k = (7, m)7], (middle) zigzag-stripe state
[k = (n/2,m)T], and (right) orthogonal-stripe state [k = (,0)] on a triangular-
cylinder lattice. Parallel (antiparallel) spins are shown as circles with same (different)
colors. In the limit 72 — oo plain and orthogonal stripes are symmetric.

By studying the energy of the NN ground states on finite cylinders with N = 40
spins for @ < oo, we observe that the relevant states for the LRIM consist only of zon-
flippable plaquettes in the quantum dimer language on the dual lattice introduced in
Section 2.2.1. These states are symmetry-broken and therefore gapped and stable against
quantum fluctuations introduced by small transverse magnetic fields. We name the three
relevant occurring order patterns orthogonal [k = (7,077, plain [k = (,m) 7], and
zigzag [k = (n/2, ) T] stripes and illustrate them in Figure 4.18.
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Figure 4.19: Energy persite e;mpc for the considered stripe patterns evaluated on the XC(4) lattice
for N = 4 x 103 lattice sites (left panel) and on the XC(6) lattice for N = 6 x 10°
lattice sites (right panel) with periodic boundary conditions. The thick black vertical
line in the left panel indicates the position @ of the first-order phase transition
between zigzag (a < a¢) and orthogonal (a > a) stripes for the XC(4) cylinder. For
the XC(6) orthogonal stripes have the lowest energy for any finite & and consequently
are realized for all a.

121



122

PHASE TRANSITIONS IN THE LRTFIM

In the orthogonal-stripe configuration spins with the same orientation order along
the second lattice vector ey, which does not point in the infinite direction of the cylinder,
forming alternating rings of parallel spins. This leads to a two-fold degeneracy which
results from the Z spin-flip symmetry of the state. Flipping every spin results in the
same state on the infinite lattice only shifted by e;. In the plain-stripe state spins of
the same orientation align in plain chains winding around the cylinder in direction of
infinite extension. This pattern has a Zi x Z, symmetry, which results from a spin-flip
symmetry and a decoupling of the state into two sublattices. Additionally to flipping
every spin it is possible to shift the pattern by e, to obtain a symmetric state. In the 2D
limit orthogonal and plain stripes are degenerate with a Zip x Z3 symmetry due to spin
flips and the threefold rotational symmetry of the lattice. The absence of this rotational
symmetry for the XC(7) cylinders leads to the energetic separation of orthogonal and
plain stripes, where orthogonal stripes have lower energies for all decay exponents a on
the XC(4) and XC(6) lattice. In fact, the preference of orthogonal stripes is seen for all
studied XC(n) cylinders with even n.

The third identified ground-state pattern are the zigzag stripes where spins of the
same orientation align in a zigzag shape in cylinder direction. This results in a four-
fold degeneracy (Zy x Z.3), again due to spin-flip symmetry and a decoupling into two
sublattices. On the XC(n) cylinders with rn = 45 (s € IN) it is actually possible to rotate
the zigzag stripes by 27/3 and to remain in the subspace of states with only non-flippable
plaquettes. These rotated zigzag stripes are always energetically less beneficial than the
zigzag stripes with an alignment in infinite direction and we will not consider them any
further.

Atsmall & zigzag stripes are energetically lower compared to the orthogonal stripes
for the XC(4), XC(8), and XC(12) cylinder (see Figure 4.192). Consequently, there must
be a first-order phase transition between these two stripe phases for these cylinders and
we can determine the associated critical a. which are listed in Table 4.1.

Table 4.1: Critical decay exponents @ for a phase transition between orthogonal (@ > a¢) and
zigzag (@ < a) stripes on the XC(n) lattices with 7 € {4,8,12}. The denoted lattices
are the ones where the transition occurs in the considered range of @ > 1 in the
framework of our numerical real-space implementation.

n 4 8 12

. 2.55(1) 1.41(1) 1.13(1)

The favoring of these stripe patterns can be explained by looking at the dominant
further-neighbor Ising interactions which are contributing differently to the energy,
depending on the considered type of stripe order. For zigzag stripes the second-near-
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est neighbors are contributing less beneficial than for the orthogonal stripes, but the
third-nearest neighbors are lowering the energy more than they do for the orthogonal
stripes. Together with the periodicity of the XC(n) cylinder this leads to a favoring of
the zigzag stripes at low a for the lattices described above, since then the long-range Ising
interactions come more and more into play. Such stripe patterns have also been found
by Smerald ez al. for a truncated long-range Ising interaction [SKMi6]. For a classical
Hamiltonian with arbitrary tunable antiferromagnetic nearest- and next-nearest-neigh-
bor interaction it is a well established result that on the triangular 2D lattice Z x Z3
plain stripes realize the ground state of the system [Met74; Koros]. On any XC(n) lattice
with finite 7 this degeneracy of plain and orthogonal stripes is lifted. Compared to the
plain-stripe order, the (n2+ 1)-nearest neighbors of the orthogonal stripes are missing two
ferromagnetic interactions for each site along the cylinder ring due to the finite cylinder
extension. Instead two additional antiferromagnetic interactions per site are present
which leads in total to a lower energy of orthogonal stripes. A second consequence of
the cylinder geometry is the relevance of a zigzag-striped order. Further, we note that
these three stripe patterns are part of the a = 0 and oo ground-state space. Using the
« = 0 limit of the LRIM with the logarithmically increasing perturbation described in
Equation (2.51) confirms above findings. To this end, we considered all @ = 0 ground
states on a finite cluster of N = 40 spins which leads to the same ground-state space of
non-flippable plaquettes. Evaluating the energy for the three relevant stripe patterns on
large clusters N = 10000, we find the same stripe-ordered ground states as calculated
directly from the full LRIM.

We therefore conclude that the physical behavior of the LRIM is different for the
two families of cylinders with n =4s (s€IN) and n=4s+2 (s€e IN). Forn =4s+2
orthogonal stripes are realized for all studied @, while in the other case orthogonal
stripes become unstable towards a zigzag-stripe order for small a. This can be clearly
seen in the energy evolution of the different stripe structures as a function of a, which
is shown in Figure 4.19 for the smallest member of both families, XC(4) and XC(6),
respectively, where we have studied finite cylinders with N(XC(n)) = n x 10° spins
using periodic boundary conditions. In the limit of 72 — co we expect that both families
display the same ground state. This is in accordance with our finding that a is reduced
with increasing 7.

Until now, only the classical LRIM was studied for several cylinder sizes 7 and values
of a. In the following, we focus on these two cylinders and study the ground-state phase
diagram of the full LRTFIM.
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4.43  XC(6)

Let us first consider the XC(6) lattice which is built from rings with six sites. To find
the ground-state symmetry for an infinitesimal field we can consider the dimer model
introduced in Section 2.2.1. The clock-ordered state on the full 2D triangular lattice has
a periodicity of 3 in each lattice direction which is compatible with the XC(6) lattice
such that we expect the same order for small magnetic fields. We find that the maximally
flippable state which is energetically selected indeed represents the clock order with
a quasimomentum of k = (27/3,-27/3)T. The maximally flippable state on the XC(6)
lattice is illustrated in Figure 4.20 along with an illustration of the clock order. Note,
that the rotation of the clock-ordered spins is used to illustrate the phase factor between
the spins on different sites and does not represent the orientation in real space.
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(2) Maximally flippable state (b) Clock order k = (23, ~2r/5)

Figure 4.20: (Left) The maximally flippable state of the XC(6) lattice and (right) the resulting
clock order in the low-field limit of the NN model. Arrows represent phase factors
and not the real-space orientation of the spins.

For the nearest-neighbor TFIM on the 2D triangular lattice, the quantum phase transi-
tion between the clock order and the high-field z-polarized phase is known to be second
order in the 3D-XYuniversality class [MSo1; IMo3; Pow+13]. For finite & < oo, the
nature of this quantum phase transition is unchanged for all @ £ 2.5 [FKS19; Humi6].

Saadatmand e 4/. investigated the LRTFIM on the XC(6) cylinder for & € (1,5) as well
as the TFIM using the iDMRG approach [SBMi8]. For a > 2.40(5) they find the same
quantum phases as for the 2D triangular lattice with a transition between the clock order
and the z-polarized phase. The critical point for the TFIM is located at h = 1.5(1) J as
given in Reference [SBMi8]. For a < 2.40(5), they observe a direct phase transition from
the z-polarized phase into a different ordered phase, which we call zigzag-stripe phase
(see Figure 4.18b for an illustration). Interestingly, our investigation of the pure LRIM
for h = 0 confirms the appearance of stripe-ordered phases (for any finite a), although
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Figure 4.21: Ground-state phase diagram calculated for the XC(6) cylinder using series expan-
sions. The black line is determined by the closing of the one-QP gap Aysn,-2/37)
at momentum k = (27/3,-27/3)T with the standard deviation of the Padé approx-
imants up to tenth order. The blue line is determined by the energy intersection
between the clock-order energy e(c)IOCk and the orthogonal(_L)-stripe energy e& in
sixth order. The question mark indicates the region of the phase diagram where the
used methods break down.

we find a different stripe order to be realized which we attribute to a limitation due to
the chosen unit cell in Reference [SBM18]5.

The obtained ground-state phase diagram for the LRTFIM on the XC(6) cylinder is
shown in Figure 4.21. It displays the z-polarized phase, the clock order, and the orthogo-
nal-stripe phase. The quantum phase transition between the z-polarized phase and the
clock order is located by investigating the one-QP excitation energies of the z-polarized
phase using the high-field expansion. For a non-first-order phase transition one expects
that the one-QP gap of the z-polarized phase closes at the quantum-critical point with a
momentum k = (27/3,-27/3) T, which is associated with the clock order. Here we locate
such a gap-closing quantum-critical point by applying Padé extrapolations on the bare
order 10 series (see Figure 4.22a) and we quantify the uncertainty of this extrapolation
scheme by the standard deviation of different extrapolations shown as error bars in
Figure 4.21. We can track this gap-closing up to decay exponents a = 1.5. The calculated
phase-transition points for a £ 2.4 are within error bars in good agreement with the
numerical findings by Saadatmand ez a/. [SBMi8]. Specifically, for the TFIM at a — oo,
the PCUT high-field calculation yields a gap closing at a transverse field i = 1.54(7) J,

s This was confirmed in private communication with I. McCulloch.
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which has to be compared to h = 1.5(1) J determined numerically by investigating the
order parameter for the clock order using iDMRG [SBMi8].
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Figure 4.22: Determination of the phase boundaries of the XC(6) lattice, illustrated for a = 6.
(Left) The closing of the Padé-extrapolated one-QP gap determines the critical value
between the high-field polarized and the clock-ordered state. (Right) The crossing
between the ground-state energies is used to locate the expected first-order transi-
tions.

The second type of phase transition present in the phase diagram is between the
clock order and the orthogonal-stripe phase (see Figure 4.22b and top blue line in
Figure 4.21). Since both phases break a different type of discrete translational lattice
symmetry, this transition is first order. It can therefore be located by determining the level
crossing e(C)IOCk = eé‘ for a given value of a. As the ground-state energy e(c)lOCk of the clock-
ordered state is evaluated on a finite cluster of six rings and the long-range interactions
are included perturbatively, one has to be aware that the blue line in Figure 4.21 is
certainly not quantitatively exact for small values of a. In fact, we expect the phase
transition to occur at higher transverse fields /7 for small &, because a better treatment
of the long-range interactions would result in an increased ground-state energy e(C)IOCk $O
that the orthogonal-stripe phase would be enlarged with respect to the clock order. In
contrast, we (slightly) overestimate e(C)IOCk for large @ due to the finite cluster extension
and the approximate treatment of the field-induced quantum fluctuations. It is therefore
plausible that for @ < 2.4 no clock order is present anymore in the phase diagram as
suggested by Saadatmand ez 4/. [SBMi8] and there is a direct phase transition between the
z-polarized and the orthogonal-stripe phase. Another possible scenario is the presence
of an intermediate (gapless) phase as we discuss in Section 4.4.5. We stress again that
orthogonal stripes are the true ground states of the zero-field LRIM and no zigzag stripes

are realized in the LRTFIM as found by Reference [SBMi8].
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(a) Maximally flippable state (b) Clock order k = (57/4,7/2) T

Figure 4.23: (Left) The maximally flippable state of the XC(4) lattice and the (right) the resulting
clock order in the low-field limit of the NN model. Arrows represent phase factors
and not the real-space orientation.

