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Abstract

In this work we study strongly interacting matter at finite temperature. We con-
sider Quantum Chromodynamics (QCD) mainly with two degenerate flavors of
quarks below the phase transition. We rely on the Lattice approach to treat QCD
in the non-perturbative regime. In this framework, the inclusion of finite temper-
ature is fairly straightforward but extracting real-time properties from the Monte
Carlo data is a non-trivial problem. The focus of the work is put on the pion
quasiparticle. In particular we investigate the change in its dispersion relation due
to thermal effects and compare it to the vacuum situation. At low momenta, the
dispersion relation depends on a Renormalization Group Invariant (RGI) parame-
ter u(T") called the ‘pion velocity’ that can be calculated in terms of screening (or
static) quantities. Those can be calculated with standard numerical techniques.
We calculate the pion velocity for several values of the temperature at different
quark masses and find strong evidence that boost invariance is violated due to
thermal effects. Our findings are in qualitative agreement with analytic calcula-
tions in Chiral Perturbation Theory (ChPT). In addition, we explore a method
to access information in spectral functions: the Backus-Gilbert method which has
never been applied to QCD before and has the advantage over more traditional
methods that a model-independent estimator for the spectral function can be de-
fined. As a complementary project, we investigate SU(3) pure Yang-Mills theory
with shifted boundary conditions. We use the latter to determine the renormal-
ization constant of the off-diagonal elements of the energy-momentum-tensor at
various values of the bare coupling. This constant is crucial for taking the contin-
uum limit of energy-momentum-tensor-correlators from which transport properties
of the system can be derived.






Contents

1__Introductionl 1
2 Basic concepts of QFT | 5
[2.1 Path integral quantization|. . . . . . . . ... ... .. ... .. .. )
[2.2  Quantum Statistical mechanics| . . . . . ... ... 0000 7
2.3 Thermal field theory|. . . . . . ... ... ... ... ... ... 8
[2.3.1 Introduction to spectral functions| . . . ... ... ... .. 12

[2.3.2 A numerically ill-posed problem | . . . . ... ... ... . 14

2.4 Ward-Takahashi identities] . . . . . . . . ... .. ... . 14

3 Quantum Chromodynamics (QCD)| 17
[3.1 Euclidean QCD lagrangian density] . . . . . . ... ... ... ... 17
(3.2 SU(3) gauge symmetry|. . . . . . . . ... 19
[3.3  Chiral Symmetryl . . . . . ... oo 20
13.3.1 Spontaneous symmetry breaking: Ny =2/. . . . ... .. .. 20

[3.3.2 The chiral condensate as an order parameter of SSB|. . . . . 22

[3.3.3  Chiral Perturbation Theoryl . . . . . ... ... .. ... .. 22

[4  Lattice Gauge Theory | 25
4.1 Basic concepts of Lattice QUD|. . . . . . ... ... ... ... ... 26
[4.1.1  The lattice spacing as a regulator| . . . . . .. ... ... .. 29

4.2 Pure Yang-Mills Theory on the Latticel . . . . . . . ... ... ... 30
4.3 Including fermions: the Wilson action|. . . . . . . .. .. ... ... 33
M4 Lattice artifacts| . . . . ... .. oo o 35
[4.4.1 Improvement program | . . . . . . . . .. ... .. ... ... 36

4.5 Scale setting and Renormalization| . . . . ... ... ... ... .. 38
[4.5.1 The PCAC mass: improvement of local operators|. . . . . . 40

[4.6 Following lines of constant physics: temperature scans| . . . . . . . 42
4.7 Aspects of Montecarlo simulations| . . . .. ... ... .. ... .. 43

[4.7.1  Completing a trajectory with the Hybrid Montecarlo algorithm| 46




4.8  Euclidean 2pt-functions|. . . . . . . .. . ... ... L.

4.8.1 Evaluation of mesonic 2pt-functions|. . . . . . . . .. .. .. 49

4.8.2 Placing sources on the lattice to calculate D™ (z,y)| . . . . . 52

|5 Shifted boundary conditions (sbc) | 55
6.1 Momentum distributionl . . . . ... ..o 55
(5.2 The free energy ot a shitted system| . . . . ... ... ... ... .. 56
[>.3  Thermodynamic potentials| . . . . . . ... ... ... ... ... .. 58
[>.4  Temperature scans with shifted boundaries| . . . . . . . . .. .. .. 58
[5.5 Renormalization of the momentum density on the lattice using (sbc) | 59
H.b. 1 Introductionl. . . . . . .. .. Lo 59

5.0.2 Renormalization pattern ot 7,,| . . .. ... ... ... ... 60

5.5.3 Consistency check on s3°/sgp3° in the free theory|. . . . . . 60

6.5.4 Ensemble generation: heat-bath and overrelazation] . . . . . 62

5.5.5 Computation of Zr(gg)|. - - -« - o o .o 64

H.0.6  Results & Conclusions| . . . . . . . .. .. .. ... ... 66

B.5.7 Outlookl . . . . . . .. . 66

b8 Tables . . . ... ... 67

[6 Chiral dynamics in the low-temperature phase of QCD | 69
6.1 TIntroductionl . . . . . . . . . . . ... ... 72
[6.2  Chiral Ward identities in the thermal field theory| . . . . . . . . .. 7
[6.2.1  Correlators in the massless theory| . . . . . . ... ... ... 78

[6.2.2  Correlators at small quark mass: the pion decay constant |

and the GOR relationl . . ... ... ... ... ... .... 79

[6.2.3  Spectral functions in the axial sector|. . . . . ... ... .. 80

6.2.4 An exact sum rule for p, (w,T,p)|. . . . . . . ... 82

6.2.5 Expressing v in terms of static quantities| . . . . . . . . .. 82

(6.3 Lattice calculation (I): the scans Cl and D1} . . . . . . .. ... .. 83
[6.3.1 The PCAC mass: line of constant physics| . . . . . .. . .. 84

[6.3.2 Basic observabled . . . . . . ... ... ... ... ... ... 85

[6.3.3  Lattice estimators tor the pion velocity |. . . . . . . . .. .. 89

[6.3.4  'T'he 7"~ 0 ensemble A5 and test of chiral perturbation the- |

| ory predictions | . . . . . . .. ... 91
[6.3.5 Quark mass dependence of m, and f, around the pseudo- |

| critical temperature|. . . . . ... 93
6.4 Axial Form factors at non-zero momentum and its residues| . . . . . 94
[6.5 Lattice calculation (II): a fine thermal ensemble at 7" = 170MeV | 98
[6.5.1 Pseudoscalar and axial-vector correlators at p#0. . . . . . 99

652 Thel ~0ensemble O7f. . . ... ... ... ........ 100

6.0.3 The estimators u; and w,, at 170 MeV | . . . . . ... .. .. 101

6.5.4 The reconstructed correlator G%5°(xo, T, p)| . . . . . . . . .. 102

6.5.5 The spectral function p, (w,T,p) at non-zero momentum, . . 104

i



[6.5.6 The Backus-Gilbert method for p, (w,p)| . . ... ... ... 106

[6.6 Lattice calculation (III): finite volume effects at 7" = 150MeV|. . . . 110
[6.6.1 The correlator Ga(xo)| . . . . . . . .. oo oL 111

[6.6.2  Finite volume dependency of f, and m, and the pion velocity[l11

6.7 Conclusions . . . . .. . . . ... 113
B8 _Tabled . . . . . . . 116
[7__Conclusions | 125
lA_Gamma matrices and conventions| 127
(B Improved derivatives | 129
[C Error analysis| 131
[C.1 Autocorrelation effects: binning| . . . . . ... .. ... ... .... 132
[C.2  An example of error analysis on GA(8/2)[ . . . . .. ... ... ... 132

(D Fitting correlation functions| 137
[D.1  Calculating amplitudes | . . . . ... ... ... ... ... ..... 137
[D.2  Effective mass-plots: coshmass| . . . . . . . .. .. ... ... ... 138

(E2 Chiral Ward identities for two-point functions | 139
[E.1 A sum rule for the spectral tunction of the axial charge density|. . . 140
[E.2 Tensor structure of the axial current two-point functions| . . . . . . 141
[E£.2.1 Special kinematics . . . .. ... ... 143

[F.2.2  'T'he zero-temperature limitf. . . . . . .. .. ... ... ... 143

[£.2.3  Relation to the correlators of the pseudoscalar densityl. . . . 144

[£.3 On the residue of the pion pole| . . . . . .. ... ... ... .... 145
|E.3.1 The pion contribution to Hﬁy ................. 146

[ Mock-data study of the Backus-Gilbert method| 147
.1 _Construction of realistic mock datal . . . . . .. ... ... ... .. 148
IF.2 The Backus-Gilbert method applied to G (z)|. . . . . . . . . ... 150
[F.3  Extraction of the pion residuel . . . . . . . .. ... ... ... ... 151

|G Chiral perturbation theory predictions for finite-1 pbservables 153
(G.1 Quark condensatel. . . . . . . . ... 154
(G.2 Screening pion mass| . . . . . . ... 155
(.3 Screening pion decay constant| . . . . . . . .. ... L. 157
G.4 The function A"(0) at finite volume|. . . . . . . .. ... ... ... 157

[Bibliography 159

11l






Chapter

Introduction

In the last three years, two Nobel prizes in Physics were awarded to the high
energy physics community for outstanding research contributions that have a direct
impact on the Standard Model of Particle Physics (SM). The discovery of the Higgs
Boson by the CMS and ATLAS experiments at CERN in 2012 [1,2] confirmed
the ideas and concepts first introduced more than fifty years ago by P. Higgs,
F. Englert and R. Brout [3,4]. We think now we have a solid understanding
about how all known fermions obtain their masses and we can successfully marry
gauge invariance with the existence of massive vector gauge bosons. Although the
beauty and consistency of the Standard Model is not doubted by any high energy
theorist or experimentalist, by this time, the community already was aware that
the Standard Model could by no means be the end of the story.

Apart from the obvious “embarrassing” fact that the first ever discovered el-
ementary force by Newton is not included in the theory due to its inability to
be naively quantized, there are a number of physics effects that the SM is un-
able to predict. One of the experimental pieces of evidence of Beyond Standard
Model (BSM) physics are neutrino oscillations. Due to the chiral character of the
weak force, the fathers of the Standard Model assumed only the existence of a
left-handed neutrino and the absence of its right-handed component. This imme-
diately pointed to a vanishing mass for the neutrino particle which was consistent
with the experiments of the time. Now we know that neutrinos have tiny non-zero
masses [5]. The disappearance of neutrinos with one flavor and the appearance
of them with a different flavor led to the idea of neutrino oscillations. This phe-

nomenon can only be explained if one assumes non-vanishing masses for them.



2 Chapter 1: Introduction

The history of the universe must account for all available information. It is
believed that around t ~ 107'%s after the Big Bang, when temperatures were
around 100 GeV, the electroweak transition took place. The Higgs field acquired
a non-zero expectation value and the electroweak gauge bosons got their masses
through the Higgs mechanism. The primitive universe formed out of the elemen-
tary particles cooled and expanded further until it reached temperatures of 100
MeV (t ~ 107%s). At this point the QCD phase transition happened whose con-
sequences we investigate to some extent in this thesis. The hadronization process
led to the formation of hadrons and the zoo of particles discovered in the fifties.
In order to study a complicated system like a quark-antiquark pair confined in-
side a meson, we rely on the Lattice framework. In this formulation of Quantum
Field theories, temperature effects can be included straightforwardly and strongly
coupled systems can be analyzed in a systematic improvable manner. In this work
we will not directly investigate the QCD phase transition. Its nature has been
extensively studied by lattice theorists over the last decade (see e.g. [64[7] and ref-
erences therein). By contrast, we will focus on the dynamics of QCD right below
the phase transition and compare our findings with the standard hadronic physics
at zero temperature. By doing so, we will make use of well established techniques
and will investigate some of the problems that arise when following “the Lattice
path”.

When analyzing a statistical system at finite temperature there are two con-
ceptually different quantities one can encounter: static and dynamic. While the
former characterizes the system in a time-independent way, the latter makes con-
tact to properties away from equilibrium. The challenge is then to obtain as much
information from the dynamic response of the system by measuring static quanti-
ties. All needed information is encoded in spectral functions (see Sec. that
are in principle calculable from Euclidean correlators. In particular their slope at
the origin makes contact with transport coefficients that are defined through the
hydrodynamic description and the famous Kubo Formulas [8]. One example where
contact between static and dynamic quantities can be made is presented in Chap-
ter [6] where we show how to relate the shift in the pole of the pion quasiparticle
to screening quantities.

We focus on the pion since chiral symmetry assures a vanishing mass in the

chiral limit regardless of temperature effects. This fact can be further exploited



in order to constrain the form of spectral functions and make a theoretical pre-
diction that we can test on the Lattice. The shift in the pole of the pion at finite
temperature is an effect very difficult to test experimentally due to the difficulty
of isolating a single pion and measure its energy in the presence of an equilibrated
thermal bath that can only be produced in Heavy Ion Collisions (HIC) for a very
tiny fraction of time. The results can be used more directly as input for var-
ious models that require information from the relevant quasiparticles and their
dispersion relations at different temperatures.

From the cosmological point of view, the theory of strong interactions is at
the origin of the formation of the observable universe although it represents only
a tiny ~ 5% of the overall existing energy. Still, high energy physicists have
overwhelming evidence that it is the correct theory that describes the interactions
between quarks and gluons. Because of confinement, experiments are unable to see
free quarks or gluons; instead they see hadronized jets of particles. The remarkable
fact that Lattice Gauge theory was able to reproduce the low-lying QCD spectrum
of bound states [9] was important evidence that QCD worked also at low-energies.

This thesis is organized as follows: Chapter [2| is devoted to introducing some
concepts of Quantum Field theories in connection to the statistical interpretation.
In Chapter [3| we provide an introduction to QCD and explain the importance
of Chiral Symmetry which is mandatory to understand QCD thermodynamics.
Chapter [ is devoted to Lattice Gauge theory, a well established formulation of
QFT on a finite and discrete space-time box. Chapter [5| shows and example of
how one can use different types of boundary conditions in our advantage to better
sample the QCD parameter space. Chapter [6]is devoted to the dynamics of QCD
below the phase transition. Finally, Chapter [7] summarizes our findings and we

state our conclusions.






Chapter 2

Basic concepts of QFT

Throughout this chapter we will introduce some carefully selected topics which
will be of mayor importance throughout this work. Constant references to ideas
and arguments of this chapter will be made. It is not intended to contain rigorous
proofs or detailed explanations on any of the various aspects. The goal is rather
to highlight the key concepts so as to gain intuition and be in a better position to

understand some of the more elaborated tools used in the following chapters.

2.1 Path integral quantization

Ever since the path integral formulation was fully introduced by Feynman and
Hibbs in 1965 so as to quantize field theories, the insight on the framework has
grown substantially. Let us briefly review the basic ingredients and concepts within

a toy model: the free scalar field theory. Consider the classical field equation
(O + M2)g(z) = 0 @2.11)
This equation can be derived from an action principle S = 0 where

St6) = —5 [ dtoole)(@ +2r)0(a) 2.1.2)
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is the action that follows from the Lorentz covariant Lagrangian density in Minkowski

space with metric g = (+ — ——)
1 Lo o
L=50"40.9 — 5M°¢". (2.1.3)

The expectation value of any operator formed out of a time-ordered product of n
fields can be written as
B fquS O(z4, ...,xn)eis[‘ﬁ]

0|01, ... 2,)[0) = - (2.1.4)

where |0) stands for the vacuum of the system and

Z:/Dmﬂﬂ (2.1.5)

is called the partition function or path integral of the theory. The integration
measure should be formally understood as an infinite dimensional integral that
can be written as

Do = [] do(x). (2.1.6)

z€R?

This is a well defined quantum description of our system because [ D¢ denotes the
sum over all possible field configurations including those that do not satisfy the
classical field equation written in Eq. . They represent quantum fluctuations
and hence do not follow from an action minimizing principle. This formulation
of Quantum Mechanics is not only useful at the formal level but also intuition is
gained. By coupling the partition function to external sources one arrives at the
generating functional Z[.J]. The Taylor expansion of this object contains all Green
Functions of the theory and therefore via the Lehmann-Symanzik-Zimmermann
(LSZ) formula |10] any scattering process can be written in terms of those. Know-
ing all Green Functions means in practice that the theory has been solved. Un-
fortunately, this can only be done for a handful of theories that enjoy symmetries

like scale invariance.
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2.2 Quantum Statistical mechanics

Since this work deals with systems in the presence of a thermal bath at a constant
temperature 7" we find it useful to introduce briefly the statistical description
of a quantum system. Once a given system has a very high number of degrees
of freedom, the number of micro states in which the system can appear grows
very rapidly. It is therefore a problem to keep track of the dynamics of each of
them, so one needs a special framework in order to treat the system globally and
concentrate on its collective behavior. The thermodynamic description introduces
a set of global variables like pressure, temperature or entropy that characterize
the system from a global point of view, regardless of the dynamics of the internal
degrees of freedom. The formalism we are about to introduce is used to describe
bulk properties in or near equilibrium. The framework of Quantum Statistical
Mechanics shares a lot of common features with the Path Integral formulation of
Quantum Field Theory. As an illustrative example, we will work in the grand
canonical ensemble. This describes a system that can exchange particles as well as
energy with a reservoir. The thermodynamic variables of interest are temperature
T, volume V and chemical potential ;1 which are fixed quantities. We begin with

the definition of a density matrix p
= exp {-5@1 . ,M-Ni)} (2.2.1)

where 5= 1/T, H is the Hamiltonian of the system and N; are conserved number
operators, which e.g. can measure particle number or any other conserved charge.
In terms of the density matrix, the expectation value of any operator corresponding
to a meaningful observable is calculated as

_ Trdp

(0) = ™ (2.2.2)

where the trace is understood over all states that form the Hilbert space. The
definition goes back to quantum mechanics and can be derived very easily. It
confronts the situation where a system can appear in a so called mixed state |ty)

with probability pr. In this basis, p is a diagonal matrix with the probabilities
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along the diagonal so it can be written as
p= Zpk [AXCAR (2:2.3)
k

One can now choose a basis of eigenvectors {|¢)} that form an orthonormal basis
that fully diagonalizes e.g. the hamiltonian H (it could be any other hermitian

operator since the trace operation is invariant) and write
pij = (@ilples) = Zpk (Dilvr) (Vrl9)) - (2.2.4)
k

The expectation value of any hermitian operator in the “mixed system” is the sum
of expectation values corresponding to all mixed states times the probability that

the system is in the mixed state

(A) = ok (Wl Ali) =D pr (el i) (0l Alds) (d510n) = pjias = TrAp.
k ijk ij
(2.2.5)
The condition that ), p, = 1 translates into a normalized density matrix with

unit trace, so Trp = 1.

2.3 Thermal field theory

Taking the last section as an illustrating starting point, we want to make the
connection to a thermal field theory. Both expressions written in Eq. (2.1.4]) and
Eq. (2.2.2)) are very similar to each other. We can then identify the trace of the

density matrix with the thermal field theory partition function Z and write
Z(T,V,u) = Trexp {—ﬁ(]:.f - ,uZ]\AfZ)} . (2.3.1)
Its logarithm makes connection to the Helmholtz free energy

F=-Tlog Z(T,V, ). (2.3.2)
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Taking first derivatives with respect to 7,V or u one arrives at pressure, entropy

or charge number potentials

_ 0(Tlog Z)

S = S (2.3.3)
_ 9(T'log Z)

P SR (2.3.4)
_ 0(Tlog Z)

Ne = SR (2.3.5)

Second order derivatives are related to specific heats (at constant temperature
or volume) and susceptibilities. From the quantum field theory perspective (at
zero temperature), it turns out to be very natural that the free energy is the
fundamental quantity from which the rest of thermodynamic potentials are derived.
The reason behind it is that the generating functional W[.J] which is also defined
proportional to log(Z[J]) is the one that gives rise to all diagrams without bubble
diagrams. These are the ones that ultimately contribute to the interaction term in
any S-matrix element as opposed to Z[.J]. In order to fully establish the parallelism
and include Lorentz invariance into the framework, one needs to change from states
to fields (a very illuminating explanation on this statement can be found in Peskin
& Schroder). We therefore introduce scalar fields and their conjugate momenta

operators in the Schrodinger picture

#)|m) = w(z)|n). (2.3.7)

Both set of fields fulfill continuum completeness and orthogonality conditions. We
can write the partition function in terms of the fields as follow
28, Vo) = Tresp {608 — )} = 37 [ o (oulexp { =501 = pi¥)} 1)
(2.3.8)
where the index a labels all states that the system can be in. The term e ¥ looks
very similar to the ordinary evolution operator in quantum mechanics U (t,t') =
e~iH(t=t)  The only difference is that time is Wick rotated such that ¢ — 7 = it.
Moreover, there is a fixed upper bound for imaginary times 7 which is g =

1/T that plays the role of temperature. Thus, in this formulation one gives
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up real time in favor of temperature. Omne can calculate the matrix element

<¢a| exp {—B(H i z)} \¢a> (see e.g. [11]) and finally arrive at

Z(T,V, 1) = Ny / do exp ( /0 ’ dr / dx LE (¢, a@) (2.3.9)

where in the process that transforms the hamiltonian into the euclidean lagrangian
density, the conjugate momenta m(x), which were treated initially as independent
degrees of freedom, are integrated over, since they appear only as gaussian in-
tegration variables yielding an irrelevant absolute normalization that cancels out
whenever an expectation value is taken. One can show explicitly that scalar fields
are periodic in 7. This is a consequence of the trace operation that appeared
naturally in the quantum mechanical description of the density matrix. For this

purpose we use the definition of the thermal Green function

G(z,y,m,m) = Z 'Tr {ﬁTT (q@(m,n)q@(y,m))} (2.3.10)

where T’ is the time ordering product for bosons that acts like

T, (8, )9y, 7)) = B, 1)y, 72)0(m1 — 72) + Sy, m2)(w, )07 — 7).
(2.3.11)
We set p; = 0 such that p = %e‘ﬁﬁ and we use the cyclic property of the trace in

order to write

G(z,y,7,0) = Z 'Tr <e BH §(z, y,0)> (2.3.12)
— r( e 7‘)) (2.3.13)
= Z7'Ty <e Bl 5H¢ 0)e —5%(93,7)> (2.3.14)
- 1Tr< By B)o(x T)) (2.3.15)
= 27T (o (¢< 6y, 8))) = Gla,y,7.8). (23.16)

The space-time domain is then always chosen to be S! x R? with a period of f5.

This means that scalar fields admit a Fourier expansion in imaginary time that
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can be written as
6 i(pX+wnT) I
oz, 7) = ,/sze (Pxtent) (p) (2.3.17)
n p

where the values of w,, = 2mn/f are called Matsubara frequencies with n € Z. If
the spatial extent is finite (as in the Lattice case) the momenta are also discretized
in units of p; = 27n; /L. For the case of fermions, being Grassman variables, the
treatment is the same with the only difference that Matsubara frequencies are
multiples of w,, = m(2n + 1)/5 due to the anti-periodicity of the fermionic fields
B(x,0) = —(x, ).

As a concluding remark, one should note that the necessity of Wick rotating
into euclidean time has advantages and drawbacks. On the one side, we have shown
that there exists a strong parallelism between quantum statistical mechanics and
the imaginary time formulation of thermal field theory. The euclidean partition
function e™°# acts like a Boltzmann weight suppressing field configurations that
are away from the classical solution where the action gets minimal. Taking the
lagrangian density of the free scalar theory of Sec. as an example, it can be
easily shown that indeed the change of variables ¢t — 7 = it and integration by

parts yields a real positive definite action quadratic in the fields

iS[o] = % /_ ot / Pr (86t x)0(t, %) — V2(t, x) — M>@(t,x))  (2.3.18)

1 [P
- SE[¢] = _5 / dr / d3l’ (8’r¢(7—7 X)6T¢<T7 X) + (ng(T, X))2 + M2¢2(T7 X)) .
0
(2.3.19)
The link between statistical mechanics and QFT cannot be achieved at real time

due to the strong oscillating function e*

one has in Minkowski metric. In addition,
if one computes numerically expectation values at imaginary times (e.g. via Monte
Carlo methods) it is an ill-posed problem to go back to real time by analytical con-
tinuation as we will state in Sec.[2.3.2] Nevertheless, this problem will only affect
dynamic quantities that describe the response of the system to time-dependent
perturbations as opposed to time-integrated or static quantities whose calculation

is safe.
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2.3.1 Introduction to spectral functions

Since important for later sections, we will quote some of the most important re-
lations between euclidean and retarded correlators in the presence of a thermal
bath in the approximation of zero chemical potential. The goal is to introduce the
notion of a spectral function: a common function to all different type of correlators
that unambiguously carries every perturbative and non-perturbative contribution.
We start with Eq. and define the form of a general time ordered thermal
correlator for the case of two general composite operators A and B. We assume
that the density matrix is normalized and both operators are projected to zero
momentum such that the space-dependence is integrated over. The two possible

contributions can be written as

GAB(t) = Te{pA()B(0)} (2.3.20)
GAB(t) = Te{pB(0)A(t)} (2.3.21)

These two equations can be combined into a commutator such that
G2 (t) = iTe{p[A(t), BO)]} = i(GLP(t) — G25(t)). (2.3.22)
It satisfies the relations
GAB(—t) = —GPA1),  GYP'(t) = GAB(t)” (2.3.23)

and vanishes outside the light-cone, a consequence of the causality property of the
theory. The euclidean correlator plays a fundamental role in the lattice formulation
since it is this form of the correlator that can be computed with Monte Carlo
techniques at imaginary times 7 € [0, 5]. It can be related to the above defined

quantities as
GaP (1) = G2B(~ir) (2.3.24)

The integral transform over the positive half axis defines the retarded correlator

GAB () — /0 dtetGAB (1) (2.3.25)
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and for the case of B = A' (as it is for the most commonly used correlators) the

spectral function is defined as
1 AAT
p(w) = ;ImGR (w). (2.3.26)

The reality property is also verified for the euclidean correlator G]f}AT (t) as well as
for the spectral function. In addition, if A" = +A the euclidean correlator is up
to a global sign symmetric around ¢ = [3/2. We write for this case the relation

between the spectral function and the euclidean correlator which then reads

aaty [ 0 wCOSh(W(5/2—t))
Gy (t)—/o dwp(w) snh(@d/2) (2.3.27)

The previous integral equation is of major importance in this thesis. The numeri-
cally ill-posed inversion of this equation to access the information in the spectral
function is one of the goals of this work. Since the euclidean correlator is periodic
in the interval [0, ], we can expand it in a Fourier series such that

Gp(w,) = / ’ dte™m' G p(t) (2.3.28)

0

where w,, = 2mn /3, n € Z and the full euclidean correlator is recovered by sum-

ming over all Matsubara modes
1 ~ )
Gg(t) = 3 > Gplwa)e ™. (2.3.29)

Finally one can show that the analytic continuation of the euclidean correlator in

frequency space is the retarded correlator

Gr(iw,) = Gg(wy) n>0 (2.3.30)

and via Eq. (2.3.26]) one arrives at the spectral function. The zero mode contri-
bution needs special treatment (see e.g. |[12]) if the spectral function is singular at
the origin. Examples of perturbative results of spectral functions calculated via

analytic continuation can be found in [13}/14] among others.
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2.3.2 A numerically ill-posed problem

After having calculated the euclidean correlator in imaginary time in a typical
thermal lattice like the ones used in this work, one ends up with a function eval-
uated at most at N, = 12 points. Therefore it is clear that there is an infinite
number of spectral functions that upon integrated with the kernel will yield the
same euclidean correlator. Even if we had an enormous computing power such
that we could simulate on very big thermal lattices, the problem is still not solved.
Data will come with error bars, and it can be shown that the uncertainty of the
spectral function decreases only logarithmically, meaning that the euclidean corre-
lator needs exponentially increasing statistics which is completely unfeasible with
known standard techniques. Therefore, the inversion of Eq. is numeri-
cally an ill-posed problem. Various attempts of solving this problem have been
tried. The most popular method in the lattice community is called the Maximum
Entropy Method (MEM) (see [15-17] among others). In this method the guiding
principle for the selection of the most likely solution given the finite number of
lattice data points with errors and an input default model is Bayesian driven. The
drawback of this approach is the prior selection of a default model whose parame-
ters will be determined by MEM such that the solution is the most probable one.
Therefore all studies relying on MEM need to make sure to disentangle correctly
physical peak structures from systematic artifacts of the default model. We used
this method in [18] but the results are not reproduced in this work.