If there is a direct continuous phase transition between the orthogonal-stripe and the
z-polarized phase, one expects that the high-field gap in the z-polarized phase closes at
the critical point and is located at the associated momentum of the orthogonal-stripe
phase k = (7,0) Ttora é 2.4. To study the transition to the orthogonal-stripe phase, we
therefore evaluated the one-QP energy at momentum k = (77,0)” in the high-field limit
using Padé extrapolations. Interestingly, no closing of the gap could be observed so that
we cannot confirm a direct phase transition between the z-polarized and the orthogonal-
stripe phase using series expansion methods. There are two possible interpretations of
this result: Either the situation is similar to the case of the 2D triangular lattice, where
the direct phase transition is known to be generically first order due to the Zj x Z3
symmetry of the stripe order or the phase diagram contains an intermediate phase which
we elaborate on further below.

4.4.4 XC(3)

Now, let us consider the XC(4) lattice which is built from rings with four sites. Again, we
consider the dimer model to investigate the NN low-field ground-state. The clock-ordered
state on the full 2D triangular lattice with a periodicity of 3 in each lattice direction
is incompatible with the XC(4) lattice such that we expect a different order for small
magnetic fields. We find that the maximally flippable state which is energetically selected
also represents a clock order, but with a different quasimomentum of k = (57/4,7/2) T
The maximally flippable state on the XC(4) lattice is illustrated in Figure 4.23 along with
an illustration of the new clock order. Note, that the rotation of the clock-ordered spins
is used to illustrate the phase factor between the spins on different sites and does not
represent the orientation in real space.
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Figure 4.24: Ground-state phase diagram calculated for the XC(4) cylinder using series expan-
sions. The black curve is determined by the closing of the one-QP gap with the
standard deviation of the Padé approximants up to order ten. The blue line is de-
termined by the energy intersection between the clock-order energy e5°* and the
orthogonal(L)-stripe energy e& in sixth order. The green line denotes the intersec-
tion between the energy of the QDM in third order and the zigzag-stripe energy in
sixth order. The almost vertical black line represents the first-order phase transition
line between the zigzag and orthogonal stripes, which is determined by comparing
the ground-state energies of both stripe phases. The question mark indicates the
region of the phase diagram where the used methods break down.

The phase diagram of the XC(4) lattice, which has been calculated analogously to the
phase diagram of the XC(6) lattice by employing high- and low-field series expansions,
is shown in Figure 4.24.

Besides the z-polarized phase, a clock-ordered phase with a different momentum
k = (57/4,7/2)T from the XC(6) (and, consequently, also from the 2D triangular) lattice
arises. In addition to the orthogonal-stripe order with k = (7, 0) T at finite large a already
discussed for the XC(6) lattice, we find zigzag stripes with k = (7/2, ) T for small fields.
The first-order phase transition from the orthogonal to a zigzag order for small fields
occurs at @ = 2.55(1) (cf. Figure 4.19a). Interestingly, the phase transition between these
two stripe orders is almost independent of //J so that a nearly vertical phase transition
line results (see black line in Figure 4.24). Further, for small @, one might predict a direct
phase transition between the z-polarized phase realized at high field strength and the
zigzag stripes at low field strength in similarity to the XC(6) cylinder. Padé extrapolations
of the one-QP gap with k = (n/2,m)T again do not point towards a continuous phase
transition signaled by a gap closing in this a-regime. We therefore expect that the physical
situation is similar to the XC(6) cylinder.
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In the calculated phase diagram the intersection between the clock-order energy and
the different stripe orders is calculated for all values of @ for which the clock-order
expansion is available. Even though the clock order is not expected to be the ground
state for small @, the calculated line gives a reference point for the extension of the stripe-
ordered phases. As for the XC(6) cylinder, we have to stress that the calculated energy
for the clock order is underestimated because the long-range interactions are truncated
due to the evaluation on finite clusters. This implies that the transition between stripes
and clock order occurs at higher transverse fields for small decay exponents (a < 3.5).

4.4.5  Physics of the LRTFIM on the XC(n) lattice

In this section we investigated the ground-state phase diagram of the LRTFIM on trian-
gular-lattice cylinders using various approaches. The goal was on the one hand to gain a
deeper understanding of the physics of frustrated systems with long-range interactions
and on the other hand to complement the iDMRG studies on such systems presented by
Saadatmand ez a/l. [SBM18]. We found that the physical behavior of the classical LRIM is
different for the two families of cylinders with n =4s (s€ IN) and n =4s+2 (s€ IN).
For n = 45+ 2 orthogonal stripes are realized for all studied a, while in the other case
orthogonal stripes become unstable towards a zigzag-stripe order for small . Our results
are therefore distinct from the zigzag stripes obtained numerically for the XC(6) cylinder
[SBMi8], which is most likely due to the chosen unit cell in the iDMRG approaché. The
full quantum phase diagram of the LRTFIM on the XC(4) and XC(6) cylinder contains
at least three different types of gapped quantum phases. A z-polarized paramagnetic
high-field phase, stripe phases triggered by the long-range Ising interaction, as well as
clock-ordered phases being stabilized via an order-by-disorder mechanism about the
highly-degenerate classical spin liquid of the nearest-neighbor Ising model [IMo3]. The
extension of these phases in the parameter space of the LRTFIM has been located approx-
imately by a variety of different perturbative expansions. In contrast to the high- and
low-field high-order expansion, the obtained ground-state energy of the clock-ordered
phase is the least accurate due to the low order three of the effective Hamiltonian and
due to the finite cluster size. The obtained ground-state phase diagrams are valid as long
as one assumes that no other phase is present. However, this is not obvious, which leads
to the following two points which deserve further investigations.

First, we turn our attention to the nearest-neighbor TFIM on the XC(6) cylinder,
which realizes the same kind of clock order as the TFIM on the two-dimensional triangular
lattice. For the 2D triangular lattice the QPT between the z-polarized and the clock-
ordered phase is a continuous second-order transition which falls into the (2 + 1)D-
XYuniversality class [MSor; IMo3; Pow+13]. This follows from a mapping of the TFIM

6 Private communication with I. McCulloch.
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onto a classical XY-model in three dimensions [Bla+84]. By applying the same kind
of quantum-to-classical mapping to the quasi one-dimensional cylinders, one would
expect that the transition falls into the (1 + 1)D-X Y universality class, which is known to
be the archetype of an infinite-order Kosterlitz-Thouless (KT) phase transition [KT73].
However, since the KT phase transition involves one phase with critical (algebraically-
decaying) correlations and both the z-polarized and the clock-ordered phase are gapped,
this implies the existence of a gapless intermediate phase in the ground-state phase
diagram of the nearest-neighbor TFIM on the XC(6) cylinder so that there are two
Kosterlitz-Thouless transitions out of this intermediate phase. For the corresponding
classical phase transitions in the TFIM on the 2D triangular lattice as a function of
temperature, such an intermediate phase as well as the associated KT transitions are
well established theoretically [MSCoo; IMo3; Wan+17] and confirmed experimentally
recently in the Ising-type triangular antiferromagnet TmMgGaO, [She+19; Li+20].
Clearly, this intermediate phase in the XC(6) cylinder will also extend in a finite a-
window in the phase diagram of the LRTFIM and, by similarity, one would expect a similar
phase also for the XC(4) cylinder. Let us note that the detection of a KT transition is not
possible with our high-field expansion since the gap displays a non-analytic behavior close
to such a phase transition. Further, we find it interesting that iDMRG calculations based
on translational invariant states are in good agreement with our findings with respect to
the phase transition line between the z-polarized and clock-ordered phase as a function
of a [SBMi8]. It is likely that both approaches are not sensitive enough to pinpoint
the intermediate phase on the quasi one-dimensional XC(6) cylinder, but rather yield a
good estimation for the transition line of the corresponding two-dimensional system on
the triangular lattice. In any case, the existence and nature of the intermediate phase has
to be clarified in the future.

Second, it is not clear how the ground-state phase diagram looks for smaller values of
a when the clock order and potentially the just-discussed intermediate phase are not
realized anymore. The numerical work of Reference [SBM18] on the XC(6) cylinder sug-
gests a direct second-order phase transition between the z-polarized and a stripe-ordered
phase. We stress again that our investigation clearly yields a different ordering pattern for
the stripes, namely the orthogonal stripes shown in Figure 4.18. Extrapolations of the
one-QP high-field gap with the corresponding stripe-momentum give no evidence for
a gap-closing (second-order) phase transition. So this phase transition might be either
(weakly) first order as for the LRTFIM on the triangular lattice [Koros; SKM16; FKS19]
or, again, an intermediate phase could be present between the z-polarized and the stripe
phase which prevents a controlled extrapolation of the gap. An indication for the latter
scenario might be the presence of an intermediate classical spin liquid as a function
of temperature for a deformed classical Ising model with dipolar interactions on the
triangular lattice [SMi8].
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In the final chapter of this thesis, let me shortly review the motivation for studying the
topic, the algorithmic development and the presented results and give a short outlook
on possible future projects.

The Ising model has been one of the most studied quantum spin models in the past
as a result of its simplicity compared to other models while still providing meaningful
results in the realm of quantum magnets and quantum phase transitions. With the
focus shifting from the original model containing short-range, mostly nearest-neighbor,
interactions to long-range-interacting systems [DBor; KLT12; Kna+13; Vod+15; SBM18]
new approaches for treating such numerically-demanding systems with long-range
interactions become necessary.

The increasing interest in these systems is a result of, on the one hand, the develop-
ment and prospective availability of experimental setups [Bri+12; YJZ19] for directly
verifying theoretical predictions. These artificial setups are pushing the development of
quantum simulators further and require a thorough validation before predictions for
systems can be determined that are unreachable with current theoretical methods. Also,
in many naturally occurring systems long-range interactions are present and cannot be
represented by a nearest-neighbor model [BR A96; BGor; Lah+09]. On the other hand,
from a theoretical point of view, long-range interactions introduce effective dimensions
and allow to study systems in non-integer dimensions [DTCis]. This results in contin-
uously varying critical exponents of quantum phase transitions [Fis67; DBox; LBoz],
multiplicative logarithmic corrections [LK69; BLGZ]73; WR73; WOHo4; Coe+16]
even in dimensions below the upper critical dimension and classical phase transitions
in one-dimensional systems, where previously no phase transition was possible [Isi2s;
Dys69; AY71; FS82]. Antiferromagnetic interactions can introduce frustration into the
system and allow the occurrence of new phases [Koz+19)].

Especially for long-range interactions finite-size effects are very pronounced [Jas+17] and
increase when the value of parameter a is decreased. As a consequence, this demands
methods that do not strongly limit the systems’ size. Taking this into account, we devel-
oped a new perturbative ansatz in the high-field limit based on linked-cluster expansions
with white graphs [CSis] to deal with such systems in the bulk limit. Using this new
tool I was able to study the ground-state phase diagram and extract critical properties of
quantum phase transitions (QPTs) for several lattice geometries. In this thesis I focused on
the Ising model with long-range interactions decaying algebraically as r =% with distance
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r between two spins-1/2 at temperature T = 0. An additional transverse field introduces
quantum fluctuations and allows tuning the system between difterent phases connected
via a QPT.