By contrast, we make use of the Backus-Gilbert method [19-21] that will be
introduced in Sec. m (see also Appendix [F| for a Mock-Data study). It has
the advantage over MEM of not requiring any a priori selected model. Instead, a
completely model-independent estimator for the true spectral function can always
be defined. In addition, the formulation of the method ensures that if the target
spectral function is constant, the estimator agrees exactly. The price to pay is the
calculation of a resolution function that optimally balances error reduction versus

resolving power. More details are given in the above mentioned sections.

2.4 Ward-Takahashi identities

Ward Identities [22,23] were introduced in the 1950’s in the context of Quan-

tum Electrodynamics. It was shown then that divergent structures of the bare
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parameters were related. Nowadays, Ward Identities are well established rela-
tions upon expectation values and are of major importance in the framework of
Quantum Field Theory. They are valid at the non-perturbative level and ther-
fore play an outstanding role in Lattice Theories (for a review on Lattice Ward
Identities see [24].) Generally speaking, Ward Identities relate the divergence of a
Green Function to some linear combination of other Green Functions. They are
particularly interesting if they contain a current whose divergence vanishes. In
the classical theory, this corresponds to a conserved current and Noether Theo-
rem [25] implies an underlying symmetry. When inserted into expectation values,
Ward Identities tell us how this symmetry is realized at the quantum level.

Ward Identities are derived by calculating the infinitesimal change of the parti-
tion function Z corresponding to an infinitesimal local transformation of the fields.
Consider the expectation value of a multilocal operator in an abelian gauge theory

like QED in euclidean space

010 (1, - 2)|0) = %/D[A“]D[z/_},w](?(:cl, o) exp (—SlA,] — Sl )
(2.4.1)

We perform a local transformation of the fermionic fields ¢ and 1 as

Y = e(x)1, 0 = —e(x). (2.4.2)

The expectation value of Eq. (2.4.1)) is invariant under any change of the fermionic

fields since they can be seen as pure integration variables. This leads to

)
de(x)

(0[O(@1, ..., 2)|0) = 0. (2.4.3)

The previous expression can also be written as

<%¥%§ﬂ§=<amwwm§%>. (2.4.4)

Particularly interesting cases appear when the transformation leaves the action
invariant, since the r.h.s of the previous equation vanishes. In Appendix [E] we
provide a derivation for the case of Chiral Ward Identities in two-flavor QCD for
two-point functions. They can be generalized to finite temperature and are used

extensively in Chapter [6] to formally derive some of our main results.






Chapter

Quantum Chromodynamics (QCD)

In this chapter we will formally introduce the continuum Lagrangian of QCD and
briefly state a few of its most important properties. In the modern approach to
Quantum Field Theory, symmetries play an outstanding role since they dictate, for
example, the allowed operators to be included in the lagrangian density so special
attention will be devoted to the symmetry properties. In order to better establish

the relation to lattice QCD we will be working directly in euclidean metric

{ V> W} = 20,1 (3.0.1)

3.1 Euclidean QCD lagrangian density

QCD is the theory of the strong interactions and together with the electromagnetic
and the weak force form the Standard Model of Particle Physics. The matter
content of QCD consists of 6 different spin-1/2 fermions which are called quarks
living in the fundamental representation of the gauge group SU(3). Thus, they
can appear in any combination of three different color-states (red, green and blue).
They are represented by a Dirac field ¢/ (z),,, where f, « and a represent the flavor,
dirac and color-indices respectively. Like in any gauge theory, QCD has its own
massless vector gauge boson of spin-1 called the gluon (g). It is represented by a
lorentz-vector A, ;(z) where p and b are lorentz and color-indices (throughout this
work we will not always show all indices explicitly; only when important for the
discussion). The gauge field lives in the adjoint representation so b runs from 1

to N2 — 1 = 8. The only terms compatible with being locally invariant under the

17
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SU(3) gauge group and have dimension equal or less than 4 are (without #-term)

_ _ 1
L[, Algep = Y wf(’yu(aquiAu)%—mf)wij2—92Tr[FWFW]. (3.1.1)

f=u,d,s,c,b,t

The field strength tensor is defined in the usual way taking into account the fact

that SU(3) is a non-abelian group
F;V = aMAZ - OVAZ - fabcAZAi- (312)

These new terms are of fundamental importance in QCD since they give rise to
the self-interaction vertices of the gluon field. Those are responsible for some of
the most interesting properties of QCD like asymptotic freedom. The structure

constants fu. are defined via the common definition for any Lie group
[Ta7 Tb] = ifabcTcy (313)

where T are the generators of the SU(3) group in any representation R. If R is the
fundamental representation, the generators are the well known Gell-Mann matrices
which are of dimension 3. The gauge field Aj, lives in the adjoint representation.
In this case the generators are 8 by 8 matrices fulfilling Eq. . In contrast to
QED, Quantum Chromodynamics is an asymptotically free theory due to its non-
abelian character. This means that once the theory is renormalized, the coupling
as = g%/(4m) becomes a function of a scale u (the renormalization scale) with
the property gr(p — o) — 0. The function that governs this running is called
the beta function which was firstly calculated in |26] yielding a negative leading
coefficient. In this sense, perturbation theory holds only at very high energies,
where the coupling is small. Unfortunately, at small energies, the renormalized
coupling constant is O(1) and there is no hope of computing analytically any
observable relying on perturbative expansions. From a theoretical point of view,
this feature makes QQCD a well behaved theory eliminating the Landau singularity
present for example in QED spoiling the convergence of perturbative expansions
at high energies. Nevertheless, at small energies where confinement occurs, Lattice
Gauge Theory or effective theories with experimental input are the only tools at

our disposal to gain information of the hadronic processes.



3.2 SU(3) gauge symmetry 19

3.2 SU(3) gauge symmetry

Obviously Eq. (3.1.1)) describes a gauge invariant Lagrangian. To show this one

has to specify the gauge transformations for the different fields:

ba) = () = Urlg@ole), (@) = @(2) = ba)Ukg()],
A A= Udlg(@) AU lg@) +i@Ualg@)Ug(@)].  (32.1)

Given the above transformations
Fu = Fl, = Udg(@)|FuUllg(e)] (3.22)

where the subscripts F and A stand for the fundamental and adjoint representation
respectively.

Some additional remarks on gauge symmetry can be made. For this purpose let
us use a more simple gauge theory like quantum electrodynamics which is abelian.
Gauge symmetry stems from a global symmetry: the empirical observation that
electrons and positrons, having the same mass, couple with the same strength
to the presence of an electromagnetic field. Nevertheless, why is there a need to
promote this symmetry to a local one? The problem arises when trying to quantize
the theory with say, the path integral formalism presented in Sec. 2.1 Once we
have defined the electromagnetic current to be proportional to the Noether current
(Noether currents always follow from global symmetries), it turns out that if the
spinor fields do not satisfy the classical equations of motion, the electromagnetic
current j,(z) = ey(z)y,(z) is no longer conserved at the quantum level. This
would imply that the quantum system would be able to generate or annihilate
net electric charge which is in clear contradiction with experiments. The way
out relies on the definition of a gauge transformation which is local and depends
on the space-time point z#. In this way the electromagnetic current is always
conserved even if the classical equations of motion are violated (due to quantum
fluctuations). A very interesting discussion on this topic can be found in [27] Chap.
58. For the case of non-abelian theories like QCD, additional problems arise with
quantization. The inclusion of the Faddeev-Popov determinant which gives rise to

the well known ghost fields are mandatory for keeping an SU(3) gauge symmetry.



20 Chapter 3: Quantum Chromodynamics (QCD)

Nevertheless, this is beyond the scope of this work and, as we will see, in the

Lattice formulation of gauge theories, this is in general unnecessary.

up (u) down (d) strange (s) charm (c) bottom (b)  top (t)
Q 2/3 1/3 1/3 2/3 1/3 2/3
mass 2.3 MeV 4.8 MeV 95 MeV 1.3 GeV 4.2 GeV  173.2 GeV

Table 3.1: Matter content of QCD. Quark masses are quoted in the MS scheme at
a scale u = 2GeV [2§].

3.3 Chiral Symmetry

Chiral symmetry is of fundamental importance to understand, among other puz-
zles, the low-lying hadron spectrum of QCD. From Table it can be seen that
quark masses can be divided into a light and a heavy sector with the strange
quark being neither light nor heavy. If interested in physics at the hadronic scale,
(1 < 1GeV) we can, in first approximation, consider two-flavor QCD where only
up and down quarks are taken into account and the remaining degrees of free-
dom are “frozen” (or “integrated out”) meaning that they are decoupled from
the relevant physics scale. Moreover, we can send both light quark masses to
zero m, = my — 0 and the Lagrangian exhibits a new set of global symmetries:
mainly U(2)g X U(2), ~ U(1)y x SU(2)y x SU(2)4 x U(1) 4 where the subscripts
R, L,V, A refer to right, left, vector and axial (the precise definition of the sym-
metry transformation is found in Sec. [3.3.2]) This is the so-called chiral limit.
The U(1)4 group is broken due to quantum fluctuations and one refers to it as
the chiral anomaly. It was first investigated in [29,/30] in the context of 70 — ~y

decays.

3.3.1 Spontaneous symmetry breaking: N; = 2

Given the above symmetry pattern one would naively expect that hadrons orga-
nize themselves into approximately degenerate multiplets fitting dimensionalities
of irreducible representations of SU(2)p x SU(2)g x U(1)y. The U(1)y group
can be associated to baryon number. This means one can separate hadrons into

baryons (B = 1) and mesons (B = 0). Since vector and axial charges have a
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well defined behavior under the parity operation one expects to find particles fit-
ting into multiplets with even and odd parity respectively. Nevertheless, it is an
experimental fact that this parity doubling is not realized in nature.
Consequently, SU(2);, x SU(2)g cannot be a true symmetry of the vacuum
(even if m, = my = 0). In addition, we see that vector symmetry is indeed realized
in nature since the pions can be arranged into an SU(2) triplet with approximately

+ 79 77) due to the fact that the mass matrix is diagonal

degenerate masses (m
and the flavor vector current is conserved. This limit is referred to as isospin
limit. Apart from that, we see that pions have masses well below the typical
confining scale of QCD (~ 1 GeV). It seems very unnatural that there is a huge
mass gap between the lightest hadrons and the proton for example. Thus, one
concludes that in order to explain the masses of pions, one must find a special
theoretical framework that can be used to make sense out of such discrepancies.
This pattern is Spontaneous Symmetry Breaking (SSB). Goldstone’s Theorem,
which is the main result of SSB [31,32], can be invoked to explain the existence of
a priori massless Goldstone Bosons (the pions) carrying axial quantum numbers
and equally important, the absence of its parity doublers. To each generator that
does not annihilate the vacuum there corresponds a massless spin 0 field, whose
symmetry properties are tightly connected to the generator in question. One often
says that the chiral group SU(2); x SU(2)g is spontaneously broken to SU(2)y .
Nevertheless, we know that the real world Lagrangian of Eq. explicitly
breaks chiral symmetry due to non-vanishing quark masses. Once the symmetry
is explicitly broken, one expects massive Goldstone bosons whose squared masses
are, according to general theorems on soft symmetry breaking [32], proportional
to the symmetry breaking parameters which are precisely the quark masses. It
is important to point out that the existence of pseudoscalar degrees of freedom
(massless or not) does not rely on the precise value of the quark masses but on
the fact that some axial generators do not annihilate the vacuum state. One can
apply the machinery of a spontaneously broken theory which leads then to the low
energy hadron phenomenology we observe and the empirical fact of the existence
of pseudo Goldstone bosons. A very detailed description of SSB can be found
in [33] Sec. 3.
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3.3.2 The chiral condensate as an order parameter of SSB

As stated in the previous section, the SSB pattern that governs chiral symmetry
breaking can be written as SU(2)y x SU(2)4 — SU(2)y (omitting the U(1)'s).
Any system that exhibits a SSB pattern is suitable for the definition of an order
parameter such that its expectation value is non-zero in the broken phase and zero
in the symmetric phase. In QCD with two flavors of light quarks this role is played

by the chiral condensate

(qq) = (P"¢" + Ty £0  if T < Te. (3.3.1)
A general SU(2)y or SU(2) 4 transformation acts on the fields as follows

Yoy =V e = e (332)
T L A T (333)

where a = 1,2,3 and 7% are the Pauli matrices which are the generators of the
SU(2) group. Given the above transformations it can be easily seen that the chiral
condensate is invariant under SU(2)y but not under a chiral rotation. Therefore,
it is a perfect candidate for an order parameter. The expectation is that at high
temperatures, the value of the chiral condensate is zero and the full symmetry is
restored. It is not clear yet, what the role of the axial anomaly near the phase
transition is. We will further comment on the finite temperature aspects of chiral

symmetry in Chapter [6]

3.3.3 Chiral Perturbation Theory

Chiral Perturbation theory (ChPT) is the effective theory of QCD at low-energies.
The concept of an effective theory is usually well explained in the context of the
Theory of Fermi interaction [34]. Way before the experimental discovery of the
charged electroweak gauge bosons in 1983 at CERN, Feynman and Gell-Mann
wrote down a Lagrangian density with a 4-fermion interaction term, which success-
fully described electroweak processes at small energies. Nonetheless, this new oper-
ator made the theory non-renormalizable and therefore lacking an UV-completion.
A theory which is only valid in a specific range of energies is often called an effective

theory. As opposed to Fermi’s theory, ChPT is formulated in terms of completely
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new degrees of freedom, namely mesons and baryons. We will stick to the case
of mesons in Ny = 2 and therefore only pions are taken into account. They are
described by fields ¢®(x) which are scalars under the Lorentz group. The most
important constraint on the effective Lagrangian density comes from QCD vacuum
symmetries. The pion fields are collected in a hermitian traceless matrix. After
exponentiation the resulting matrix is a member of the SU(2) group. This way
of collecting the effective degrees of freedom is often referred to as the non-linear

sigma model

_ ° aa _ P3 b1 — igo . i \/§7TJr
ola) =Y ¢ (x) = (¢1+¢¢2 o >_ <ﬁﬂ O). (3.3.4)

a=1 e

The exponential map yields then

U(x) = exp (z Qﬁ)) (3.3.5)

where F{ is the pion decay constant in the chiral limit. It is one of the many
low-energy constants that encodes the effects of the underlying theory which is

QCD. A general left, right transformation acts on U(z) as
U(x) — RU(z)L, (3.3.6)

where R and L are group elements of SU(2)r and SU(2), respectively. The
most general chirally invariant lagrangian density with the minimal number of

derivatives for Ny = 2 reads

2
L= %Tr {0,U0,U"} . (3.3.7)

Finally, since we are interested in predictions regarding an expansion in the small
light quark masses we can introduce a mass matrix proportional to a new low-
energy constant . It is the chiral-condensate in the chiral limit. The full lowest-
order (O(p?)) ChPT Lagrangian then reads

F2%,

2
Lio= %Tr {0,U0,U"} + —5—Ir {MUT+UM'}, (3.3.8)
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where

m, 0O
M = ( 0 md) ) (3.3.9)

When calculating loop corrections, one notices that divergences which cannot be
absorbed in a redefinition of the bare parameters Fy and X appear. This makes the
theory unrenormalizable. Nevertheless, a power counting was defined by Weinberg
[35] such that to a given order in the momentum expansion, the theory is still well
behaved.