For ferromagnetic long-range-interacting systems the continuous variation of critical
exponents of the QPT within a certain range of a has been predicted in the past [Fis67;
LBo2] and analytical boundaries for the region have been determined [DBoi]. I was able
to confirm this property by deriving the critical exponents zv from the perturbative
series and found varying exponents for the ferromagnetic chain, the square, and the
triangular lattice. For higher dimensions, i. e. dimensions three and upwards, mean
field (MF) behavior is expected for the QPT with the exact MF exponent zv = 0.5. Since
d = 3 is the upper critical dimension [Dut+1s] of the classical Ising model, we expect
multiplicative logarithmic corrections with exponent p = ~1/6 in the nearest-neighbor
limit @ = oo [LK69; BLGZ]73; WR73; WOHo94; Coe+16]. This results in slightly overes-
timated exponents in our perturbative approach and a slight variation of the exponents
with @ appears also for the LRTFIM on the 3D cubic lattice which, however, has a
different origin than that on the lower-dimensional lattices. We found that it is possible
to interpret the parameter @ as a modifier of the system’s dimension such that we can
consider an effective dimension of the system as also discussed in [DTCis] using RG
methods. Therefore, for the two-dimensional lattices, we expect the same multiplicative
logarithmic corrections as on the cubic lattice although at a finite value of a = 10/3,
while on a one-dimensional spin chain they are present at & = 5/3 [DBoi]. The critical
exponent of those corrections is extremely sensitive on the exact numerical value of
the QPT’s location A and the value of the critical exponent zv. However, we know
that zv = 1/2 exactly at this point [DBo1] so I was able to use this exponent as a bias
for the extrapolations. The extracted values of p., = —0.16285(4), Psq = —0.17(4), and
P = —0.143(7)" for the 1D chain, the square, and the triangular lattice are therefore
remarkably close to the prediction of p = ~1/6 for the cubic TFIM [WOHo4], supporting
our interpretation of @ as introducing an effective dimension into the system.

A long-range antiferromagnetic interaction introduces frustration into the previously
unfrustrated TFIM on bipartite lattices such as the chain and 2D square lattice. Here,
no continuously varying exponents and no MF behavior were found. For the complete
investigated range of @ the computed critical exponents remained close to their nearest-
neighbor pendant as was also predicted in [Sunr7] for the 1D case.

We also performed an in-depth evaluation of the antiferromagnetic LRTFIM on the
triangular lattice which is especially demanding because it is already highly frustrated
in the nearest-neighbor limit and the effect of additional long-range interactions is
unknown so far. A previous study indicated the occurrence of stripe-ordered ground

1 Values in brackets represent standard deviations of the different DLog Padé extrapolations.
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states in the low-field limit for small values of @ [SKM16; SBM18] while for the @ — oo
limit a clock order introduced by an order-by-disorder phenomenon is expected [IMo3;
Pow+13]. I was able to confirm the second-order phase transition to the clock-ordered
state at quasimomentum k = (£27/3, F27/3) for large a while for small é 2.5 the series
expansions yielded unreliable results. The breakdown of the method for small values of
@ can be a sign for a different scenario than a second-order phase transition to the clock-
ordered state.

These insights required further investigation which could also be compared to the
results of Saadatmand ez 4/. [SBMi8] and was performed on triangular lattices, mapped
to a finite cylinder geometry. We were able to confirm the existence of a stripe-ordered low-
field ground state, though a different one from the state predicted by ibMRG calculations
[SBMi8]. For the cylindrical lattice the phase diagram becomes much more complex than
in the 2D case. We expect cylinders with a circumference of 6 sites, which is compatible
with the clock order present in the TFIM on the triangular lattice, to support a QPT
from the polarized phase in the high-field limit to the clock-ordered state. A similar
quantum-to-classical mapping as between the classical X Yand the quantum Ising model
that proves the existence of a second-order QPT in the (2 + 1)D-X Y universality class
for the 2D triangular lattice, implies an infinite-order (1 + 1)D-XY transition on the
effectively one-dimensional cylinder lattices. Consequently, it can be assumed that a
gapless intermediate phase between the z-polarized and clock-ordered phase should exist
with two separate KT transitions which is a well established theoretical phenomenon
[MSCoo; IMo3; Wan+17] and recently even confirmed experimentally [She+19; Li+20].

For even smaller magnetic fields a second phase transition of first-order from the clock
order to a stripe order is expected. For small values of « the picture becomes less clear.
However, we found indications for the absence of a clock-order phase and a direct first-
order transition from the polarized to the stripe phase for values of a < 2.4.

The phase diagram is slightly different when the cylinder circumference is decreased to
4 sites. For once, the clock order has a different order momentum of k = (57/4,7/2) T since
the original clock order of the 2D Ising model on the triangular lattice is incompatible
with this cylinder geometry. For large a we also find a second-order phase transition
from the polarized high-field phase to this clock order, followed by a transition to the
same stripe order as for the 6-site cylinder at @ < co. In contrast to the larger cylinder,
a different stripe phase appears for small values of @  2.55(1) with an expected first-
order transition between the polarized and the stripe state.

For a future investigation of this topic there are several pathways that I hope will be
followed. First of all, the study of the LRTFIM on triangular cylinder lattices leaves several
questions open. Since the gapless phase involved in the KT transition on the cylinder
lattices cannot be detected by high-field LCEs, this demands a further investigation of
this point using different methods.
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The effects of frustration which become already visible on the spin chain and square
lattice and led to the interesting properties on the triangular lattices can be studied
further in the LRTFIM on different lattice geometries, including lattices with larger unit
cells such as, e. g., the honeycomb or Kagome lattice. With ferromagnetic interactions
the critical exponents should display the same variation of critical exponents as found
for the investigated two-dimensional lattices. For antiferromagnetic interactions on the
honeycomb lattice I expect a qualitatively similar behavior as found for the square lattice
since both, honeycomb and square lattice, are unfrustrated in the nearest-neighbor
limit. The LRTFIM on the Kagome lattice should display a behavior which is closer to
the triangular lattice. In the nearest-neighbor limit the TFIM on the Kagome lattice
is highly frustrated for zero magnetic field comparable to the TFIM on the triangular
lattice. However, applying an infinitesimal magnetic field displays a disorder-by-disorder
scenario with the system immediately realizing a polarized phase in contrast to the
clock order induced for the triangular lattice [Pow+13]. With additional long-range
interactions I would expect the degeneracy on the Kagome lattice at zero field to be lifted
such that a QPT from this ordered to the disordered high-field phase can be expected for
all a < co.

Additional quantities such as magnetization or structure factors can in principle
be determined with LCE methods and a computation might allow the comparison to
different properties measured in future experiments. It should also be straightforward to
determine two-QP energies and examine the possible presence of bound states, although
only the study of finite systems would be feasible which is a strong limitation for the
long-range-interacting system.

The basic approach further offers the possibility to study different models. Here, the
original Ising model can be extended by randomizing the interactions or using random
magnetic fields. The former has already been proven feasible for perturbative LCEs for
the short-range Heisenberg model [HWS18]. It would be interesting to see if disorder
effects that break the translational invariance of the system such as, e. g., many-body
localization survive in long-range-interacting systems. Light-matter interactions often
induce long-range interactions [JSMi16; Vai+18; OPR16; Dou+1s] and can be studied in
effective models. An appealing different path would be the inclusion of these interactions
directly in the Hamiltonian. Additionally, the application of the methodological setup
developed in this thesis to Heisenberg, XY, and other models and also to systems
displaying topological order should be straightforward if the general conditions of the
PCUT method are fulfilled.

Most perturbative calculations presented in this thesis were done in the high-field limit,
where Ising interactions acted as a perturbation. As a first step of an investigation from
the opposite limit, we evaluated the model from the ordered phase with a perturbative
transverse magnetic field for the one-dimensional spin chain for a low perturbation
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order [Ritrg]. An evaluation to higher orders and a possible transfer of the approach to
other lattices would be a promising ansatz for further numerical computations.

The presented results in this thesis are a first glimpse into the exciting possibilities
of the application of perturbative linked-cluster methods to systems with long-range
interactions. This opens a new window into prospective studies of properties induced
into familiar models by considering true long-range physics. With current developments
in the experimental realizations of tunable spin systems I expect more research into this
field being presented in the future.
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A OWN PUBLICATIONS AND CONTRIBUTIONS OF THE AUTHORS

In this appendix I list my work that was published in scientific journals during the
research of this thesis and the contributions by the respective authors to the results
presented therein. Some ideas, paragraphs, and figures presented in this thesis have
previously appeared in following publications:

[FKS19] S. Fey, S. C. Kapfer, and K. P. Schmidt. “Quantum Criticality of Two-
Dimensional Quantum Magnets with Long-Range Interactions.” In:
Phys. Rev. Lett. 122 (1 Jan. 2019), p. 017203. DOI: 10.1103/PhysRevLe
tt.122.017203.

[FS16] S. Fey and K. P. Schmidt. “Ciritical behavior of quantum magnets with
long-range interactions in the thermodynamic limit.” In: Phys. Rev. B 94
(7 Aug. 2016), p. 075156. DOI: 10.1103/PhysRevB.94.075156.

[Koz+19] J. Koziol et al. “Quantum criticality of the transverse-field Ising model
with long-range interactions on triangular-lattice cylinders.” In: Phys.
Rev. B 100 (14 Oct. 2019), p. 144411. DOI: 10.1103/PhysRevB. 100.
144411.

A1 Critical bebavior of quantum magnets with long-range interactions in the thermo-
dynamic limit

The publication titled “Critical behavior of quantum magnets with long-range interac-
tions in the thermodynamic limit” [FS16] was published by S. Fey and K. P. Schmidt.
All calculations and results presented within this publication were done by myself while
the main idea and concept was incentivized by my supervisor Prof. K. P. Schmidt. The
text was written in cooperation of both authors.

The contents of the publication have a Copyright (2016) by The American Physical
Society. Parts of the article are reproduced in 4.1 with kind permission of the journal
and contains slight changes in order to fit the style of the thesis.

137


https://doi.org/10.1103/PhysRevLett.122.017203
https://doi.org/10.1103/PhysRevLett.122.017203
https://doi.org/10.1103/PhysRevB.94.075156
https://doi.org/10.1103/PhysRevB.100.144411
https://doi.org/10.1103/PhysRevB.100.144411

138

APPENDICES

A2 Quantum Criticality of Two-Dimensional Quantum Magnets with Long-Range
Interactions

The publication titled “Quantum Criticality of Two-Dimensional Quantum Magnets
with Long-Range Interactions” [FKS19] was published by S. Fey, S. C. Kapfer, and
K. P. Schmidt. The work was a natural continuation of the previous publication [FS16]
to new lattice geometries. Technically, improvements were made by replacing the old
evaluation schemes for the nested infinite sums by an MCMC algorithm. The sugges-
tion to use this method came from S. C. Kapfer and the corresponding algorithm was
developed in cooperation of me and S. C. Kapfer and supervised by K. P. Schmidt. I
performed all consequent calculations presented in the publication. The text was written
mainly in cooperation of me and K. P. Schmidt and then revised by all three authors.

The contents of the publication have a Copyright (2019) by The American Physical
Society. Parts of the article are reproduced in 4.1, 4.2, and 4.3 with kind permission of
the journal and contains slight changes in order to fit the style of the thesis.

A3 Quantum criticality of the transverse-field Ising model with long-range interactions
on triangular-lattice cylinders

The third publication titled “Quantum criticality of the transverse-field Ising model
with long-range interactions on triangular-lattice cylinders” [Koz+19] was published
by J. Koziol, S. Fey, S. C. Kapfer, and K. P. Schmidt. It contains results for the LRTFIM
on triangular-lattice cylinders computed with different methods. The classical states
in the field-free LRIM with results presented in Figure 6 and Table I of the publication
were investigated by J. Koziol. With some guidance by K. P. Schmidt, J. Koziol and
I developed the low-field expansion of the clock-ordered states and computed results
with J. Koziol computing the highest order and determining the crossing with stripe-
state energies. The maximally-flippable states in the dimer representation and high-field
expansions and extrapolations of the ground-state energy and the one-QP gap for single-
site unit cells were done by myself. The extension of the MCMC algorithm to larger unit
cells was done by me with some support of S. C. Kapfer. The text was written mainly in
cooperation of K. P. Schmidt, J. Koziol and me and then revised by all four authors.