In the context of Lattice QCD, ChPT is usually used to extrapolate observables
to the physical values of the quark masses. ChPT at finite temperature is also
interesting, since the thermal modifications of various chiral observables can be

defined as shown in Appendix [G|
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Lattice Gauge Theory

Lattice Gauge Theory (LGT) is a framework based on Quantum Field Theory
formulated in a finite and discrete space-time grid. The basic ideas were first
introduced by Kenneth Wilson in 1974 in the celebrated paper (Confinement of
Quarks |36]) where he laid the foundations of Lattice Gauge Theories. He was
awarded the 1982 Nobel Prize in Physics for his novel understanding of Renor-
malization in Quantum Field Theories and the application to critical phenomena.
The space-time discretization has several virtues. Firstly, the lattice regulariza-
tion preserves gauge invariance exactly at finite lattice spacing. Secondly, field
configurations are given in terms of compact variables which avoids the gauge
fixing procedure. Still, LGT enables a non-perturbative definition of gauge the-
ories like QCD. Finally, given that the number of degrees of freedom becomes
finite, the lattice formulation is suitable for numerical simulations based on Monte
Carlo methods given that the action can be rewritten as a positive definite func-
tional form of the fields. The first numerical studies were performed by M. Creutz
in [37,[38]. The crucial point is to recognize that no perturbative expansions are
needed as opposed to the continuum formulation. Up to systematic errors called
lattice artifacts, lattice results within QCD are valid to any order in perturbation

theory and when continuum extrapolated represent the “numerical realization of

QCD” (F. Wilczek).
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4.1 Basic concepts of Lattice QCD

The central idea consists in replacing the continuum 4D space-time by a grid whose

points are separated by a distance a called lattice spacing
A={zeRz,=an,n;=0,...,Ng—1Ling=0,...,N, — 1}. (4.1.1)

As it is demanded by the statistical interpretation of the path integral, we work
with euclidean metric which for the case of QCD at vanishing chemical potential
makes the action positive definite. This is not only important for implementing
finite temperature as it has been shown in previous sections but also is of crucial
importance for the generation of configurations.

The value of a in physical units is deduced a posteriori in a process called
scale setting. For simplicity a is chosen to be equal in time and spatial directions.
The opposite situation is called an anisotropic lattice which can be very useful
in some particular situations but here, we will only work with isotropic lattices.
The physical extent of our box is then a function of the lattice spacing. So is
temperature, which as mentioned in the previous discussion, is related to the

inverse of the imaginary-time extent

L = Nsa (4.1.2)
1

= . 41,

Na (4.1.3)

The aspect ratio LT is independent of the lattice spacing and is a very natural
object to estimate finite-volume effects with. It should be clear that in order to
obtain results that are valid in the continuum we have to send a — 0. Nevertheless,
by doing so, we also are shrinking the box to zero. So one has to increase the
number of points in both directions so as to keep the physical values of L and T
fixed. This, of course, is very demanding from the computational point of view.
The whole process can be repeated for different values of L with the hope of
extrapolating our results to the thermodynamic limit at infinite L and finite 7.

The practical way of proceeding can be summarized in three steps:

e First, one needs to find a discretized version of the action of the theory under
study in euclidean metric. In our case we will discretize the continuum QCD
lagrangian density of Eq. (3.1.1). During this process one encounters prob-
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lems like the appearance of unwanted doublers, loss of chiral symmetry (even
at vanishing quark masses) or discretization effects that can dramatically af-
fect our results. It is important to note that there is a large set of actions
that can reproduce the QCD action when the lattice spacing is sent to zero.
We can use this ambiguity to our advantage to define different Lattice QCD
actions with different properties that are better suited for a large variety of

problems. We will address some of this issues in the upcoming sections.

Expectation values of operators are calculated in the standard way

(©) = / D{6} O({p})eShtnld), (4.1.4)

where Z = fD{¢}e_55tCD[¢], {¢} are intended to be the set of fields that
enter the action and thus, describe the different degrees of freedom present
in our simulation and Sgg plo] is our particular lattice choice for the QCD
action. In continuum QCD {¢} = {¢,9, A,} but it is not guaranteed that
the same parametrization is useful in Lattice actions as we will see. In any

case, we will require that

Lllii% Sgg’D [Qb] = SQCDW;’ 'QD? Au] (415)
Valid actions exist which do not have a continuum limit nor perturbation
theory is well defined. They fall under the category of topological actions [39]
and are constructed in a way that the right symmetries are respected and
the quantum limit is reached at finite lattice spacing which is well used in
the context of, for example, spin models. Since LGT is intended to be a
first principles approach, one can think of several ways of evaluating the

expectation value of some observable following Eq. (4.1.4]). Let us define a

set of random configurations I'g({¢}). Formally, one can then write

_ D (syern O({p})eSéeld]

@
) 2 {gyern e~ dcnl?

(4.1.6)

Nevertheless, this is not very efficient because the majority of configurations
will yield a very big value of the action and therefore will contribute very

little to the expectation value of the observable under consideration. Instead,
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one uses a much more intelligent approach called importance sampling where

one first generates a set of N configurations I'yc({¢}) which are precisely
distributed according to the probability distribution density
e Sdeoll Digy

f D{¢} =S StC’D

In this way we can write Eq. (4.1.4)) as

P({¢}) =

(4.1.7)

(0) = lim — > 0{e}). (4.1.8)

{¢}el'mc

Now it should be clear why it is so important that the action is positive
definite acting like a Boltzmann factor. Otherwise the process of importance
sampling cannot be pursued. The set of configurations I'yic({¢}) is generated
via Montecarlo methods which we will discuss in some extent in Sec. .7
Apart from sampling correctly the space of configurations, taking only those
that contribute most to the expectation value of any observable, this set of
configurations is universal (for a given set of bare parameters) and can of

course be reused for other observables.

Finally, in order to compare with experimental results, the continuum limit
needs to be taken. There is no general recipe to extrapolate a certain quantity
to the continuum since it depends on how the calculation on the Lattice side
took place and what quantity we are considering. Nevertheless, some general
remarks can be made here. The parameters m and the coupling g are initially
bare parameters that a priori have no meaning at all. In order to extract
physics from our Lattice QCD action, we need to relate those parameters
to physical observables which in practice means that one has to give up the
measurement of some physical quantity that serves to set the overall scale
(extract a in physical units). Different choices of the scale setting observable
will lead to different results at finite lattice spacing. Nevertheless when the
continuum limit is taken, they should agree. It then becomes obvious that
the bare parameters have to depend nontrivially on the cutoff scale a in order

to keep the physics constant as we move towards a — 0 where the lattice
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spacing dependence cancels out completely. This corresponds to the process
of renormalizing the theory and will be adressed in Sec. [4.5

4.1.1 The lattice spacing as a regulator

The lattice spacing a will play an outstanding role in the formulation of LGT. Re-
calling the situation in continuum QFT, we know that momentum integrals that
arise due to quantum contributions in loop diagrams are in general divergent. The
problem is solved by regulating the theory with the inclusion of some additional
external parameter like a hard cutoff A (Pauli-Villars regularization) such that the
integral is carried out up to the cutoff making the result finite, but cutoff depen-
dent. Dimensional regularization is a commonly used regularization procedure as
well. It appears as a consequence of the fact that the scaling of those integrals to
infinity is different for different values of the space-time dimension d. In some cases
of theories of low dimensionality, the integrals are even convergent. For example it
is the case for QED in 1+1 dimensions which is a superrenormalizable theory. By
doing the replacement d = 4 — €, one can move away from the divergent situation
and isolate the infinite part. This non-analytic contribution is then included in
the bare parameters of the initial Lagrangian (if the theory is renormalizable) such
that it exactly cancels the infinities arising in momentum integrals. In a second
step, one has to be sure that physical observables, which can be measured exper-
imentally, cannot depend on the value of the scale where the infinite subtraction
took place. In the continuum, this is done by solving the renormalization group
invariant differential equations called Callan-Symanzik equations that lead to the
well known Renormalization Group Invariant (RGI) quantities.

By contrast in LGT, the regulating parameter is automatically the lattice spac-
ing a. Due to space-time discretization, momentum integrals are forced to live in
the first Brillouin zone such that the maximum value is p = 7/a(1,1,1). This
ensures that all results calculated within the lattice formulation are finite. This
very particular scale of order ~ 1/a can be seen as the hard cutoff scale of the
theory. Lattice results can only be compared to physically observable quantities
if they are renormalized and continuum extrapolated. This refers to the process
of eliminating the cutoff dependence and is achieved by repeating the calculation
at even finer lattices until a safe extrapolation can be carried out. The Wilsonian

approach to renormalization is specially relevant and intuitive in LGT. One can
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imagine that the discretized version of some continuum action is nothing but the
effective action of the continuum theory where the modes that range from ~ 1/a

to infinity are integrated out.

4.2 Pure Yang-Mills Theory on the Lattice

Pure Yang-Mills theory on the lattice is the main building block of any discretized
gauge theory and QCD is no exception. Moreover, a substantial part of this thesis
deals with some particular aspects of renormalization of pure SU(3) Yang-Mills
theory (see Chapter . Therefore we find it interesting to formally introduce its
action. The gluonic contribution to the QCD action is given in the continuum by

the following kinetic term

cont _ 1

Sent = 2 / d'zTr[F,, F,.). (4.2.1)
A discretized version has to be found for the lattice case. The usual way of in-
troducing link variables which are meant to reproduce the dynamical gluon back-
ground is to note that the naive discretized version of the fermionic action (which
we will treat in detail in the next section) is not gauge invariant unless a so called
gauge transporter is introduced. The well known Dirac action for a single massive

fermion is written as follows
%mmwzj%%wmw@+mww. (4.2.2)

Since on the lattice the fermion fields live at discrete values of space-time we have

to use finite-difference derivatives such as

0,0(2) = ~((n+ )~ () + Ola) (1.2

where /i is a unit vector pointing in the p-direction. In practice, one uses a more
complicated form of the derivative that removes higher order terms in a, but for
the discussion now, this is sufficient. This form of the derivative will give us terms
that are products of two field living at different nearby positions ¥ (n)y(n + fi).
When gauge transforming these terms as given by Eq. we note that they

are not gauge invariant. The way out relies on the definition of a link variable that
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lives between the two points and transform as
Uu(n) = 9(n)U,(m)g" (n + 1) (1.2.4)

where g(n) represents some group element of SU(3) depending on the space-time
point n. Consequently, a term written as 1)(n)U,(n)y(n+/i) is now gauge invariant.
In order to make the connection to the continuum theory one notes that the
transformation rule of U, (n) is precisely the same as the one of a gauge transporter.

Namely,
G(z,y) = Pexp (z /F( )A : ds) — g(2)G(z,y)g' (y) (4.2.5)

where P stands for the path-ordered operator, I'(x, y) is some curve that connects
both points z and y and A is intended to be the gauge connection or gauge field
A, (z) that encodes all information about the gauge manifold. So in order that
two fields at different points “can talk to each other in a gauge invariant way”
they have to be gauge transported to the same point via the gauge transporter.
The key observation is that we can write our link variable as an expansion of the

continuum gauge field A, (n) which is true up to lattice effects
U.(n) = exp(iaA,(n)) = G(n,n + i) + Oa) = 1 +iaA,(n) + O(a*). (4.2.6)

Having identified the link variables U,(n) as only building blocks of our gauge
theory that encode gauge degrees of freedom, we need to write a gauge invariant

action such that when a — 0 we recover the SU(3) Yang-Mills continuum action
Sgmt = lim S (4.2.7)

The simplest gauge invariant action that one can write only in terms of link vari-

ables is the so called Wilson gauge action or plaquette action which reads
Br
SWIU] = = > ) ReTr[l - U (4.2.8)
neN p<v

where
Uw=U,n)U,(n+ p)U_,(n+ g+ 0)U_,(n+7) (4.2.9)
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is called the plaquette (see Fig. and B = 6/g? is called inverse coupling which
is a commonly used definition in the lattice community (not to be confused with /3
which is the physical imaginary time extent equal to N.a = 1/7T"). All closed loops
of link variables are gauge invariant objects being the plaquette the most simple
one. It corresponds to the smallest orientable closed loop in the (u,v) plane. The
links satisfy the property U_,(n) = U, J (n—fi). Taking the real part of the plaquette
ensures that both orientations are taken into account since Re[U,,, | = %(UW +U j“,)
and U L, =U,,.