The contents of the publication have a Copyright (2019) by The American Physical
Society. Parts of the article are reproduced in 4.4 and E with kind permission of the
journal and contains slight changes in order to fit the style of the thesis.
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B.I  Pawuli matrices

The Pauli matrices are defined as follows

axz(o 1), ayz(o _1),and Uzz(l 0) (B.1)
1 0 i 0 0 -1

and together with the two-dimensional identity matrix 1> form a complete basis of
the 2 x 2 C vector space. We can also derive ladder operators from the Pauli matrices as

DN | =

0 0

U+=l(ax+iay)=(0 !
2 1 0

) and 0" ==(0"-ioY)= (0 0) , (B.2)

that lower or raise the quantum number of the eigenvectors |1) = (1,007 and ||) =
0,1)7 of 0% with eigenvalues +1 and —1 resulting in

gt lbh=11, o"IHh=0, o IH=I),and o7 [])=0. (B.3)
The Pauli matrices have the following commutation and anticommutation relations:

6%, aP] =2igqp,07 and (% P} =20qp1l2x2 - (B.4)
on the same site, while they commute on different sites

[O‘ia,Ujﬁ] =0 for i#j. (B.s)

B.2 Mathematical functions and series
A Dirichlet L-series has the form

x k
Ls =Y. X'}fs 3
k=1

(B.6)

where ¥, (k) is an integer function with period 7. The number-theoretic character (or

Dirichlet character) ¥, (k) fulfills
xnW) =1, xpk)=xnlk+n), and xp(K)xn(D)=xn(kl) (B.7)

for all k and I. If k and 7 are not coprime, i. ., if they have a common divisor # 1, then
Xn (k) =0.

139



140

APPENDICES

Some specially named L-series are, e. g., the Riemann zeta function
S 1
((s)zZk—_1+2‘5+3‘5+4‘5+---, (B.8)

the Dirichlet eta function, also known as the alternating zeta function,

°°(1)’“ a5 g
ns)=L_q(s) = Z =1-2"54375 -4 +..., (B.9)
g =L 3(s)=1-2"+4"5-55475-875.._, (B.10)
and the Dirichlet beta function
B(8)=Lg(s)= Y (-D*Ck+1) " =1-3"5+5"5-7"+.... (B.u)

k=0
An extension of the zeta function, the generalized Hurwitz { function, is defined as

o0

{sa)=)

2 ar =@+ +@+2) 7 +@+3) " +---. (B.r2)

The Polylogarithm is defined as

oo Lk 2 Z3
Lis(z) = ) —=z+—+—<+---. (B.13)

The Lerch transcendent is defined as

0 zk z 72 Z3
D(z,5,a) = ) = + + T B.
@@= L Gt a1 @ror @rsr .

C ALGORITHMS
c.1  Adjacency-number-calculation algorithm

The adjacency number as defined in Section 3.1.4 is calculated as the maximum number
of all vertex-label permutations, where the number is derived from representing all
graph edges as a 1 and non-edges as a 0 in a corresponding adjacency matrix and then
interpreting the upper triangular matrix as a binary number in a row-major fashion.
Therefore, given a graph with a random vertex labeling, the goal is to find the permutation



C ALGORITHMS 141

—o —o—o—o —o—0—0o—o
4, 2 G50, 2 ° Y86, 2
° \ o4, 2
\ e 4, 3! *—eo—o ? %8
1 /.—. o/ Y ./ —eo o l °
Go, 2 Ges, 31 \ RS
¢ o0 ./—\. g60) 2 i (5960, 4!

Figure C.1: An overview of all graphs with their corresponding adjacency number as a subscript
and the number of labellings i which yield the same adjacency number up to order
4. The order in which they can become relevant equals the number of graph edges.

maximizing the number in an efficient way since the complexity grows exponentially
with the number of vertices. In order 10 there are already 3390 graphs to consider.

The general idea is to take the randomly labeled graph and look for the most the
vertex that should be labeled with 0 — depending on certain rules. After setting the
label, repeat the procedure for label 1 and continue until all vertices are labeled. If there
are multiple vertices that fulfill the rule, both are labeled in parallel and the resulting
adjacency number is compared in the end to find the correct labeling. If there are multiple
different labelings yielding the same adjacency number, they represent a symmetry of
the graph.

The rules I applied are:

1. For the first label take all vertices with the maximum number of neighbors and
calculate an adjacency number for each case in a separate calculation with the
respective vertex label set to 0.

2. The next labels are assigned recursively. For all unlabeled vertices connected to
vertex 0 a separate calculation with the new label is started. If no unlabeled vertex
is connected to 0 (i. e., if all neighbor vertices of 0 are already labeled), vertices that
are neighbors of 1 are chosen, etc. This second step is repeated until all vertices
have been assigned a label.

3. From the list of possible graph-label permutations the one with the maximum
graph number is chosen.

Optimizations to the rules of this approach are certainly possible. If more details of
the graph are exploited, loops need to be considered which makes the coding more prone
to errors. However, the performance was sufficient to compute the graph properties for
this thesis in a reasonable time.

An overview of all graphs that must be considered in a perturbative calculation in
order 4 is given in Figure C.1 with their corresponding adjacency number.
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Listing 1: Rejection sampling for double-sided {-distribution. rng is a random-number gen-
erator; random_uniform(rng) returns a uniform random number in the interval
[0,1); random_sign (rng) returns a —1 with probability of 50% and +1 otherwise.

double prob_zero = 1/(2*zeta(exponent)-1);
long int random_zeta_double_sided( double exponent, rng_t &

rng )
{
if ( random_uniform(rng) < prob_zero )
return O;
while( true )
{
double x = pow( random_uniform(rng), -1/(exponent-1) );
if( x >= LONG_MAX/2 )
{
throw OverflowError();
}
long int ret = x + 1;
if ( x * pow( random_uniform(rng), -1/exponent ) > ret
)
{
return random_sign(rng) * ( ret - 1 );
}
}
}

c.2  Double-sided zeta distribution

The normalized double-sided zeta distribution with exponent y is given by the probabil-
ity to obtain the value x

@+

MM—%M_Y (Ca)

The term double-sided refers to the fact that the absolute value of x follows the (-
distribution such that both positive and negative values can be obtained by drawing
random values from the distribution. Those values are calculated using the rejection-
sampling algorithm presented in Listing 1.



C ALGORITHMS 143

0.14 - S‘amplec‘{ distribution  +

Analytic probability ———
0.12
0.1 -
0.08
0.06 -
0.04 -
0.02 -

0 I bt | | | bt I
-40 -30 -20 -10 O 10 20 30 40

X

p(x)

Figure C.2: Normalized histogram of the double-sided zeta distribution using 10® samples (black
crosses) with the exact function from Equation (C.1) (solid black line). Values with
|x| > 40 are not shown.

For illustration purposes the distribution has been sampled with 108 steps. The result-
ing normalized histogram is shown in Figure C.2 together with the analytic distribution.

c.3  Deprecated Markov-Chain Monte-Carlo moves

Before settling on the MCMC setup discussed in Section 3.2.4.3 several different ap-
proaches were tested. To help the reader get an overview of these possibilities some of
them are discussed with their respective drawbacks in this section.

When analyzing the movement of the sites, it becomes clear that quite often a situation
appears where the graph splits into two (or more) parts which tend to drift apart. Once
the two subgraphs are far away from each other a proposed configuration of moving
a single particle closer to the other subgraph is in the about as likely as increasing the
distance. The two subsystems are nearly freely floating about the configuration space.
To prevent this behavior the rift moves were introduced for one-dimensional lattice.
Before implementing the 2D rift moves presented in the methods chapter, a different
move was tested that also used one-dimensional rifts. To this end, a random direction was
uniformly drawn from a set of directions (horizontal, vertical, diagonal) and the vertex
positions were projected onto it. This allowed to sort the vertices along this direction.
Afterwards, as in the one-dimensional move, a new rift was proposed between two
clusters of spins that were selected by splitting the ordered vertices at a random position.
The idea is illustrated in Figure C.3.
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(a) 2d decomposition. (b) Proposed rift move.

Figure C.3: (a) In two dimensions the graph can be decomposed along random directions. (b)
To counter this, a new “rift” move is introduced which (i) projects the sites on a
direction n, randomly selected from a set of directions, (ii) sorts the sites by their
projected position, (iii) divides the graph into two subgraphs at a random position
and (iv) moves one of the clusters by a random length.

c.3.1  Optimized sampling of the antiferromagnetic interaction

In Monte-Carlo calculations for problems with alternating signs of the energy the sign-
problem is very common [TWos]. While we do not have this exact situation when sam-
pling the sums of the series coeflicients, we do still have alternating summands if the
quasi momentum is not zero. This becomes obvious when studying the following exam-
ple: Let us take a look on the contribution of the three-vertex graph % (see Figure C.1)
in second order to the hopping from the left site to the rightmost site. Embedding the
PCUT result on a 1D spin chain requires the evaluation of

—% Z Zlill_“liz—ill_“cos(k-ig) (C2)
£l Iy

Now, we immediately see that choosing k = 0 leads to the same sign for every summand
as the cosine reduces to a factor 1. However, for an antiferromagnetic interaction, we
know that the dispersion minimum is located at k = 7. This is the extreme opposite
choice of k in the sense that now the summand’s signs become alternating'. For an
antiferromagnetic interaction on different lattices (like the two-dimensional triangular
lattice) the 1-QP gap minimum is not necessarily located at momentum k = (7, ) T The

1 In higher dimensions the same argument holds for vectors k = (m,...,7) T,
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signs change over a wider range of lattice sites and are therefore not exactly alternating.
But even the existence of these slower fluctuations hinders the fast convergence and asks
for a new ansatz to be remedied.

To overcome this problem the idea was the evaluation of the sum during the Monte-
Carlo summation is slightly modified to ensure a smoother convergence to the correct
result. In each evaluation step not only the randomly drawn configuration of lattice sites
for a graph contributes to the target sum. Additionally, all possible 2™V configurations
where the positions of the graph on the lattice are shifted by one or stay the same are
taken into account. The procedure is illustrated in Figure C.4 and Listing 2. Effectively,
the contributions of odd and even lattice sites are merged into one. Unfortunately, I did
not found much of an improvement using this idea.

e o o o o o o o o
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Figure C.4: To lower the influence of the cosine terms on the summand sign for quasi momenta
Ik # 0, in each MCMC summation step, several vertex configurations are combined.
To this end, all possible shifts of the graph vertices by one lattice site along the positive
x-axis are considered. To illustrate this, the eight contributing configurations of a
three-vertex graph are shown here exemplarily on the square lattice.

In my ansatz to determine the coefficients of the perturbation series I performed single
embeddings of all graphs with a fixed number of vertices in a given order. The sum of all
graph contributions then yields the series coefficient. A difterent possibility to perform
the MCMC calculations is to create a random walk over all possible graphs and add the
contribution of each graph in every step. This would eliminate the need to perform
multiple single computations, although much longer run times for each calculations
would be necessary evening out the advantage. A second argument in favor of this idea
is that graphs with a larger contribution in a given configuration on the lattice might be
sampled more often than other graphs. However, to identify the contribution of a graph,
first, the adjacency number needs to be calculated, which requires to find the canonical
labeling of the graph. Doing this in each MCMC step requires a lot of computational
overhead, especially in higher orders. The ansatz was not implemented in this thesis but
might be worth testing in a future implementation.
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Listing 2: Exemplary implementation of the optimized antiferromagnetic sampling for a 2D
lattice. Contributions of shifts along the x-coordinates of different graph sites are
combined into one to reduce the effect of fluctuating summand signs. State is a
std: :array containing the coordinates of the different graph vertices. ret . target
is a double variable counting the contributions to the target sum. The function
isOverlapping ensures that only configurations contribute where no two vertex
sites are on the same lattice site.

ret.target = 0.;

const unsigned num_subconf = 1u<<N;
for (unsigned subconf = 0; subconf != num_subconf; ++
subconf)
{
State shifted_state = state;
for (unsigned i = 0; i != N; ++i)
shifted_state[i] [0] += !!(subconf & (1<<i));

if (! isOverlapping (shifted_state))
ret.target += f (shifted_state);

ret.target /= num_subconf;

c.3.2  Old reference sums

For the one-dimensional chain an appropriate reference sum for graphs of size N are
sorted linear graphs. The value of the sum can be calculated analytically

1 1

=Y Y X% (C.)

SN-1<SN §2<83 §1<$2 |Sl - 32|a |SZ _83|05 |SN—1 - SNla
1

Z Z Z 6(1 60( 5%_1 (C‘l')

61\] 1—1 52 151_1
={(a)N! (Cs)

For the two-dimensional square lattice I do not know of a sum that can be calculated
analytically. Even for the simplest graph (two connected vertices) the calculation is
demanding. The corresponding formula is

q 1 0o oo 1
IreF,Z = Z |6|0‘ = Z Z a
0#0 Oy=—00 §y=—00 52 + 62
X y
60,0,)#0,0) V

where the a-dependent value could obtained by a brute-force summation of partial
sums and a subsequent extrapolation to the upper sum limit of co. However, using this

: (C.6)
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value the same idea as for the one-dimensional lattice can be applied for an N-vertex
sum. To this end, we order the positions iy, ..., iy by their x-coordinate and get

a
Sq _ . . _ s 2 . ) 2
Iref,N_. Z ) Z . Z \/(llyx lZ,x) +(ll,y lz,y)
lN—.l,x<lN,x 12,{<13,x ll,x.<12,x
IN-1,y B2,y Iy

@ (C.7)
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Again, we reduced the sum for N vertices to the calculation for the two-vertex graph.
However, since in the two-dimensional case the result for this simple graph is not ex-
actly known, the relative error in the calculation for this graph propagates to the larger
reference graphs linearly in N

AT AT
— BN (- 1)t (C.nr)
I
ref, N ref,2

The problem is then that any error introduced in the reference sum is an additional error
to the MCMC-inherent statistical errors. As a consequence, this error should be avoided
if possible and it is worth aspiring to use a reference sum that is known analytically or can
easily be evaluated to an arbitrary precision. Therefore, I finally settled on the reference
sum presented in Section 3.2.4.2.

D WAVE VECTORS OF MAGNETIC ORDERS
The magnetic order of a phase can be studied by looking at the static structure factor
1 )
_ = ikd (A) z _z
S(k) = Ngge <0'j0'j+A> , (D.x)

where j and A run over all pairs of lattice sites and vector 6 (A) is the difference vector
between the unit cells of both lattice sites.
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In scenarios where a second-order QPT connects two phases, the minimum of the one-
QP gap is often located at the wave vector corresponding to the order after the gap closure.
If certain magnetic orders are expected it is helpful to determine the corresponding wave

Vectors.
In this section I exemplarily derive the wave vector for the columnar phase on the

triangular lattice.

.1 Columnar (zigzag-striped) phase on the triangular lattice

The columnar order as shown in Figure D.1a has a four-site unit cell with two spins
pointing antiparallel to the other two. Consequently, the total number of unit cells can
be calculated from the total number of spins N as Ny = N/4. As defined in the figure
the lattice vectors of the magnetic super lattice are composed of the triangular-lattice

unit vectors
I1=2(e;—e) and lg =ey ter. (DZ)

The positions of spins within a unit cell as illustrated in Figure D.1b are defined by u to
us, where uy=0,u;=ex, up = ey, and Uz =ey)—es.
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(a) Columnar order (b) Positions with- (c) Symmetric columnar order
in a unit cell

Figure D.1: Symmetric columnar (zigzag-stripe) orders on the triangular lattice with different
momenta. The associated momentum is kol r = (37/2,7/2)7 for (a) [FKS19] and
ko = (m,7/2) T for (c). Figure (b) shows the definition of position vectors within a
single unit cell for the order in (a). Parallel spins are shown with the same color.

The goal is now to obtain a relation between the magnetic structure and the quasi-
momentum k. To this end, we look at the structure factor as defined in Equation (D.1).
The sum of expectation values between all possible spin pairs within different unit cells
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can be explicitly written out. The expectation value of a pair with parallel pointing spins
is +1 while the expectation value of a pair with antiparallel pointing spins is —1.
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Using the magnetic super-lattice vectors defined in Equation (D.2), the difference
between the two unit cell positions can be expressed as & = mly + nly, with m, n € Z.
Rewriting the sum over all unit cells in terms of m and n yields

1 .
Sk)== Z e‘k(mh+”lz’{4 +4cos(key) —4cos[k(er — e1)]
4 in (D.4)

—2cos(ke;) —2cos[k(2e; — el)]} .
Using k = kj ey, + kzey, and ey, - ej = 0 this can be brought into the form

S(k) — Z ei(klekl +k28k2)'2(82—81)m Z ei(klekl +k28k2)'(01+82)n

. {1 + cos(ky) —cos(ky — k) — % cos(ky) — %cos(Zkg - kl)} (D.s)

~
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FUkrk)
_ Zei(Zkg—Zkl)mZei(kﬁkz)nf(kl, k») (D.6)
m n

Now, we can look for the maximum of the structure factor representing the magnetic
order. The values for k; and k; are determined by the prefactor of f(k1, k2). From the

equation system
2k2 - 2](?1 =27 (D7)
ki+k,=2m (D.8)
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we get the momentum ko ¢ = (37/2,7/2)T for the columnar phase with f (ko i) = 2.
Now, there are several symmetric columnar magnetic orders such as the one shown in
Figure D.1c. Repeating the calculation for this structure results in the structure factor

m n

with f(ky, k2) =1—cos(ky) + cos(kp) — %cos(kl + ko) — %cos(kl — k»). Solving the
corresponding equation system results in the momentum K . = (77,7/2) T,

D.2  Further mﬂgﬂfﬂl‘.&'ﬂ”ﬂffﬂi’fi

The scheme shown above can be repeated for different magnetic structures. For the
clock order we find a wave vector of kg = (£27/3, F27/3) T, The wave vector kg = (0,7) T
is associated with straight stripes on the triangular lattice.

The Néel order on the 1D chain, the 2D square lattice, and the 3D cubic lattice has a
wave vector of kg = 7, (1,m) T, and (7,7, m) 7, respectively. The columnar order on
the square lattice is given by kcol,sq = (1,0)7T.

As discussed for the zigzag-striped order on the triangular lattice, for the listed orders
there are additional wave vectors representing symmetric instances of the same order.

E LOW-FIELD EXPANSION OF THE TRIANGULAR-LATTICE CYLINDER

In order to obtain the ground-state phase diagram of the LRTFIM on different triangular-
cylinder lattices as presented in Section 4.4 several perturbative series expansions were
performed. Here, I discuss the low-field approaches we used to determine the ground-
state energy of the stripe- and clock-ordered phases. These sections are taken from our
publication [Koz+19].

E.I  Stripe-ordered phases

Most of the perturbative results presented in this thesis were determined from the high-
field limit, where the Ising interaction was perturbatively added to the field Hamiltonian
(see Section 3.1.2). The opposite limit of small transverse fields /7 << 1 can also be treated
by high-order series expansions for a < 0o, since the extensive ground-state degeneracy
for the NN case @ = oo is lifted by the long-range Ising interaction. Therefore, we have
determined the ground state of the LRIM as a function of @ by considering large but
finite triangular cylinders XC(n), with periodic boundary conditions, for general even n.
These findings are outlined and discussed in Section 4.4.2. As a result of these calculations
we find that the pure LRIM realizes different types of ordered stripe structures depending
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. . . stripe .
on n and a and we can determine the associated ground-state energy per site e, = in

units of J by considering finite cylinders of the order of N = 10 spins.

These ordered stripe structures represent gapped phases which allows us to set up
a high-order (non-degenerate) series expansion about the zero-field ground state. To
this end, we apply Takahashi’s perturbation theory [Tak77] in real space and we obtain
the ground-state energy per site e(s)mp ® for various stripe structures up to order six in
the parameter 7/J. To do this, we calculate the even-order contributions directly by
evaluating the expectation value of the perturbation-operator sequences with respect to
the considered classical stripe state. We stress that only even orders are present in the low-
field expansion of e;mpe while odd orders vanish exactly. This originates from a double-
touch property, because each excitation created locally by the perturbing magnetic field
in virtual states has to be destroyed by acting again with the magnetic field on the same
site. As a consequence, every site has to be touched an even number of times by the
magnetic field to get a non-vanishing result. The perturbation-operator sequences in
rth order read as follows [Tak77]

pvshyskey. VS VP, (E.1)
where V = Hyy is the perturbation, P the projection operator on the ground-state space,
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Figure E.1: Bare series of the ground-state energy per site e(J]‘ ") for orthogonal stripes in order n
as a function of /] for a = 6 for the XC(4) cylinder. The bare series is converged up
to 11/ = 0.6. The behavior of other stripe configurations as well as other a-values is
similar. The calculated phase transition into the clock order, visualized by the dashed
black vertical line, takes place at approximately #/; = 0.17.
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the resolvent S is given as

A

R 1-P R P for k=0
§= striie A) with Sk =3 . ° ’ (EZ)
Ey " — Hirim Sk for k>0

and the constraint ¥/ k; = r — 1. We evaluate all contributions up to order six in /7
by calculating the expectation values

(stripe| PVSF V8K .. .V §Kr=1 P [stripe) (E3)

for the classical stripe state |stripe> on finite clusters with n x 103 spins for the XC(n)
cylinder and by treating the perturbing magnetic field in real space. We have further
reduced the summation effort by identifying the non-vanishing processes in advance
and exploiting the translational invariance for the first excitation that is created by the
perturbation V. Finally, for a fixed @ we obtain the following order-six series of the
ground-state energy per site for J =1

stripe stripe stripe stripe stripe

e, (@h)=e; " (a,h=0)+p, " (@) hz+p4 () h4+p6 (a) h®. (E.4)

As a representative example, the bare series in order two, four, and six of the ground-state
energy per site of orthogonal stripes for @ = 6 are displayed in Figure E.1. In general, we
observe that the first-order phase transition out of the stripe-ordered phase is well located
in the regime where the bare series is still converged. Consequently, an extrapolation of
the series of the low-field expansions is not necessary.
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F DATA
F.1  Series cocfficients

In this section I list the series coefficients used for the extrapolations and the extraction
of critical values and exponents. The number in brackets states the standard deviation
of the distribution of the coefficient and is determined by taking the standard deviation
over all seeds for an MCMC run for a fixed parameter set (@, k, 7, Nyert), where k is
the momentum, r the perturbation order, and Ny the number of vertices. For the
coefficient in order r the uncertainties of the averages for all Ny contributing in order

r is propagated.

F.II 1D chain

Table F.1: Coefficients ¢, of the ground-state energy per site g for each order r in the LRTFIM
on the one-dimensional chain. The first order is exactly zero.

Y 15 5/3 2 225 3
;

2 -6.013(25) x 1071 —57386)  x1071 -5.4113(17) x 1071 ~5.27358(27)x 1071 —5.08672(5) x 1071
3 -9.97(8) x1071 -7.7139)  x1071 -5.0864) x 1071 -3.9228(5) x 1071 -2.04226(4) x 107!
4 ~3.24(4) —2.079(6) ~1.0456(18) -7.009(4) x107! -3.03628(18)x 10
5 -1.34121)  x10! -6.95(4) ~2.501(8) ~1.3635(5) -3.4662(5) x 107!
6 -656(11)  x10! —2738(13)  x10! ~7.114(14) ~3.2356(22) -6.0954(15) x 107!
7 -356(100  x10% -1.1918)  x10% —22105) x10! -8.266(8) —9.969(5) x1071
8 ~2.09(7) x 103 —5.57(5) x102 -7.370(15)  x 10} —2.2734(15) x 101 ~1.9183(17)
9 ~1.30(4) x 104 ~2.76(4) %103 —2.584(15)  x 102 -6.558(10)  x 101 ~3.680(5)
10 -8.1(7) x104 -1.335(21) ><104 —8.23(9) x102 —1.5876(18) x102 —4.217(19)

4 6 8
2 ~5.020394(25) x 101 ~5.001239(13) x 1071 ~5.000077(5) x 101
3 ~9.62611(10) x10~2 —2.350291(7) x 1072 —5.861168(8) x 1073
4 -1.72627(11) x 1071 ~1.29324(9) x 1071 ~1.25439(12) x 1071
5 -9.8383(17) x 1072 ~1.7106(6) x 1072 -3.9839(17) x 1073
6 -2.0334014) x 107! -1.296111) x 1071 -1.2542(28) x107!
7 -1.8942(16) x 1071 -3.029(7)  x1072 -7.16(4)  x1073
8 -3.866(10) x 107! —2.048(16) x 1071 -1.954)  x107!
9 —4.736(19) x1071 —6.90(8) x1072 -1616) x1072