Figure 4.1: Plaquette U,,(n).

It can be easily proven by using the Taylor expansion of U, together with the
Baker-Campbell-Hausdorff formula that

SYU) = % > ) ReTr[l — U] = 2“—92 > Tr[F)* + O(a?) (4.2.10)

neA u<v neA

and the continuum limit is recovered. Note that in the Lattice formulation of Yang-
Mills theory, gauge degrees of freedom are group elements of SU(3). Mainly 3 x 3
unitary matrices of unit determinant carrying color indices of the adjoint represen-
tation. This is conceptually different from the continuum, where the gauge field
is a member of the algebra of the SU(3) group, 3 x 3 hermitian traceless matrices
satisfying ordinary Lie algebra commutation relations. One of the consequences
is that the gauge-fixing procedure which is mandatory in the continuum, is for
general purposes not needed on the lattice. The reason behind it is that SU(N)
gauge groups are compact such that an integration measure can be defined over the

whole group making it possible to define a finite integral over the gauge links that
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covers all possible link field configurations. This avoids the problem of choosing a
privileged gauge trajectory such that gauge equivalent field configurations are not
double counted. In the continuum, this leads to the inclusion of the Faddeev-Popov

determinant.

4.3 Including fermions: the Wilson action

We conclude the discussion of the previous section with the inclusion of fermionic
degrees of freedom. For this purpose it is useful to start with some discretization
of the Dirac operator. Using a symmetrized version of the lattice derivative 0,1 ~
> ((n + fi) — (n — f1)) that removes O(a) effects one can write

Sel U] = a5 (Zw b(n+ ) — U—u(n)¢(n—ﬂ)+m¢(n)>

2a
neA

(4.3.1)
where appropriate link variables have been introduced to preserve gauge invari-
ance. This is analogous to the minimal coupling procedure that is used in defining
covariant derivatives in gauged theories. In order to define the free propagator
of a single quark of mass m we have to invert the Dirac operator in momentum
space with all links put equal to the identity matrix (this corresponds to the free

theory). The solution reads

Dip) = mt+ 3 sin(pa) (4.3.2)

m —ia 1Y 7, sin(p,a)
D(p)™ = e 4.3.3
9 m? +a=23" sin(p,a)? ( )

It turns out that this form of the propagator yields 16 poles in the first Brillouin
zone whereas only one of them is physical. This is known as the doubling problem.
To get rid of it, Wilson proposed the addition of an extra term to the Dirac operator
that vanishes linearly in the continuum limit and gives a very heavy mass to the
doublers such that they decouple when the continuum limit is taken. This is the

so-called Wilson term that we subtract from the naive action

SW = Sp — ga5 3" d(n)De(n) (4.3.4)

neA
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where ¢ (n)0y(m) = > O(n)e ()pnti)— Q%ZZHU’“MW(”_‘)) is the naive discretized

laplacian operator with appropriate links included for gauge invariance and r is

the Wilson parameter that is commonly set to unity. With this term added we
can recompute the inverse of the Dirac operator and we encounter that the masses

of the fermions are shifted according to their momenta

m — m(p) =m —|— — Z sin(pua/2). (4.3.5)

This ensures that as we take the naive continuum limit ¢ — 0 only the physical
fermion survives while the doublers that live at the edges of the first Brillouin zone
get an infinite mass and decouple. The full Wilson action for one fermion of mass

m including the Wilson term then reads

_ - 4 1 - .
S5, 0, U] = a* 3 d(n) (m + 5) U(n) = o= 3 )1 = ) Uulnin + )
nen pn==%pn
(4.3.6)
where we have defined v_, = —v,. The drawback of this action is that we have

explicitly broken chiral symmetry, even when m = 0 such that { Dy, v5} # 0. This
introduces several problems when renormalizing the bare quark masses since it does
not renormalize multiplicatively anymore. Instead, an additive renormalization
parameter appears since there is no symmetry protecting from a mixing with the

unit operator which has the same quantum numbers as the mass term
m = Zn(m—m,) (4.3.7)

where m,. is called the critical mass and Z,, is the renormalization constant that
needs to be determined non-perturbatively. In practical simulations one makes
use of a different parametrization for choosing the bare masses. Since the Wilson
Dirac operator has to be inverted in order to calculate n-point functions it is useful

to introduce the hopping expansion which reads

Dw=1—rH e 4.3.8
W folts & 2am + 8 ( )
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where « is the hopping parameter. In this way we can write for the inverse

Dy =(1—kH)™" =) &"H" (4.3.9)
n=0

It is a common practice that Lattice theorists use x instead of m for referring to the
bare quark mass following Eq. . For the renormalized quark mass, one first
needs a precise definition such as the one written in Eq. . Nevertheless, there
are other equally good options like e.g. the PCAC mass which will be introduced

in Sec. .51

4.4 Lattice artifacts

One can group systematic errors present in lattice calculations into three cate-

gories:

e Finite volume effects: They arise due to the finite extent of our 4D box. It
is an infrared effect present at low energies. One often uses the value of the
pion mass m, L, (more precisely, the screening pion mass) to quantify them.

mxl - as a rule of thumb, if

Since finite volume effects are exponential ~ e~
myL > 4 one is in the “safe regime”, which means that finite volume effects
may be small and under control. Ideally, one should always perform a finite

volume study at bigger lattices in order to quantify finite volume corrections.

o Cutoff effects: The most important systematic errors come from the finite
lattice spacing a we are forced to use in lattice calculations. It is an ultravio-
let effect at energy scales p ~ 1/a. As stated in previous sections, the lattice
spacing acts as a natural regulator of LGT since no momentum can be in-
duced bigger than ~ 7/a. In the far future, when computers are so powerful
to perform simulations at sufficiently small values of a, cutoff effects may
become numerically negligible. Until then, one needs to find a way to deal
with them and in the best case to remove them completely. This will be the

topic of the next section.

e Chiral extrapolation to physical quark masses: In many Lattice simulations
the values of the renormalized quark masses are not the ones realized in na-

ture. This leads to systematic errors in quantities that depend strongly with
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the quark masses. A typical example is the pion mass m? which according to
Chiral Perturbation Theory grows linearly with the quark mass. Simulations
are often done at much heavier pion masses than the ~ 140 MeV value listed
in the PDG. Two main reasons speak in favor of simulating at bigger pion
masses. Firstly, finite size effects are suppressed with the lightest screening
mass of the theory. Choosing a bigger value of the pion mass leads to smaller
finite size effects. From the numerical point of view, the Wilson Dirac opera-
tor defined in the previous section needs to be inverted for the calculation of
any observable within LGT. It turns out, the smaller one chooses the value of
the masses, the bigger the condition number of Dy, is. This leads to a higher
computational cost in the calculation of its inverse. The extrapolation to the

physical pion mass is done a posteriori with theoretical input from ChPT.

4.4.1 Improvement program

From the discussion on the discretized version of the pure gauge action we saw
that the standard plaquette-Wilson action reproduces the continuum Yang-Mills
action up to O(a?) effects. It can be shown that pure gauge lattice actions are
always O(a) improved. This is not true when introducing fermions. The main
reason is the inclusion of the Wilson term, mandatory to remove doublers. As it
can be seen from Eq. it is a dimension 5 operator that vanishes linearly
with the lattice spacing. Thus, our Wilson fermion action has O(a) effects. These
discretization errors will propagate to any expectation value of any observable
calculated on configurations generated with this action. Nevertheless, we can use
to our advantage the freedom of adding other operators of dimension bigger than
4 that also vanish in the continuum limit and hence, reproduce the QCD action.
When tuning the coefficients of those new operators, we may be able to exactly
cancel discretization effects order by order. This is the philosophy behind the
Symanzik improvement program [40,41] we will try to summarize here.

Let us write an effective lattice action as an expansion in the lattice spacing a
Slet = / d'z (L + aL™ 4+ a?L® + ) (4.4.1)

where L is simply the continuum QCD lagrangian written in Eq. 1) The

new terms L*) have dimensions 4 + k and hence they are multiplied with a* such
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that the full action is dimensionless (in natural units). All new terms that appear
as k > 0 have to respect all relevant QCD symmetries (gauge invariance, Lorentz
covariance). For k = 1 we can write 5 different dimension 5 operators. Making

use of the Dirac field equation we see that only 3 are linearly independent. Those

are
LY = ()0 Fui() (4.4.2)
L) = mTx[F,,F,) (4.4.3)
LY = mPp(x)(x) (4.4.4)
where 0, = %[%, v,] are the generators of the Lorentz group. We notice that Lél)

and Lél) are operators that are already included in our fermion Wilson action of
Eq. (4.3.6). A redefinition of the bare parameters m and g would absorb those
terms. We are left with Lgl) which is called the Sheikholeslami-Wohlert term or

clover term [42]. The O(a) improved Wilson action can then be written as

S, b, Ul = SE [, 00, Ul + coa® Y > @%%Fuu(n)z&(n) (4.4.5)

neN p<v

where cgy, is the coefficient we have to tune in order to properly remove O(a) dis-
cretization effects. The object FW is some discretized version of the field-strength

tensor. One can show that the following operator is suitable

I

Fuw = 55 (Quo = Qu) = Fiu + O(a”) (4.46)

where @), (n) is the sum of plaquettes in the (p, v) plane at point n (see Fig. 4.2)).
Quu(1) = U (1) + Umpy (1) + Uy (0) + Uy () (4.4.7)

and U, ,(n) is the plaquette at point n as defined in Eq. (4.2.9) with the property
Upp(n) = U_,(n + f1) (equivalently for v). Since @ is a sum of plaquettes,
QLV = @, and therefore in F;w the imaginary part is chosen since Im[Q,,] =
%(QMV - QLV)

The coefficient cgy is calculated non-perturbatively [43] within the Schrodinger

functional which is a specially suited renormalization scheme on the lattice. Through-
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Figure 4.2: Clover term @, (n).

out this thesis, we will make use of those results for the generation of gauge con-

figurations.

4.5 Scale setting and Renormalization

We know that a physical observable calculated on the Lattice has a well defined

continuum limit where the lattice dependence has to cancel out

lim P(g(a),m(a),a) = F. (4.5.1)

a—0

The Callan-Symanzik equations

dP(g,m,a)_( 0 dg O om 0

dg am ) L = 4.5.2
dloga dIOga+8logaag+alogaam) (g,m,a) =0  (4.5.2)

tell us how the bare parameters depend on the lattice spacing so as that Eq. (4.5.1))

holds. A very important function is the beta function

Blg) = — = —Bog® — Bi1g" + O(g") (4.5.3)

which determines how the bare coupling depends on the lattice spacing a. We can
expand around g = 0 as written above where the first two completely universal

coefficients determined within perturbation theory read for the case of N colors
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and Ny flavors

1 /11 2
bo = (an)? <§N— ng) ; (4.5.4)
1 (34 10 N% -1
glz(MP(?W—?NN— ~ M)- (4.5.5)

By solving and then inverting Eq. so as to get a function a(gg) we notice
that the continuum limit a — 0 corresponds to gg — 0. This property is called
asymptotic freedom which is a genuine feature of QCD. Since the lattice regular-
ization is nothing but a very special and convenient regularization procedure the
two first universal coefficients apply also for the Lattice regularization. Lattice
calculations usually take place at the other end of the spectrum, in the IR where
the coupling constant is of order 1. Thus, none of the perturbative renormalization
schemes are well suited. Lattice results are rarely compared to loop calculations
within perturbative QCD, due to the fact that perturbative results are not valid
at low energies where LGT is more powerful. This is one of the reasons because
the Lattice comunity uses its own non-perturbative renormalization schemes the
Schrodinger functional being one of them. For details we refer the reader to [44,45].
When starting a new simulation we have 3 parameters at our disposal (5, K, Csy)-
All of them depend nontrivially on the lattice spacing a and its dependence can
be studied for a given action (e.g. Wilson action with two O(a) improved quarks).
Firstly, the lattice spacing needs to be calculated. A common choice for doing so
relies on the Sommer parameter ro [46]. This physical quantity is related to the
static force between two quarks in the limit where they are infinitely heavy. Its
physical value r2™* ~ 0.5fm comes from experimental data. On the lattice we find

this quantity in the Wilson loop, which is a closed temporal loop of links
(W(r,t)) = c(r)exp (—tV (r)) (4.5.6)

where r and t are the lenghts in space and time respectively. Taking the derivative

_dav

of the potential we arrive at the force F(r) = dq(f). Once extracted we need to

find the adimensional number o where [46]

F(ro)ri = 1.65. (4.5.7)
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Finally we just calculate the lattice spacing as the ratio of (arg)/ rghys where the

numerator comes directly from the simulation. We can repeat this process for
different values of S, so as to obtain a function a(fy).

For setting the mass scale, i.e. tuning the quark mass we can use hadronic
renormalization schemes. One often uses ratios of hadron masses such as M, /My
or M,/M, because this reduces the quark mass dependence which leads then to
smaller errors in the upcoming extrapolation. One may then compute at a given 3,
mass ratios for different values of x and then extrapolate to the k* where the ratio
takes its physical value. Repeating this process for different values of g, will yield
a function £*(y) such that we know how to tune the value of k when approaching
the continuum limit (8, — oo0) along the renormalization group trajectory that
automatically will reproduce the real world in the continuum. Nevertheless, one
rarely simulates along the x* trajectory since it would correspond to very small
values of the quark masses and complications in the inversion of the Dirac oper-
ator appear. One prefers to simulate at unphysical masses and perform a chiral

extrapolation at the end.

4.5.1 The PCAC mass: improvement of local operators

An alternative path to compute the renormalized quark mass m (cf. Eq. ([£.3.7))
can be given by using the PCAC relation which is an operator identity that in
euclidean space holds when inserted in expectation values. It relates the divergence
of the non-singlet axial current A}, = @Z_’%% %w to the pseudoscalar density P* =
1/_1’75§¢

GHAZ =2mP* Ny =2. (4.5.8)
This relation can be derived by computing the Ward Identity associated to a
chiral rotation of the fields. It is very useful in the context of renormalization
and improvement. For example, it can be shown that the computation of the
improvement coefficient cg,, is calculated by enforcing the PCAC relation at finite
lattice spacing to order O(a?). This is done by applying distinct operators O
that yield a non-vanishing matrix element with the axial current and pseudoscalar
density respectively [47]. The PCAC mass can be defined by applying for example
the pseudoscalar density operator on each side and taking the expectation value.

This choice is specially convenient since the pseudoscalar density two point function
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has a very good signal-to-noise ratio
Oy (A% (2)P*(0)) = 2m (P*(z)P*(0)) . (4.5.9)

One can then solve for m and write

mbare _ laﬂ <AZ(]§‘)PZ)(O)>
FOACT 2 (Pe(a) PY(0))

(4.5.10)

Notice that the quark mass is unrenormalized. This is due to the fact, that matrix
elements that directly involve the bare fields need to further undergo a renormaliza-
tion process so as the theory to become predictive. Since no other gauge invariant
operators of dimension smaller or equal than 3 can mix with the operators ap-
pearing above implies that A}, V", P* are multiplicatively renormalizable. On top
of that, the improvement process described in Sec. will only guarantee the
O(a) improvement of the spectrum (in particular hadron masses or energy values
appearing in the exponents of n-point functions). Therefore one needs to improve
and further renormalize also composite operators like V, A or P such that matrix
elements of these operators approach the right continuum value. Common ways
of relating them proceed through the regularization independent (RI) scheme or
RI/MOM [48] or the Schrédinger Functional. One writes the O(a) improved and

renormalized operators as

VT = Zv(gg)(Vj—l—acvﬁ,ijmpazy), (4.5.11)
AST = Za(g5) (A% + a0 P?), (4.5.12)
P = Zp(gs, u)P". (4.5.13)

It turns out that the renormalization condition for the determination of the renor-
malization constants is set in the chiral limit. This means that Z4 v (g5 — 0) — 1
since both currents are conserved in the continuum chiral limit and thus are au-
tomatically renormalized. This assures also that there is no remaining scheme
dependence if the results are continuum extrapolated. In order to connect to the
case of finite quark mass additional parameters ba, bp, by, b,, [49] appear which
are neglected in this work since the correction is very small. The case of Zp is
different: a scale dependence remains, tightly connected to the scheme that was

used for its computation. Therefore, in order to quote results in some continuum
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renormalization scheme as MS one needs an additional coefficient connecting the
lattice renormalization scheme and the MS scheme at some scale which is com-
monly set to u = 2GeV although the matching of renormalization schemes is done
at much higher perturbative scales of order ~ 100GeV. We can then write the
renormalized PCAC mass quoted in MS at a scale of i = 2GeV as

(4.5.14)

MS = Omp [ Aa () pb
mll\D/[gAc(M =2GeV) = cSFtOMS(M) (ZA) 1 Iz < u( )P (0)>

Zp) 2 (P(x)P"0))

where Af, and P* are O(a) improved. In order to be consistent with the order of
improvement considered, there are also some improved derivatives 9," that can
be defined such that they are free of O(a) effects (see Appendix [B]). The relation
with the definition of the renormalized mass given in Eq. is the following.
The bare PCAC-mass given in Eq. vanishes for those values of 3, and
 for which the theory is chirally symmetric. Thus, we can use it to determine
the value of m.(g?) (or in the lattice version k.(f)). In a second step, we notice
that after additive renormalization both definitions are proportional to each other.

Still, there is a non-trivial factor r,, between them (see Eq. (E.1) of [50])

Za(90)/Zp (g5, pr)MEES e = Zm(95)rm(g5)(m — me(g3)) = rmm.  (4.5.15)

where R is the renormalization scheme chosen for the calculation of Zp at the scale

L.

4.6 Following lines of constant physics: temper-

ature scans

We have discussed in the context of Thermal Field Theroy in Sec. that Wick
rotating a QFT theory to Fuclidean time leads to a statistical interpretation and
consequently, the inverse length of the periodic (antiperiodic for fermions) imag-
inary time extension denotes the temperature of the statistical system as stated
in Eq. (£.1.3). Performing scans in temperature is one of the main objectives of
Lattice QCD at finite temperature and is of major importance throughout this
thesis. In principle, one can think of three straightforward manners of varying

temperature:
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e By varying the number of points in the time direction. This is called fixed
scale approach and it has the advantage that one does not need to retune
any of the bare parameters of the theory. This is very convenient if one is
interested in coarse scans. The obvious drawback is that the discrete steps
limit the resolution. In real simulations there are other practical restrictions
concerning the algorithm and its parallelization such that the situation is

even worse.

e By varying the lattice spacing a. These types of scans are far more difficult,
since a retuning of all bare parameters is necessary in order to remain at
the line of constant physics described by Eq. (4.5.2)). This is achieved by
choosing one dimensionfull quantity that remains constant throughout the

whole scan. The scans used in this thesis are done at fixed renormalized

quark mass following Eq. (4.5.14]).

e Implementing shifted boundary conditions. This method was proposed in
[51-53]. It relies on SO(4) euclidean symmetry in the continuum while
considering shifted boundary conditions in time. The conceptual idea is
very similar to the twisted boundary idea [54] where those shifts are imple-
mented in space enabling a finer resolution in momentum values such that
pi' = (2mn; /L) +0; where 0 is related to the shift parameter. In a similar way,
implementing those shifts in time, permits a much finer scan since three new
parameters appear for choosing the imaginary time length making a total of
4 instead of one. In addition, considering different shift parameters does not
imply a change in the bare parameters. Some details and one application is
presented in Chapter [5]

4.7 Aspects of Montecarlo simulations

In this section, we will mention the strategy of generating configurations. From
previous sections we have stated that expectation values are calculated according

to

)= m + S 0({s}) (4.71)
{p}el'mc
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where the configurations are generated according to the probability distribution

density
e %80 D{g}

J D{o} e Sdbot

We have also managed to identify the correct degrees of freedom of LGT, or more

P{¢}) = (4.7.2)

precisely, its parametrization, such that we can write the integration measure as

D{¢} = DD, ¢] = [ [ [T dUu(n) [] dv(n')dd(n). (4.7.3)

neN p n'eA

The object dU is called the Haar measure which is well known in the mathematical
literature. The defining properties are gauge invariance and normalization. We

can list them as
dU =d(UV) =d(VU), / dU =1, U,V € SU(3). (4.7.4)
SU(3)

Putting everything together we can now write the full QCD lattice version of
the path integral for two flavors of light degenerate O(a) improved quarks (Pauli
term) with parametrically very heavy doublers (Wilson term) in the presence of a

dynamical gluon background as follows
W,imp
Z}S&D = /D D, Yle —SE [U-Sp P (4.7.5)

where S¥ is Eq. and Sy is the improved fermion action of Eq. (4.4.5).
The goal is now to approximate the previous integral with stochastic methods
like Monte-Carlo algorithms and by doing this, generate a set of configurations on
which observables can be measured. We notice that the fermion action has the

following structure

SR 4y 4 U Zzp ) Dy (n, m) U (m) (4.7.6)

and thus, is quadratic in the fields. By remembering that fermionic variables obey

anticommutation relations such as {n;,7;} = 0 one can integrate out the fermion
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fields analytically and write

Z8En = / D[U]det[Dyy].det[ Dy]q e =56 V] (4.7.7)

= /D[U]det[DWD%] ¢ 56 U] (4.7.8)

where we have made explicit that there is one determinant factor coming from
each flavor. Still, isospin symmetry assures that det[Dy], = det[Dw]s and the
determinant operation is understood to be taken over space-time, color and spin
indices. In addition, ~s-hermiticity allows us to write it in a single determinant
that involves the Dirac operator itself and its hermitian conjugate. Once fermions

are integrated out, we are left with the normalized probability distribution density

t 1 S
Pl = det[Dw Dy, | e >¢ VID[U]

" [ D[U] det[Dy D} e SEW (4.7.9)

Neglecting the contribution of the determinant corresponds to the quenched ap-
proximation. In this limit, sea quarks are neglected in the calculation. One in-
tegrates out fermonic degrees of freedom because implementing Grassmann vari-
ables on computational platforms is a very non-trivial task. By doing so, the
det[DWD‘T/V]—factor emerges. This leads us to another problem. The calculation of
the determinant factor is very demanding due to its very non-local character. In
general, the number of terms of a determinant of a N x N matrix goes like N!.
In practical situations it is completely unfeasible to estimate. This leads to the
inclusion of pseudo fermions [55]. The analogy relies on the relation of gaussian
integrals between fermionic and bosonic variables. More precisely, the determi-
nant factor appears in the denominator for bosonic variables and in the numerator
for fermionic ones as it can be seen from Eq. . In order to see this let us
consider a real vector of bosonic fields ¢; where ¢ may be labelling for example the
position on which it is evaluated (let 7 take discrete values), and the same for a real

fermionic field 7; which is a Grassmann variable. We compute then the gaussian



46 Chapter 4: Lattice Gauge Theory

integral for each case and encounter

N
1
/Hd¢i€1/2¢iMij¢j — (ZW)N/QW (4710)

N
/Hdnz,e—l/?mMiﬂ?j - (det[M])1/2. (4.7.11)

Starting from this relation, we first can promote ¢; and 7; to complex fields (as
it is in QCD), this adds another factor of the det[A/]¥'/2 respectively. On top of
that, we account for both flavors which adds another det[M]|¥'. We then are able

to write
/ D), el vu—valiva = Ny / Dlg!, gle¢'Pw D)o (4.7.12)

where N(r) is an overall irrelevant normalization constant and we have used the
fact that Dirac operator is free of zero modes such as det[D] = 1/det[D™!]. Tt
is now straightforward to understand that the fields ¢ and ¢' need to posses the
same degrees of freedom as the fermionic Grassmann variables ¢ and 1 with the
only distinction that they obey Bose-Einstein statistics instead of Fermi-Dirac. In
simulations they are implemented as ordinary complex numbers. Nevertheless,
this does not represent a problem since the mathematical identity of Eq.
assures that the correct effective action is generated which is the only relevant

aspect that needs to be respected in order to properly generate configurations.

4.7.1 Completing a trajectory with the Hybrid Montecarlo

algorithm

The simulation starts from a given configuration, i.e. one needs to specify all links
that live between all lattice points. These are (4 x N; x N2) 3 x 3 unitary matrices of
unit determinant. Common choices for the starting configuration are all matrices
equal to the identity matrix (this corresponds to the free theory) and is given the
name of cold start or all matrices set to random elements of the SU(3) group
which is referred to as hot start. The fields that need to be stored are the links
U whereas the pseudofermions ¢ will only help to sample the configuration space

correctly. The Hybrid Montecarlo algorithm (HMC) is a global update algorithm.
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This means, that at the beginning of each trajectory, a complete global set of fields
is proposed at every space-time point.

One trajectory starts by generating a random vector 1 which has pseudofermionic
degrees of freedom according to the probability distribution e, Then, one con-
structs the true field ¢ by applying the Dirac operator D[U|n = ¢. This field
will be kept constant throughout the whole trajectory. The Molecular Dynam-
ics evolution equations are responsible for the update of the link variables and
are the classical solutions of a non-relativistic system with Hamiltonian H|[P, Q)]
that depends on the generalized coordinates () and their corresponding conjugate

momenta P. The Hamilton operator reads
1
H[P,Q] = 5P2 — S, U] (4.7.13)

where

Sl¢, U] = S [U] + ¢! (DwD},) "' (4.7.14)

One identifies the generalized coordinates ) with the parameters af(n) that define
a given link U,(n) = e™™T* where T* are the generators of SU(3). In addition
there are some conjugate momenta P¢(n) which are the conjugate variables to a.
Those are also random generated at the beginning of the trajectory according to
the probability distribution exp[—3[>", 5 P4(n)P4(n)] which comes from the first
term in Eq. . Then one needs to solve the Hamilton equations for updating
alternately a\(n) (or equivalenty, U, (n)) and Pg(n)

. OH 0S
P = -39 (4.7.15)
. oH

The derivative (P and Q) is to be understood with respect to the molecular dy-
namics evolution time. From the practical point of view, standard integrators
such as the leapfrog technique, induce O(e?) errors. Nevertheless, the algorithm
can be made exact by introducing a Metropolis step at the end of the trajectory.
In each substep of the update, the full inverse (DDT)~! needs to be calculated.
This represents the most time consuming part of the algorithm. Once a sufficient

amount of substeps (updates of U and P) have been performed, one completes the
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trajectory with a Metropolis-accept-reject step. It accepts the configuration if a
random number r € [0, 1) is smaller than e~ 2#PVIPUT where (P, U) and (P',U’)
are the variables at the beginning and at the end of the trajectory respectively.
The trajectory itself has a length of 7 = en and n is the number of substeps. If the
trajectory is accepted, the configuration is stored and a new trajectory begins from
the previous configuration. This introduces autocorrelation effects that have to be
studied in detail in order to not underestimate the error in our measurements. For
a fixed 7, increasing the number of substeps n will lead to smaller errors and con-
sequently to a bigger acceptance rate at the cost of needing more computational
resources. Thus, one has to find a good set of parameters for the algorithm to
produce uncorrelated configurations without spending too much Montecarlo time
within each trajectory. Due to the Metropolis step at the end of the trajectory, the
HMC algorithm is exact to machine precision in the sense that any accumulated
numerical errors from the MD evolution will be fixed such that at the end we
will indeed have configurations according to the probability distribution written
in Eq. (4.7.9). Notice how by switching to the Hamilton formalism we are able
to introduce conjugate momentum variables that always appear quadratically and
are usually integrated out. Nevertheless, it is precisely those variables that are
responsible for choosing “the direction in Montecarlo-space” that the trayectory
is pointing to. They are gaussian distributed and chosen at the beginning. The
same applies to n and consequenctly to ¢ which is also chosen randomly with the
difference that it is kept fixed during the whole trajectory. Both choices of 1 and
Pﬁ(n) together with the Metropolis step at the end are responsible for introducing
quantum fluctuations into the system. This is important since the MD evolution

is a completely deterministic process.