10 -542013) x107! -39022)  x1071 -3.8(5) x1071
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Table F.2: Coefficients ¢, of Ay, ¢ for each order r in the ferromagnetic LRTFIM on the one-
dimensional chain (k = 0).

k 1.25 1.5 5/3 2 2.25 2.5
r

3 -3.4419) x102  -4.85327) x10! —2111(30)  x 10! ~6.1040(8) ~2.8798(14) ~1.4584(9)
4 -384)  x10% —2.844(25) x 10% —9.46(16)  x 10} -1.8659(4) x 10! —7.236(4) ~3.2108(24)
5 -476)  x10% ~1.870(26) x 103 —47101)  x10% ~6.1260(20) x 101 ~1.8236(13) x 101 -6.233(11)
6  —64(7)  x10° -1.330(24) x10* —2.55(8) x 103 —2.2497(9) x 102 —5.417(10) x 101 -1.587(4) x 10!
7 -87012) x10° —9.92(25) x104 ~1.45(7) x 104 -8.624(6) x 102 ~1.647(5) %102 -3.912(14) x 10!
8 -13(4)  x108 -7.63(18) x10° —8.6(6) x 10 —3.4520(29) x 103 -5.304(12) x 102 ~1.059(11) x 102
9 -196)  x10° -6.03(28) x 106 —5.2(10) x 109 ~1.4203(20) x 10% —1.752(6) %103 —291(4) x102
10 -3.2(4) x 108

2.75 2.875 3 3.125 3.25 35
3 -75808(11)x10"1  -54538(26) x10~1  -3.8881(6) x107!  —2.7267(22)x1071  -1.8599(12)x10~!  —7.230(14)x 1072
4 —1.5687(4) ~1.1291(8) -8274519) x1071  —6.168(7) x1071  -—46756) x107! —2.821(6) x107!
5 -2.2729(15) ~1.374(4) -8.178(7)  x1071  -4.696(23) x1071  -2494018) x107!  -2.22(20) x1072
6  —5.324(6) ~3.218(10) ~1.9948(24) ~1.270(9) -835@) x107! -3996) x107!
7 -1.0534(17) x 101 ~5.59(4) -2.961(9) ~1.530(30) -75126) x107!  -7.408) x1072
8  -2519(9) x10! ~1.291(16) x 101 ~6.79(4) -3.68(12) —2.05(11) -728) x1071
9 -58@ x10! 2729 x10! ~1.30015)  x 10} -6.2(6) —2.9(6) —4(4) x1071

4 6 10
3 2.606(13) x 1072 3.483(21) x1072  2.7(5) x1073
4 -1247¢4) x1071 2287  x1072  -25(29) x1073
5 9.3315 x 1072 364170 x1072  0(5) x1073
6 -1466) x107! 370  x1072 2019 x1073
7 17107) x1071 5623 x1072 o) x1071
8 -21m  x107l  —ean x1072  -3(25) x1072
9 3128 x1071 2(6) x1071 0(23) x1071




Table F.3: Coeflicients ¢, of Acp, of for each order r in the antiferromagnetic LRTFIM on the one-

dimensional chain (k = 7).

F paTta

¢ 15 5/3 2 225 25
;
3 4.17(8) 3.101(5) 1.9069(26) 1.40505(27) 1.06670(17)
4 1.78(4) 10! 1.0843(26) x 10! 4.952(6) 3.0833(15) 2.0411(6)
5 9.2(4)  x10! 4.562(13) x 10! 1.511(6) x10! 7.828(4) 4.4549(16)
6 543(13) x102 2.149(10) x 102 5.137(19) x 10! 2.2141(19) x 10! 1.0844(7) x10%
7 3.4413) x103 1.088(7) x103 1.865(5) x 102 6.681(7) x 101 2.8246(19) x 101
8 2.30014) x10% 578(7) %103 7.08(4)  x 102 2.100(4) x 102 7.647(12) x 101
9 1.61(10) x10° 321(7)  x10% 278(4)  x103 6.808(21) x 102 2.128(7) x 102
3 4 5 7
3 6.4949(15) x 10~1 2.6925(21) x 1071 1.1978(26) x 10~ ! 2.62(4) x1072
4 1.0051(4) 3.1286) x107! 1.155@8) x1071 20912) x1072
5 1.7421(10) 4.135(7) x1071 1.354(19) x 1071 21¢4)  x1072
6 3.369(4) 6.060(30) x 107! 1.76(5)  x1071 2709  x1072
7 7.078(8) 1.002(13) 2.65(20) x1071 4(4) x1072
8 1.548(5) x 10! 1.76(5) 4009  x107! 6(15) %1072
9 3471(22) x 101 3.20(18) 7(4) x1071 2(9) x1071
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F.1.2 2D square lattice

Table F.4: Coefficients ¢, of the ground-state energy per site eg for each order 7 in the LRTFIM
on the two-dimensional square lattice. The first order is exactly zero.

Y 25 3 103 35 4
P

2 ~1.27256(9) ~1.16472(4) ~1.122015(28) ~1.105783(23) ~1.070357(20)

3 ~5.2569(7) ~3.41320(22) ~2.73168(14) ~2.47333(11) ~1.89568(7)

4 -4.2606(17)  x 101 -2.04876)  x 10! ~1.44929(28) x 101 ~1.25424(21) x 101 -8.8525(10)

5 —4534(4)  x10% ~1.5090(7)  x10% -8.951(4) x10! -7.1765(21) x 10! -4.1389(11) x 10!

6 -5.808(11)  x 103 -1.3242(12) x103 -6.654(7)  x10% -4.9918(28) x 102 -24817(12) x102

7 -8.43(4) x10% ~1.2889(19) x10% -5.4306) x103 -3.787(5) x103 ~1.5767(11) x103

8 -1.339(10)  x 108 -1.357(5)  x10° -4.776(9)  x10% -3.09965) x104 -1.0894(10) x10%

9 —2.28022) x107 -1513(10) x108 —4.435(13) x10° —2.672(6) x10° —7.874(14) x 104

10 -4.07(8) %108 ~1.73(5) x107 -4.142016) x 108 -229511) x 108 -5526(17)  x10°
4.5 5 6 8 10

2 ~1.047816(18) ~1.032941(17) ~1.016002(18) ~1.003924(22) ~1.000980(23)

3 ~1.49976(7) ~1.20951(5) -8.12489(24)x 10~ ! ~3.88100(18)x 10~ ~1.90562(13)x 10~

4 ~6.8838(9) —5.7425(7) —4.6067(6) ~3.9286(10) ~3.7901(12)

5 -2.6892(6)  x 10! -1.8894(4)  x 10! ~1.07578(22) x 101 —4.5274(20) -2.1429(12)

6 ~1.4788(7)  x10% ~1.0052(4)  x10% —6.118(4)  x10! —4.1476) x10! -3.780(10) x 101

7 -8.165(6)  x 102 -4.8994)  x10% -2.3215(22) x 102 -8.62918) x 10! -3.976(17) x10!

8 ~5.0397)  x103 —2.824(4)  x103 ~1.3172(23) x103 -6.98(4)  x10% -5.90(12)  x10%

9 -3.202(6)  x10% -16174)  x10% -6.226(26) x 103 -1.99522) x103 -8.9(9) x 102

10 -1.932(7)  x10° —8.76(5) x 104 -3.046)  x10% -1.04) x10%




F paTta

Table F.5: Coefficients ¢, of Ayq,  for each order r in the ferromagnetic LRTFIM on the two-
dimensional square lattice (k = 0).

2.25

2=

713

25

2.75

2 -3.7995(4) x 102 —2.25666(20) x 102 ~1.11013(7) x 102 —5.66521(27) x 101 —3.61442(18) x 101
3 -1.04348(12) x 104 —4.7596(4) x 103 ~1.62566(12) x 103 —5.8076(4) x10% ~2.89181(18) x 102
4 -3.6061(7) x10° —1.26838(22) x 10° -3.0358(4) x10% ~7.7049(8) x 103 —3.03941(28) x 103
5 ~1.3956(5) x 107 —3.7863(10) x 106 -6.3570(11) x10° ~1.14801(14) x 10° —3.5900(5) x 104
6 -5.786(4)  x108 ~1.2109(5) x 108 ~1.4272(4)  x107 -1.8363(5) x 108 -4.5598(9) x10°
7 —2512(4)  x1010 —4.0559(26) x 109 -3.3558(14) x 108 ~3.0791(10) x 107 —6.0755(15) x 108
8 -1.128(4) x1012 ~1.4049(19) x 1011 -8.161(5)  x10° -5.3411(22) x108 -8378(4)  x107
9 -5.19¢4)  x1013 —4.988(14) x 1012 —2.0349(20) x 1011 —9503(7)  x10% ~1.1856(9) x 109
325 10/3 35 4 45
2 ~2.59986(9) x 10! ~2.37180(12) x 10! —2.01472(9) x 101 ~1.38799(6) x 101 ~1.06952(4) x 101
3 ~1.72329(13) x 102 ~1.49030(27) x 102 ~1.15001(7) x 102 -6.3440(4)  x 101 ~4.19616(30) x 10!
4 ~1.52263(15) x 103 —1.2542(5) =103 -8.8709(8) x 102 ~4.0104(4) x10% ~2.31058(28) x 102
5 -1.51153(17) x 104 ~1.1856(8) x 104 -7.6827(12) x 103 —2.8427(4) x103 -1.42888(26) x 103
6 -1.6165(4) x10° ~1.2080(13) x 10% —7.1812(14) x 104 -2.1819(4) x 104 -9.5833(30) x 103
7 -1.8143(5) x 108 ~1.2916(25) x 106 ~7.0459(20) x10° ~1.7579(5) x10° —6.7474(29) x 104
8 ~2.1087(8) x107 -1.432(4) x107 ~7.1632(26) x 106 -1.4691(8) x 105 -4932(4) x10°
9 -2.5158(17) x 108 —1.628(8) x108 -7477(5)  x107 ~1.2613(13) x 107 -3.705(5) x 108
5 6 8 10

2 —8.8236(4) —6.7887(4) —5.1497(5) ~4.5319(9)

3 -3.11638(24) x 101 -2.12938(21) x 101 ~1.51239(27) x 101 -1.3308(5) x 101

4 ~1.55106(23) x 102 —9.2128(18) x 10} -5.5384(24) x 101 —4.441(4)  x10!

5 -8.7312(20) x 102 —4.6560(17) x 102 -2.630021) x 102 -21144)  x10%

6 -5.318117) x 103 —2.4950(14) x 103 ~1.2107(22) =103 -8.86(5)  x10%

7 -3.4081(20) x 104 ~1.4285(15) x 104 -6.464(18) x 10% -4.776)  x10%

8 —2.2651(19) x 10° -8.380(12) x 104 -3.267(19) x104 —2195)  x10%

9 -1.5504) x108 -5.115(19)  x 105 -1.86(8)  x10° -1.249)  x10°

157



158 APPENDICES

Table F.6: Coefficients ¢ of Ayq, af for each order r in the antiferromagnetic LRTFIM on the two-
dimensional square lattice (k = (7, m) 7).

N 25 3 35 4 5
R
2 2.1515(10) 1.1586(6) 3.851(5) x 1071 —2.589(4) x1071 ~1.2822(4)
3 2.3853(16) x 101 1.5072(5) x 10! 1.13546(22) x 101 9.6405(15) 8.6559(13)
4 2.495(5) x102 1.0271(6)  x 102 5.1616(22) x 101 2.7367(13) x 101 4.035(9)
5 3.433(10) x 103 1.0238(7)  x 108 4.5085(26) x 10% 2.5320(11) x 102 1.3571(7) x 102
6 5.338(27) x 104 1.0776(13) x 10% 3.6259(27) x 103 1.5870(13) x 103 4.094(6) x 102
7 9.14(10)  x10° 1.2364(20) x 109 3.2024) x10% 1.2761(14) x 10% 3.979(6) x 103
8 1.668(24) x 107 1.492(4)  x 108 3.072(6)  x10° 9.846(18) x 10% 2.028(7) x 104
9 3.24(13) x108 1.878(9)  x 107 2.99311) x 108 8.136(30) x 10° 1.552(10) x 10°
6 8 10
2 —2.0407(4) ~3.0015(6) ~3.4982(6)
3 8.8971(16) 1.00499(27) x 101 1.09394(27) x 101
4 -8.110112) —2.1665(20) x 101 —2.8654(24) x 10!
5 1.1595(6) x 102 1.3041(14) x 102 1.4982(20) x 102
6 3.646) x10! —2.974(11) =102 —4.676(21) x10%
7 2.509(5) x 103 2513@8) x103 2.973(17) =103
8 5.22(6) x103 —457(10) =103 —9.2719) x103
9 6.97(7  x10% 5669  x10% 7013  x10%




F.13 2D triangular lattice

F paTta

Table F.7: Coefficients ¢, of the ground-state energy per site g for each order 7 in the LRTFIM
on the two-dimensional triangular lattice. The first order is exactly zero.