4.8 Euclidean 2pt-functions

A whole set of very basic but also important quantities are 2pt-functions. They
correspond to the expectation value of an operator O;(0)" that creates a whole
tower of states with the same quantum numbers as the operator O, itself at some

time ¢ = 0, and another operator O, that annihilates states with quantum numbers
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of Oy at some time ¢

(0:(10}(0)) = %Tr ERGRLIOWSTIoN (4.8.1)

where Oy(t) = e 0,(0)e ™, 3 is the finite time extent of the box and H is the

lattice version of the QCD Hamilton operator acting on a Hilbert space as
Hn) = E, |n) E, < E,1 Vn >0 (4.8.2)

It can be easily seen within this framework that Z =Y (nle™##|n) =" e 75

Inserting a complete set of states one can arrive at

Zm,n (m|Oa|n) <n|OI|m> e tAEn o= (B—)AER
1+ e BAEL 4 o—BAE2 4 |

AFE, = E,—Ey.
(4.8.3)
Taking the limit 8 — oo (equivalent to sending the temperature 7' — 0) will yield

(0:101(0)) =

the spectral decomposition of the euclidean correlator

Jim <02(t)o{<0)> =3 (0[0s|n) <n|01|o> o~tAEn, (4.8.4)

This formula, although strictly valid only at zero temperature will be of conceptual

importance for extracting hadronic energy levels from euclidean correlators.

4.8.1 Evaluation of mesonic 2pt-functions

In order to already make connection with the work that will be presented in the
next chapters, we will discuss here the evaluation of two-point functions of oper-
ators that create mesonic states within Ny = 2 QCD with degenerate masses. In
this sense, we accommodate the two quark spinors into an SU(2) doublet such
that ¢ = (u d).

Throughout this thesis, we will mostly consider mesonic 2pt-functions with
insertions of the local vector current, axial vector current and pseudo scalar density.

They are defined as

Vi) = Bem S e, A = BT ue), P = B e
(4.8.5)
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State JPC  Particles

Vector 1= p5, 0% w, K*, ¢, ...
Axial Vector 17T aq, f1, ...
Pseudoscalar 0=t 7% 70 n K* K°, ..

Table 4.1: Quantum numbers corresponding to the quark bilinears for V,(x), A, (z)
and P(x) together with the lightest mesons of the QCD spectrum carrying the same
quantum numbers.

where 7% are 2 by 2 Pauli matrices and have quantum numbers listed in Table [4.1]
They create a full tower of states that have a nonzero overlap with the operator
in question. In this regard, they do not only couple to the ground state but
also to all other resonances and excited states with the same quantum numbers.
Due to the fact that we are considering QCD with two degenerate light flavors
of quarks we have a full SU(2) isospin symmetry at our disposal that can be
exploited. Mesons can then be arranged into degenerate multiplets corresponding
to irreducible representations of SU(2). The flavor structure of the operators listed
in Eq. is such that they belong to the adjoint (or isovector) representation
of SU(2). This can be shown by defining a flavor rotation on the quark fields as

Y= =T ) = e (4.8.6)

where o are the 3 parameters that define the flavor rotation and 7% are the 3
different 2 by 2 Pauli matrices that correspond to the generators of SU(2) in
the fundamental representation. Omne can show by using the expansion of the
exponential for a small set of parameters a® that for all operators in Eq.

regardless of their Dirac structure,

OC N O/C — 1/_)111%/%0/

= ¢P(1-— iaaT“)F%(l + i T)Y
= 0%+ ia*(—if,m)0" + O(a?)
= 0°+ia"(T$)a0" + O(a?)

where we used the fact that (7%),. = —ifu. are the generators in the adjoint

representation. We have proven that they belong to the adjoint representation with
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total isospin I = 1. This fact represents a technical advantage for the calculation
of 2pt-functions since quark disconnected diagrams cancel out.

Consider the meson interpolator O%(z) = ¥(z)I'Tp(z). We want then to
calculate the expectation value of the 2pt-function with one operator at x and the
other at the origin. We define the quark propagator as the Wick contraction of

two quark fields with the same flavor

_ “ 1
DN, y)dy = q(@)% a(y)y  q=wud (4.8.7)

where we have made color and spin indices explicit. We can then write

(OH00k0) = (oG u@EOr G u0)
= i<[ﬂ(m)F1u(x) — d(z)I'd(z)] [@(0)T2u(0) — d(0)T2d(0)])
= {E@) T u()a(O0)u(0)) +  (d()Td()d(0)Tad(0))

(a(x)T1u(2)d(0)T2d(0)) — i (d(@)T1d(x)a(0)T2u(0))

For simplicity, we have chosen a = b = 3 but the result is the same for other values
of a = b = 1,2 with the property that for a # b the result is zero since they have
different third isospin component and the operators would be orthogonal to each
other.

(O} (z)03(0)) = 1( (Tr[D, ' (z,0)1 D, (0, z)T5] ) 4+ (Tr[D; ' (z, z)T4) Tr[D, (0, 0)I2])
— (Tx[D;"(z,0)T1 D7 (0, 2)Ts]) + (Tx[Dy (z, z)I4] Tr[D; ' (0,0) 5] )
— (Tx[D, " (z,z)I4]Tx[D;'(0,0)Ts)
— (Tx[D;'(z,z)I4]Tx[D;(0,0)I9]))

where the trace operation is over spin and color indices. Since we have isospin sym-
metry D' = D' and the disconnected pieces that involve D *(z,z) or D;*(0,0)

cancel out. So we are left with

(O§(z)05(0)) = —5—ab (Tr[D™Y(z,0)[1 D0, 2)T5) . (4.8.8)
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Quark disconnected pieces are very expensive to calculate, due to the fact that one
needs all-to-all propagators and the full inverse of the Dirac operator is needed. At
this point, it is important to say that quark disconnected diagrams are nonetheless
connected in the usual field theoretical sense since any number of gluon lines can
be drawn. On the lattice, these contributions are already included in the gauge
average over configurations. As an additional fact one should note that the lattice

Dirac operator we use satisfies y5-hermiticity. This property is expressed as
D' = 45Dy = (D) = 45D s (4.8.9)

It relates the forward propagator with the backward propagator. This reduces the
cost of the calculation drastically, since only one propagator needs to be calculated.
Thus, we can write the above results for the fully connected piece as follows

6ab

(O3(2)08(0)) = == <Tr[D_1(x, 0[5 (DY, 0)) 75r2]> . (4.8.10)

4.8.2 Placing sources on the lattice to calculate D™ !(z,y)

From the discussion in the previous section it has become clear that the most
relevant building block is the propagator, i.e. the inverse of the Wilson-Dirac
operator D;;[U] which is a matrix depending only on the link variables. One
should keep in mind that we consider the O(a) improved action with the Pauli-
term included and a non-perturbatively determined ¢, coefficient. We define then
the propagator as

D™ (z,y)%, z,y € A. (4.8.11)

The Dirac operator Dy is a sparse matrix (cf. periodic boundary conditions), due
to the theory being local, up to discretization effects. Due to the periodic boundary
conditions in space and anti-periodic in time, we know that our action is invariant
under a change of variables x,, — x, + a,. In this sense, the propagator can only
depend on the relative position of points  and y. Although in principle we are
interested in the full inverse, i.e. calculating for every configuration the propaga-
tion of a quark from any point to any point of the lattice (all-to-all-propagator),

this is not needed for the case of quark-connected contributions to 2pt-functions.
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It is natural then to introduce point sources

n(x,20)a% = 0(x — 20)0aagOang- (4.8.12)

aag

Instead of inverting the full Dirac matrix, we are only interested in the propagation
of a quark from point xy to any point in the lattice (usually the source is placed
at a random position in the lattice). Consequently we are looking for the solution

of the following set of linear equations

> " D(x, )Gy, 20)e = 6(2 = 20)daagOaa (4.8.13)

yeA

where G is the desired propagator that connects the source located at xy with any
point in the lattice. This has to be solved for any combination of ag and ay; in total
12 x N3 x N, equations. This is much less demanding than inverting the full dirac
matrix for any pair x and y. There are multiple techniques that yield a satisfactory
inverse of the Dirac operator. Known techniques are the conjugate gradient or
Bi-conjugate Gradient methods [56]. Both of them rely on an iterative procedure,
where one has a minimizing condition that improves the solution in every step until
the desired accuracy is reached. In this work the ‘DFL-SAP-GCR’ solver is used
(see [57] for a general review on solvers and [58] for accelerated HMC algorithms)
in the process of generating configurations and for calculating expectation values
of fermionic observables such as two-point functions.

Once the solution G(y, xg) is found one can repeat the procedure for different
values of z( relying on the fact that translational invariance holds. Thus, one can
define a set of source positions {x{} for i = 1, ..., Ny and perform an average over

the solutions
NSrC

> Gly + xp, 7)) (4.8.14)
=1

(G(y,0)) = N

relying on the fact that we know that G(z,y) = G(z — y). The expectation value
of the previous equation should really be understood within one configuration and
not to be confused with the true gauge average which is taken a posteriori. This
procedure reduces our error roughly by a factor v/Ng.. Some interesting remarks
can be made at this point. For the following argument we restrict ourselves to

one configuration. Notice that by choosing a definite source position zj, the Dirac
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operator that needs to be inverted involves the links at position x§. The fact that
we average the propagator with another solution that was calculated by placing
the source at xé with ¢ # 7 relies on translational invariance. Nevertheless, it is
clear that in general U,(z}) # U,(x)). The difference is due to statistical fluc-
tuations which to some extent can be interpreted as quantum fluctuations which
are contributions to the path integral. This means that by averaging over differ-
ent sources we are already including some quantum fluctuations although we are
working within one single configuration. It is straightforward then to understand
that the number of measurements of some observable is Nyeas = NenggNore. Fol-
lowing this lines, it is in principle possible to find one single representative gauge
configuration with a very big volume (so as to reduce autocorrelation effects) and
fill it up with a lot of sources such that we include all quantum fluctuations. In
recent years it has been a topic of extensive study by Martin Liischer ( “Stochas-
tic Locality and simulations of very big lattices”; talk at Schloss Liseland.) For a
general introductory overview of LGT the author recommends [59] and [60] for a

more elaborated description.
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Shifted boundary conditions (sbc)

The path integral Z of a theory is the most fundamental object from which all
properties of a system can be derived. Lattice results are called “from first princi-
ples” because expectation values are calculated taking into account all (relevant)
non-perturbative effects that otherwise would be neglected if relying on perturba-
tive approaches. Nevertheless, even on the Lattice, one never calculates the path

integral itself. One usually writes that

)
(0) J d{¢} O(gb})

. 1
:]&%NZ 0; (5.0.1)
i€l e

where I'y;¢ is a set of N configurations generated according to the probability
density dP = e~SU¢Hq{4}. If the theory is invariant under some global symmetry
transformation, it can be shown that the path integral can be decomposed into a
sum of functional integrals each giving the contribution from states with definite
symmetry properties [61,/62]. Therefore, an interesting problem is to try to gain

information about the relative contribution, due to the individual sectors.

5.1 Momentum distribution

Relying on translational invariance one can study the relative contribution of those

states with well defined total momentum p [51H53]. Within the canonical ensemble

95
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one can write it as

R(B,p) _ <p<p)> _ Te{e PPy (5.1.1)

L3 Ty{e—5H}

where P®) is the projector onto those states with total momentum p. By intro-
ducing the partition function Z(3,&) = Tr {e*ﬁ(H —iP 5)} where £ is called the shift
parameter & = z/ which is a ratio of two physical lengths and therefore does not
need any normalization (see Fig. [p.1) We can express R(S3, p) as

Z(8,€)

R(8.p) 53/d3§ S (5.1.2)

One can further define the generating functional K(f,z) as

e K80 = % > e R(3,p) (5.1.3)
P
and consequently
K(B,&) = —log (gég’g;) : (5.1.4)

The partition function Z(3, &) has the same action as Z(3,0) with the only dif-
ference that states with total momentum p are weighted by a phase ¢?’P¢. This is

equivalent to consider that the fields obey shifted boundary conditions

¢(6,x) = £¢(0,x — 5¢) (5.1.5)

with (%) for bosons and fermions respectively.

5.2 The free energy of a shifted system

If one considers a relativistic 4-dimensional QFT in euclidean time, the Lorentz
group is replaced by the SO(4) group. One may reinterpret the shift parameter &
as an imaginary velocity v = i€ and boost the system. Following the definition of
Eq. we can write the free energy density of a boosted (or shifted) system

as
1

f(8,8) = B

log Z(3, €). (5.2.1)
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Figure 5.1: Shifted lattice with renormalized shift parameter &, = %’“ for a 4 x 2
lattice. Points with the same color are identified.

At zero-temperature and in infinite volume, SO(4) symmetry implies that the free
energy density of the boosted system cannot depend on &

i 1
% L}g&g& (—@ng(ﬁ,é))] = 0. (5.2.2)

This statement goes back to the general argument that if a theory (more precisely,
its vacuum) is invariant under the action of some group G, expectation values of
operators that belong to non-trivial irreducible representations of the group, van-
ish. In [53], the authors demonstrated that when the imaginary time extent is finite
(so T # 0) the SO(4) group is broken softly due to the effect of the boundaries.
In this case, the free energy does depend on & but only through the combination
ﬁm due to the remaining SO(3) symmetry. The key observation is then to
recognize that there is a relation between an unshifted system at inverse tempera-
ture 8 \/TEQ and a system shifted by a vector & at inverse temperature S. This

can be written in terms of the free energy densities of both systems as

f(B,€) = f(Bv1+€%0) (5.2.3)

which is the master equation, strictly valid only in the thermodynamic limit, from
which a whole set of non-trivial relations can be derived. The finite extension

of the spatial directions is a further source of SO(4) breaking and the authors
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calculated the corrections to Eq. (5.2.3) which are exponentially suppressed with
the lightest screening mass of the theory [53].

5.3 Thermodynamic potentials

Taking derivatives of the free energy with respect to S and & one is able to cal-
culate the cumulants of energy and momentum respectively. Moreover, by us-
ing Eq. one finds that they are related by a linear transformation. This
corresponds to the statement that in the thermodynamic limit, the total energy
and momentum distributions are related. This opens the possibility to calculate
thermodynamic potentials within a relativistic QFT from momentum distribution
cumulants at non-zero shift and vice versa.