¢ 225
p

25 3 35 4

2 ~1.78031(14) ~1.69049(10) -1.59397(5) -1.54881(4) -1.526121(23)

3 ~1.12890(30) x 101 ~8.8479(13) ~6.3957(4) ~5.19887(25) —4.50738(24)

4 -1.3453(12) x 102 -8.3828(29) x 101 -4.4874(10) x 10! -3.0124(6) x 101 ~2.29006(24) x 101

5 —2.2205)  x103 ~1.0655(10) x103 ~4.1045(19) x 102 —2.2472(6) x10% -1.4881(4) x10%

6 -4509(22)  x10% -1.624(4)  x10% -4.4034)  x103 -1.9504(12) x 103 -1.12186) x103

7 -1.063(16)  x108 —2.801(10)  x10° -5257(8) x10% -1.8696(17) x 104 -9.307(9) x103

8 -2.74011)  x107 -5.30(9) x 108 -6.777(15)  x10° -1.9246(24) x10° -8.272(10) x10%

9 ~8.0(16) x108 -1.075(18) x108 —9.274)  x108 —2.091(5) x108 —7.742(14)  x10°

10 —4(4) x 1010 —2.28(7) x 109 -1.3(4) x 108 -2275(10) x107 -711@4)  x108
5 6 8 10

2 ~1.507855(24) ~1.502455(28) ~1.500253(28) ~1.500027(30)

3 -3.77200(15) ~3.41750(15) ~3.12970(15) ~3.04148(17)

4 ~1.63202(18) x 10! ~1.35961(15) x 10} ~1.16443(18) x 101 ~1.11089(20) x 101

5 -8.9745(20)  x 101 -6.8519(17)  x 10! -5.4636(21) x 10! -5.1044(23) x 10!

6 —5.7347(21)  x10% ~4.0335(20) x10% -3.0217(21) x10% —2.7758(24) x 102

7 -4.0219(29) x103 -2.6031(26) x103 -1.8302(25) x 103 -1.6524) x103

8 -3.018(4)  x10% -1.799(4)  x10% -1.188(4) x10% -1.055(5) x10%

9 -2.380(5)  x10° -1.306(5)  x10° -g.106)  x104 -7.08(12)  x10*

10 -17719)  x108 -8.73(10)  x10° -5.0(4) x10% -3.00(16)  x10°
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Table F.8: Coefficients ¢, of Ay, f for each order r in the ferromagnetic LRTFIM on the two-
dimensional triangular lattice (k = 0).

=

2.25 73 25 3 1013

2 —52241(4) x10% —3.13485(22) x 102 ~1.57409(12) x 102 —5.4501(5) x 101 —3.72541(19) x 101
3 ~1.68233(19) x 104 —7.7922(9) x103 ~2.74402(29) x 103 —5.340(6) x 102 ~2.91260(20) x 102
4 -6.8157(12) x 10° —2.4464(5)  x10° -6.0962(10) x 104 —6.867(20) x 108 -3.0556(4) x 103
5 —3.0924(7)  x 107 -8.6051(21) x 108 ~15193(5) x108 —9.94(4) x10% —3.6053(6) x 104
6 ~1.50298) x 109 -3.2427(16) x 108 ~4.0588(20) x 107 -1.547(5) =106 -4.5835(9) x10°
7 —7.6506) x 1010 ~1.2799(9) x 1010 ~1.1360(7) x10° —2.525(9) x 107 —6.1169(20) x 106
8 —4.027(8) x1012 -5.2236) x10M1 -3.2872(27) x 1010 —4.269(20) x 108 -8.455(4)  x107
9 —2.17412) x 1014 —2.185(6) x1013 —9.753(18) x 1011 —7.408) x109 ~1.1998(10) x 109

35 4 5 6 8
2 —3.22939(21) x 101 ~2.36263(14) x 10! -1.6830(4) x 10! ~1.43161(8) x 10} ~1.26312(12) x 10!
3 ~2.30987(23) x 102 ~1.37616(14) x 102 -7.6763(21) x 101 ~5.7613(8) x 101 —4.6010(11) x 101
4 —2.2420(4) x103 ~1.12591(22) x 103 ~5.2550(29) x 102 ~3.6656(9) x 102 —2.7981(14) x 102
5 —2.4454(6) x 104 -1.03022(25) x 104 -3.965(4) x103 —2.5227(10) x 103 —1.7989(15) x 103
6 —2.8767(11) x10% -1.0206(4) x10° -3.264(6) x10% ~1.9154(16) x 104 -1.2913(22) x 104
7 -3.5538(17) x 108 ~1.0617(6) x 108 —2.8156) x10° ~1.5170(16) x 10° —9.592(26) x 104
8 ~4.5484(28) x 107 ~1.1458(10) x 107 ~2.529(12) x 108 ~1.2546(28) x 108 -7.49(4)  x10°
9 —5978(7)  x 108 ~1.2697(21) x 108 —2.336(19) x107 ~1.066(11) x 107 —6.0(4) x 108
10

2 ~1.21853(27) x 10!

3 -4318(5)  x 101

4 —2.6012(16) x 102

5 -1.646(8) x103

6 11645 x104

7 -8.46(10)  x104

8 -6.3(13) x 105

9 -40@25  x108
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Table F.9: Coefficients ¢, of Ay, of for each order r in the antiferromagnetic LRTFIM on the two-
dimensional triangular lattice (k = (27/3,~27/3)T).

¥ 225 25 3 35 4

R
2 4.942(5) 4.3943(16) 3.6574(9) 3.1636(4) 2.8010(4)
3 5286(13) x 10! 3.9088(27) x 10! 2.5376(10) x 101 1.8759(4) x 10! 1.49914(26) x 10!
4 8.76(6)  x10% 5.148(7) x102 2.4772(15) x 102 1.5071(5) x 102 1.04611(30) x 102
5 1.854)  x10% 8.358(18) x 103 2.9021(26) x 103 1.4511(6) x 103 8.870(4)  x10%
6 455(22)  x10° 1.547(6) x10° 3.778(6) x 104 1.5324(10) x 104 8.172(5) x 103
7 126(22)  x107 3.14319) x 108 5.295(11) x 10° 1.7256(17) x 10° 7.990(7)  x104
8 37200  x108 6.83(6) x107 7.830(21) x 106 2.036(4) x 108 8.154(13) x10°
9 1) x 1010 1.57427) x10° 1.207(7)  x108 2.492(7) %107 8.606(28) x 106

5 6 8 10

2 2.3043(5) 1.9948(4) 1.6816(5) 1.5645(6)
3 1.11057(29) x 10} 9.3368(21) 8.0165(27) 7.654(4)
4 6.3726(25) x 101 4.7125(16) x 10! 3.5224(20) x 10! 3.1888(23) x 10!
5 4.7002(29) x 102 3.2851(20) x 102 2.4022(22) x 102 2.1819(27) x 102
6 3.701(4)  x 103 2.3943(22) x 103 1.646(4) x103 1.467(5) x103
7 3.092(5) x10% 1.862(4) x10% 1.2194) x10% 1.0786) x 104
8 2.6809) x10° 1.496(5) x10° 927(7)  x10% 8.03(20) x10%
9 2.393(17)  x 106 1.239(19) x 108 72(4)  x10° 6.3(12) x10°
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F.1.4 3D cubic lattice

Table F.10: Coefficients ¢, of Ay, £ for each order r in the ferromagnetic LRTFIM on the three-
dimensional cubic lattice (k = 0).

¢ 3.25 35 4 5 6
.
1 -531(11)  x 10! -2899(8)  x 101 ~1.65322(20) x 101 ~1.037754(16) x 101 —8.40190(13)
2 -1.44016)  x103 -4.13317) x 102 ~1.29705(28) x 102 —4.74207(25) x 10} ~2.90941(16) x 101
3 -7.6(13)  x10% -1.180(9)  x104 -2.0505(19) x 103 -4.4051(7)  x 102 ~2.08967(25) x 102
4 5111 =108 —426(7)  x10° —4.1384(27) x 104 -5.3579(15) x 103 -1.9967(6) x103
5 -3.6(8) x 108 -1.73(6)  x107 -9.360(11)  x 105 -7.281(5)  x10% -2.1205(11) x10%
6 30100  x1010 —7.4(4) x 108 —2272(5)  x107 -1.0644(10) x 108 —2.4303(17) x10°
7 -2.3(5) x 1012 -35(10)  x1010 -5.775(24)  x 108 -1.6315(23) x107 -29204) x108
8 —2.0(8) x 1014 -155@8)  x1012 ~15189) x1010 —2588(5)  x108 -3.633(6) x107
9 -1.78) x 1016 7721 x1013 -4.091(28) x 1011 -4211(16)  x10° -4.637(16) x 108

7 8 9 10

1 —7.46704(13) —6.94578(13) —6.62886(14) ~6.42612(14)
2 ~2.17802(14) x 10 ~1.80738(13) x 101 ~1.59469(15) x 101 ~1.46355(12) x 10!
3 ~1.35558(20) x 102 —1.03464(20) x 102 -8.6839(19) x 101 —7.7301(15)  x 10}
4 -1.12804) x10% -7.8863(27) x 102 —6.2366(24) x 102 -5.3243(25) x 102
5 ~1.0414(7) =104 —6.696(5) x 103 —5.0334) x103 —4.165(4)  x103
6 ~1.0375(8) x 10° -6.102(6)  x 104 -4315(7)  x104 -34185)  x10%
7 ~1.0853(14) x 108 ~5.868(10) x 10% -3.942(9) x10% -3.027(11)  x10°
8 ~1.1748(23) x107 -5.819(16) x 108 -3.683(21) x 108 -2.706(26)  x 108
9 ~1.306(5) x108 —5.95(5) %107 —3.56(8) x107 —2.53(7) %107
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Table F.u: Coefficients ¢, of Acyp, of for each order r in the antiferromagnetic LRTFIM on the

three-dimensional cubic lattice (k = (m, 7, m) 7).

g

35 4 5 6 7

1 3.5642(6) 3.8631(4) 4.37859(23) 4.78844(18) 5.10544(20)

2 1.117(10) -5.16(4) x1071 ~3.1601(24) ~5.2623(18) ~6.9346(18)

3 5.14(4) x10! 3.739(9) x 101 3.003(4) x 101 3.1770(27) x 10! 3.6150(27) x 101

4 7.54(17)  x 102 3.358(24) x 102 5.89(6) x 10! —548(4) x10! —1.293(4) x 102

5 1.71(10)  x10% 6.15@8) x103 1.871(10) x 103 1.2545) x103 1.296(4) x103

6 42(4)  x10° 1.087(20) x 10° 1.728(14) x 104 259(5) %103 -3.15(5) %103

7 1.2023) x107 217(7) x108 2.672(28) x 10° 9.18(8) x10* 6.9210) x10%

8 3.8(12) x108 4.58(22) x 107 3.59(7) x108 6.5017) % 10° 1514)  x104

9 138  x10!0 1.03(10) x 109 5.41(18) x 107 1.031(29) x 107 504)  x108

10 6(7) x 1011 244) x1010 8.0(5) x108 1.04(13) x108 1.713)  x107
8 9 10

1 5.34557(19) 5.52470(22) 5.65670(23)

2 -8.2390(18) -9.2374(25) -9.9871(26)

3 4.0944(29) x 10! 4.530(4) x 10! 4.893(4) x 10t

4 ~1.865(4) x 102 -2.319(6) x 102 -2.677(5) x 102

5 1511(5) x103 1.755(9) x 103 1.983(6) x 103

6 -6.96(5)  x103 -9.96(28) x 103 ~1.241(7) x104

7 7.66(6) x10% 928 x10% 1.08(4) x10°

8 -2.946) x10° -53(15) x10° -7.06) x10°

9 4.74(25)  x 108 6(4) x 106 6.7(20) x108

10 -14017)  x107 —4(12)  x107 -4(7) x 107

163



164 APPENDI

F.2  Critical values and exponents

CES

Table F.12: The critical value A¢ and exponent zv of the ferromagnetic LRTFIM on the 1D chain
(k = 0) for various a calculated as the mean of the shown DLog Padé extrapolants
with the standard deviation of the extrapolants in round brackets.

a Aec zv DLog Padé

1.25 0.056061(28) 0.50164(26) (3,5), (45 4)

1.5 0.105170(12) 0.5257(9) Gy5), (4 4), (5 3)

1.66667 0.13675(8) 0.560(4) Gy 5), (4 4), (45 5), (5, 4)

2 0.19834(4) 0.6658(19) (4,3), (s, 3)

2.5 0.283129(20) 0.8365(8) Gy5), (4 4), (5 3)

2.75 0.31968(4) 0.9034(13) (55), (4 4), (5 3)

3 0.35134(16) 0.951(5) (4:3),(3,5) (4, 4), (5, 3)

3.25 0.37782(5) 0.9763(14) Gys), (45 4), (5 3)

3.5 0.4002(8) 1.01(4) (4,3), (3, 4), (3,5): (4, 4), (5, 3)

4 0.43245(3) 1.0013(7) (3,4),(4,3), (3,5) (4 4), (5, 3)
10 0.49912(7) 1.0001(8) (3,4),(4,3), (3,5) (4 4), (5, 3)




F paTta

Table F.13: The critical value A¢ and exponent zv of the antiferromagnetic LRTFIM on the 1D
chain (k = ) for various a calculated as the mean of the shown DLog Padé extrap-
olants with the standard deviation of the extrapolants in round brackets.

a Ac zv DLog Padé
1.25 —-0.61(6) 0.44(12) (3, 4), (3,5), (4 4)
1.5 ~0.7949(10) 0.974(5) Gys)s (4 4)
1.66666  —0.7439(4) 0.9459(20) Gy s)s (4 4)
2 —0.700(12) 1.01(9) (3:4): (4,3), (4, 4), (5:3): (3 5)
2.25 —0.662(5) 0.99(4) (5,3), (3, 4) (45 3)
2.5 —0.6326(14) 0.975(15) (4,3), (45 4), (5,3), (3, 5)
3 —0.59376(30) 0.9949(30) (43), (45 4), (5,3), (3, 5)
4 —0.54710(6) 0.9982(7) (3, 4), (4,3), (4, 4), (5,3), (3, 5)
5 —0.52394(5) 0.9983(5) (4,3), (3, 4), (55 3)
7 ~0.5063120(15)  0.999932(17)  (4,3), (3, 4)
10 —-0.50084(5) 1.0007(7) (453), (45 4), (5,3), (3, 4)
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CES

Table F.14: The critical value A¢ and exponent zv of the ferromagnetic LRTFIM on the 2D square
lattice (k = (0,0)7) for various a calculated as the mean of the shown DLog Padé
extrapolants with the standard deviation of the extrapolants in round brackets.

a Ac zv DLog Padé

2.25 1.810520(15% 1072 0.499981(28) (3, 4), (4,3), (3,5); (45 4), (5, 3)
2.33333  2.34762(8) x 1072 0.50023(13)  (3,4),(4,3), (3,5); (45 4), (5, 3)
2.5 3.3447(13) x 1072 0.5018(16) (35 4) (453), (3, 5); (45 4), (5, 3)
2.75 4.68721(28)x 1072 0.5076(4) (4:3), (3, 5)s (4 4), (5, 3)
3 5.8843(19) x 1072 0.5166(23) (4,3), 355) (45 4), (55 3)
3.25 6.966(4) x107*  0.533(4) (4:3), (3, 4), (3 5), (4, 4), (5, 3)
3.33333 7.3037(25) x 1072 0.5395(19) (354), 35 5) (45 4) (55 3)
3.5 7.9442(11) x1072  0.5514(8) (4:3), (3, 4) (3, 5)s (4 4), (5, 3)
4 9.6114(23) x107%  0.5815(17)  (4,3),(3,4), (3:5) (4, 4): (5, 3)
4.5 1.09460(14) x 107! 0.6053(9) (4,3), (3, 4), (3, 5) (4, 4), (5, 3)
5 1.20039(4) x 107! 0.62143(17)  (4,3),(3,4),(3,5), (4, 4), (5,3)
6 1.34990(27) x 107! 0.6360(13) (453), (3, 4), (45 4), (5, 3)
8 1.50761(25)x 10"} 0.6447(8) (> 4)(43), (3, 5) (45 4)

10 1.57783(14) x 1071 0.6460(5) (35 4) (453), (3,5); (45 4), (5, 3)

Table F.15: The critical value A¢ and exponent zv of the antiferromagnetic LRTFIM on the 2D
square lattice (k = (,7)T) for various a calculated as the mean of the shown DLog
Padé extrapolants with the standard deviation of the extrapolants in round brackets.

a Ac zv DLog Padé
2.5 -0.331(9) 0.62(5) (3, 4), (3,5), (45 4)
3 -0.2925(9) 0.650(7) (3,4), (3,5), (4, 4)
3.5 —0.2635(9) 0.659(12) (3, 4)(4,3), (3,5) (4, 4), (5, 3)
4 —0.2419(4) 0.660(6) (3> 4), (4,3), (3,5), (4, 4), (5, 3)
5 —0.2140(8) 0.659(6) (3, 4), (4,3), (3, 5), (4, 4), (5, 3)
6 —0.1965(4) 0.651(7) (3, 4) (4:3), (3, 5)s (45 4), (5, 3)
10 -0.17130(22) 0.645(6) (4,3), 3,5), (45 4), (5, 3)




F paTta

Table F.16: The critical value A¢ and exponent zv of the ferromagnetic LRTFIM on the 2D trian-

gular lattice (k = (0,0)T) for various a calculated as the mean of the shown DLog
Padé extrapolants with the standard deviation of the extrapolants in round brackets.

a Ac zv DLog Padé
2.25 1.544325(8)x 102 0.500137(11) (3, 4), (43)
233333 1.99220(20)x 1072 0.4999(7) (3 4), (3, 5), (4 4), (5, 3)
2.5 2.81056(9) x1072  0.50180(17)  (3,4),(35), (4, 4), (5, 3)
3 4.8040(24) x1072  0.5183(28)  (4,3),(3,4) (3, 5)s (4, 4): (5.3)
333333  5.8518(27) x1072  0.5376(30) (3, 4), (3 5) (4> 4): (5. 3)
35 6.307(4)  x1072  0.548(4) (4:3), (3, 4), (3, 5) (4, 4)s (5, 3)
4 7.4444(7) x107%  0.5817(6) (4:3), 3, 4) 3, 5)s (45 4)5 (5, 3)
5 8.8989(23) x107*  0.6210(6) (4:3), 3, 4) 3, 5)s (45 4), (5, 3)
6 9.643(13) x1072  0.625(14) (4,3), (3, 4)
8 1.0262(7) x107'  0.6455(22) (3, 4) (3, 5)> (4 4), (5, 3)
10 1.0454(12) x 107! 0.646(6) (4,3), (3, 5), (4> 4), (5, 3)

Table F.17: The critical value A and exponent zv of the antiferromagnetic LRTFIM on the 2D

triangular lattice (k = (27/3,-27/3)T) for various a calculated as the mean of the
shown DLog Padé extrapolants with the standard deviation of the extrapolants in
round brackets.

a Ac zv DLog Padé

2.5 ~0.53(12) 0.7(4) G, 4), 3, 5), (4, 4)

3 —0.527(17) 0.85(8) (,4), (3, 5), (4, 4)

3.5 —0.464(7) 0.81(5) G, 4), (3, 5), (4, 4)

4 —0.4240(24) 0.799(17) G, 4), (3, 5), (4, 4)

5 ~0.3714(10) 0.761(9) G, 4), (3,5), (4, 4)

6 ~0.3435(11) 0.741(10) Gy 4), (3, 5), (4, 4)

8 —0.3211(6) 0.751(9) (3, 4) (43),3,5) (4, 4), (5, 3)
10 ~0.3098(10) 0.717(10) (5 4), 35 5), (45 4)
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Table F.18: The critical value A¢ and exponent zv of the ferromagnetic LRTFIM on the 3D cubic
lattice (k = (0,0, 0) T) for various a calculated as the mean of the shown DLog Padé
extrapolants with the standard deviation of the extrapolants in round brackets.

a Ae zv DLog Padé
3.25 0.00953(8) 0.56(4) (G, 4), (5, 3)
3.5 0.017316(15) 0.493(4) Gy 5), (45 4), (5, 3)
4 0.0309384 0.50329415(13) (4, 4), (3, 5)
5 0.051168(8) 0.5185(10) (3 4), (3,5), (45 4), (5, 3)
6 0.06508(8) 0.529(10) (3, 4)(3,5) (45 4), (5, 3)
7 0.074760(15) 0.5412(12) (3> 4), (3:5), (4, 4), (5, 3)
9 0.086180(15) 0.5507(10) Gy 5)s (4 4), (5, 3)

10 0.089468(15) 0.5529(9) Gy 5)s (4 4), (5, 3)

Table F.19: The critical value A and exponent zv of the antiferromagnetic LRTFIM on the 3D
cubic lattice (k = (, 7w, ) T) for various & calculated as the mean of the shown DLog
Padé extrapolants with the standard deviation of the extrapolants in round brackets.

a Ac zv DLog Padé
3.5 ~0.1854(11) 0.537(14) Gy 4), (4:3)
4 —0.167(9) 0.51(12) (35 4), (45 4), (5, 3)
5 —-0.1434(13) 0.538(30) (4, 4), (3, 5), (5,3), (6,3)
6 —-0.1283(7) 0.553(21) (355), (4, 4), (5,3), (6, 3)
7 ~0.11847(24) 0.558(10) (4,4), 3, 5), (5,3), (6, 3)
8 ~0.11192(8) 0.5592(27) (4,3), (3, 4), (6, 2)
9 ~0.10689(17) 0.529(12) (4 4), (3 5)s (5, 3)

10 —0.10445(4) 0.5594(14) (3,5), (455), (5,3), (6, 3)




F.3  Dispersion data points

F paTta

95(k). The data

Table F.20: Data points of the antiferromagnetic 2D square lattice dispersion wy

q

points were determined after a Padé extrapolation pLiM [ws%S (k)] in order 5.

k a=25 a=3 a=4
(0,0) 2.37(5) 1.944(7) 1.7057(8)
(/2,0) 1.266(4) 1.266(4) 1.29610(26)
(7,0) 0.912(4) 0.912(4) 0.969(7)
(,m/2) 0.7861(15) 0.7760(8) 1.0436(13)
(T, ) 0.649(7) 0.594(13) 0.514(4)
(m/2,7/2) 1.12(20) 1.025(7) 1.0476(16)

Table F.21: Data points of the antiferromagnetic 2D triangular lattice dispersion @& (k). The
data points were determined after a Padé extrapolation PY/M[wQ° (k)] in order 5.

k a=25 a=3 a=4
(0,0) 3.6(5) 2.78(10) 2.38(10)
(2m/3,-2m/3) 0.2(5) 0.42(4) 0.333(16)
(7, —m) 0.667(11) 0.6548(20) 0.647(12)
(7m/6,-5m/6) 0.7712(23) 0.783(10) 0.81(4)
(4mr/3,-2m/3) 1.071(11) 1.118(16) 1.201(28)
(2m/3,-m/3) 0.685(10) 0.6747(7) 0.667(14)
(0, m) 0.667(11) 0.6548(20) 0.647(12)
(7, 7/2) 0.691(9) 0.68165(12) 0.673(15)
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