For example, it can be shown that the entropy density of a system at inverse

temperature S4/1 + €2 can be calculated as

p1+ey”
&

s=—Zp (Tor) ¢ (5.3.1)
where (Tyy,), corresponds to the expectation value in a lattice with shifted bound-
ary conditions. The coefficient Zr renormalizes the off diagonal components of the
energy-momentum tensor due to breaking of translational invariance to a discrete
subgroup on the lattice and will be computed non-perturbatively in SU(3) pure
gauge theory in Sec. . Eq. is one of many relations one can derive based
on Eq. (5.2.3). Other thermodynamic potentials like specific heat can also be ex-
pressed in terms of expectation values of energy momentum tensor correlators at
non-zero shift [51-53].

5.4 Temperature scans with shifted boundaries

As already stated in Sec. one can use the parameter & to vary the temperature
without altering the ultraviolet behavior of the theory under consideration. This
means, that lattice spacings as well as all renormalization constants do not change
when varying the value of £&. This may be very relevant when trying to perform fine

scans due to the presence of e.g. a phase transition. In [53] the authors illustrated
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the increased temperature-resolution due to the additional parameters &;, & and

€.

5.5 Renormalization of the momentum density

on the lattice using (sbc)

This section corresponds to published work in PoSLattice2013. In particular, sub-
sections 5.5.1, 5.5.2, 5.5.3, 5.5.5 and 5.5.6 contain identical text from the original
work in [63] with minor structural modifications in order to maintain consistency
across the whole chapter. In the above mentioned sections, some minor changes
are introduced as well as additional information and plots that initially were left

out due to restrictions in space in the published version.

5.5.1 Introduction

In the modern approach to study static and dynamic properties of a strongly in-
teracting quantum system like the Quark-Gluon-Plasma (QGP), calculating the
transport coefficients plays an important role. These “low energy constants” of
hydrodynamics, viewed as an effective field theory, can be extracted from spectral
functions calculated in the underlying theory via the famous Kubo-formulas (see
for instance [§]). As a prominent example we can mention the shear viscosity 7
which parametrizes how efficiently the momentum of a layer of fluid diffuses in the
direction orthogonal to the layer. It should be obvious that transport of energy
and momentum is governed by energy-momentum-tensor-correlators.

Due to the lack of continuous Poincaré invariance induced by the lattice regu-
larization, the discretized Energy-momentum-tensor (EMT) is only conserved up
to cutoff effects

0. Ty =0+ O(a?). (5.5.1)

Hence, on the lattice we have to further investigate the renormalization pattern
of T in order to have a well defined continuum limit of its correlation functions
and be able to safely extract transport coefficients.

This project will address the problem of calculating the renormalization con-
stant Zr of the momentum densitiy 7% for SU(3) pure Yang-Mills theory with
the Wilson plaquette action (see Eq. ) using shifted boundary conditions.
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5.5.2 Renormalization pattern of 7},

In the continuum, the pure SU(3) EMT can be splitted into a traceless part and

the trace itself,

1
T =04 + Z(SWQ, (5.5.2)
where .
0, = Z‘SWF,?UF;U — F;jaFfa and 0= T,,. (5.5.3)

On the lattice, we discretize 6, by using the “clover” form F w of the field strength
tensor as written in Eq. (4.4.6).

In order to proceed with the renormalization of the momentum densitiy 7% we
need to know the transformation properties of this operator under the symmetry
group of the lattice: the hypercubic group denoted by H(4). The operators T},
split into irreducible representations of H(4). In particular, 7% = 6°% belongs
to a six dimensional representation along with the other off-diagonal components
of T* [64]. Since there are no other gauge invariant operators of equal or lower

dimension, 7% renormalizes multiplicatively
Ty =ZrT, — p#v. (5.5.4)

Our aim will be to determine in a non perturbative way the renormalization con-
stant Zp = Zr(g2). Since in the continuum the momentum density is a conserved
current, this renormalization constant does not depend on any external scale (like
temperature) but only on the bare coupling g2. In the classical field theory, Zr = 1

and due to asymptotic freedom, we expect

lim Zp = 1. (5.5.5)

g%—)O

The O(g2) correction has been computed in Lattice Perturbation Theory in [65]
yielding
Zr(g5) = 140272 + O(gp)- (5.5.6)

5.5.3 Consistency check on s3°/sg53° in the free theory

Before moving on to the extraction of Zr, we performed consistency checks on the

free theory where this constant takes a value of 1. In [53] the authors calculated
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Figure 5.2: Ratio of momentum densities at non-zero shift as a function of (a/3)%.

in perturbation theory the expectation value of the momentum density in the free
lattice theory for different values of the shift. Via Eq. they extracted the
ratio of the entropy at finite lattice spacing with respect to the continuum value
3

% =1+c¢(a/p) (5.5.7)
where sgp3® = 327%/45 for SU(3) and ¢; is a coefficient that encodes the lattice
discretization effects and depends only on (a/$)?. It has to approach zero when
the true continuum limit is taken. In Fig. [5.2] we show the ratio of momentum
densities at different &. At leading order in Lattice Perturbation theory cutoff
effects grow as we lower the value of &.

In order to reproduce this ratio we have to simulate at very small values of
g2 which corresponds to the free theory. This leads to some complications. On
the one hand the critical slowdown of the algorithm makes it harder to maintain
autocorrelation effects under control (see e.g. [66]). On the other hand, finite size
effects are of order ~ e~9%/8, This requires that one chooses a very large aspect
ratio L/ for decreasing values of g2. We simulate at 4 different values of g2 at
fixed a/B =1/2 and &€ = (1,0,0). Results are summarized in Table [5.1]
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Figure 5.3: Linear extrapolation to g2 — 0 of s3%/sg53> for a/ = 1/2 fixed.

After the linear extrapolation, the intercept at g2 = 0 takes a value of

(sB%)
—= = 1.018(6 5.5.8
om0 (6) (5.5.8)
which compared to the analytic value calculated in lattice perturbation theory
(s8%)/(sspf®) = 1.026 gives a standard deviation of ~ 1.20, indicating that we
are able to reproduce the “free value” within errors and we have managed to

maintain finite size effects under control.

5.5.4 Ensemble generation: heat-bath and overrelaxation

We will briefly discuss the update strategy for generating configurations in pure
SU(3) gauge theory. The goal is to generate configurations according to the
probability distribution P[U] ~ e 3¢ U] where S¥[U] follows the definition of
Eq. (4.2.8). Since we have no fermions, the theory is automatically O(a) im-
proved. The method used is a combination of heat-bath and overrelaxation steps
together with an accept-reject step at the end similar to the one introduced in
Sec. [4.7 Both of them correspond to local changes of the link variables. This sit-
uation is qualitatively different from the HMC algorithm where a single change of

a link variable U, (n) would require the recomputation of the action that involves
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all link variables present in the lattice. This is due to the non-locality property
of the determinant factor of Eq. . In the present case, the difference of the
action involves only the calculation of the six plaquettes where the updated link
is contributing. The remaining plaquettes are not affected by the local change.
On the one hand, local update algorithms are in general less expensive in terms of
computing resources since the change in the action involves only the nearby pla-
quettes. On the other hand, autocorrelation effects may become a problem since
the configuration space is scanned very slowly. The local change in the action by

changing U,(n) — U/,(n) is given by
2
AS = —?ReTr{[Ul:(n) —U,(n)]A} (5.5.9)
0

where A is the sum of 6 staples. Each staple is the product of the links that
together with U,(n) form the plaquettes that are modified due to the change in
U,(n). Due to the group property of SU(3) we can modify a given link U,(n) by
multiplying it with some random group element g € SU(3). The question is then
what link is modified and in which manner such it is likely to be accepted in the

Metropolis step at the end.

The heat-bath algorithm proposes a new link variable U},(n) according to the
probability distribution

PU(n)] ~ exp (%ReTr[U;(n)A(n)O | (5.5.10)

This assures that the new link variable, although different, yields a change in the
action that is likely to be accepted. When repeating this process for all link vari-
ables in the lattice one often refers to it as a heat-bath sweep. The overrelaxation
algorithm is used in order to speed up the sampling of the configuration space so
as to reduce autocorrelation effects. This is done by performing local changes of
all link variables (overrelaxation sweep) with the restriction that the total change
in the action vanishes. This assures that overrelaxation sweeps do not affect the
probability of a given configuration to be accepted or not. For detailed informa-
tion we refer the reader to the seminal paper of Cabibbo and Marianari [67]. The

configuration update that was used throughout this project is characterized by
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a combination of one heat bath and two overrelaxation sweeps. All simulations
are started from a hot start, so a finite number of updates steps (combination of
heat-bath and overrelaxation sweeps) has to be completed in order for the system
to reach thermalization. From this point on, all configurations produced are valid
configurations on which observables can be measured. The number of thermaliza-

tion steps was set to 1000.

5.5.5 Computation of Z7(g?)

In order to extract the relevant renormalization constant we need some already
renormalized quantity to compare with. For this purpose, we make use of the
generating functional associated with the momentum distribution K (3, §) already
introduced in Eq. which is a ratio of two partition functions: in the nu-
merator the one with shifted boundary conditions and in the denominator the
ordinary partition function with periodic boundary conditions. It turns out that
this is a RGI quantity and therefore has a finite and universal continuum limit.
Any derived quantity that one can compute by taking derivatives with respect to

this functional is already renormalized, too. In particular,

%ﬁk’ﬁ) = —fBZr </d3x TOk(x)>£. (5.5.11)

How to systematically compute ratios of partition functions was first investigated
in [61,62]. This motivated the study of the contribution to any field theoretical
partition function due to states with a given set of quantum numbers. If we stick
to the case of & = (£1,0,0) it can be shown that the cumulants of this functional
are related to thermodynamic potentials [53]. For example, the entropy of the

system at finite lattice spacing is defined by

73 = 20 1L O(|€%) (5.5.12)

(8> _0* K(B.¢) 2K(B,€)
RO TPL3 |, [¢PTSL

where an R subscript indicates that this is a renormalized quantity and 3 is the
inverse temperature. In [51] ; the authors calculated K(5,£), the last equality
in the previous equation coming from a limiting procedure so as to estimate the
value of the renormalized entropy in terms of K(f3,&). By combining Eq.
and Eq. one can come to the conclusion that by measuring the expecta-
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tion value of the momentum density along the z-direction at nonzero shift and
taking the first derivative with respect to & one ends up with an unrenormal-

ized prediction for (s/T3)y that can be written as the traditional definition of the

— lim [<T°1>5} . (5.5.13)

aso | T4

derivative:

( s ) 0 <To1>5‘

13/0 0& T* £=0
The last term cancels out because of symmetry considerations since at zero shift
the expectation value of the total momentum vanishes. Since on the lattice &;
is not a continuous parameter that can be tuned we have to stick to rational
values and let them be close to zero where the derivative needs to be evaluated.
The best choice is to take £ = a/f to get more accurate results for increasing
number of points in the temporal direction. In addition, since (Tt1), is an odd
function in & our errors are of O(a/Ly)?. The master equation for calculating the

renormalization constant is then

—~
Yo
~
)

T = (5.5.14)
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Figure 5.4: Zr as a function of g¢ for three different sets of values of temperature.
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5.5.6 Results & Conclusions

Results are summarized in Table Different capital letters correspond to dif-
ferent temperatures. Ay corresponds to T' = 1.5T¢, By correspond to T' = 4.17¢
and Cy corresponds to T' = 9.17¢. In [51] the scale setting was done following the
data of [68] via the Sommer parameter ry and T can be found in [69]. In order to
connect with perturbative results we used as an input for our fit function the one-
loop approximation that was calculated in [65] (Eq. (5.5.6)). It should be noticed
that the good agreement between the three different data sets corresponding to
different temperatures is an indication that we have O(aT')? errors under control
since Zp should not depend on any external scale. After performing the fit to the

data our final result is

1+ 0.1368¢2 + 0.1858¢
Zr(g?) = 0 0. 5.5.15
7(%) 1 - 0.1332¢2 (5:5.15)

(see Fig. and Table [5.2). The absolute error is ~ 0.008 when ¢? € [0.8,1.0].
Recently, Giusti et al. recomputed the value of Zr(g2) following a somewhat
different approach [70]. Calculating K (3, &) becomes quickly very demanding.
They extracted Z7 by noting that derivatives with respect to g2 yield differences
of expectation values of the action at different shift parameters which can be
calculated very accurately with current cumputer resources. Further tree-level
improvement of the data of (Tyy), yields the result shown in Fig. ﬂ

5.5.7 Outlook

In the future, one could try to simulate at smaller values of the coupling in order
to better match the perturbative prediction. This may be difficult because of
the critical slowing down of the algorithm to generate configurations correctly
distributed across the whole Montecarlo space (see. |71] for topological charge
freezing and solutions to the problem). Due to the following relation

Zr (Tor)e = 15—2227 ((TOO)5 — <Tkk>€> no summation on k. (5.5.16)

that can be derived from Eq. (5.2.3) the authors in [70] already calculated the
renormalization factor zr of the diagonal components with previous information

on Zp and by measuring (7o) and (Tkx) at non-zero shift. Ultimately the purpose
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is to simulate within full QCD. Therefore adding the contribution of dynamical

fermions is of key interest to extract renormalization constants that can be used

for the calculation of energy-momentum-tensor correlators.

5.5.8 Tables

9%

| L/a| L/B | (Ton) BL® | 55°/5558°

0.429
0.3
0.24
0.2

32
48
60
72

18
24
30
36

1365.1(4)
3371(11)
5371(24)
7819(56)

0.88641(2)
0.9266(3)
0.944(4)
0.955(7)

Table 5.1: Ensembles used for the g2 — 0 extrapolation so as to estimate ¢;(a//3).
The number of point in the time direction is kept fixed at Ly/a = 2 as well as
the shift parameter & = (1,0,0). For each 3, = 6/g5 40000 measurements were

performed.

Lat 6/g2 Lo/a Lja (%)R (7%)0 Zr

Ay 6024 5 16 4.984) 3.27(3) 1.52(2)
Ay 6137 6 18  4.88(6) 3.24(4) 1.50(3)
A, 6337 8 24 5.12(19) 3.28(6) 1.56(6)
As 6507 10 30  4.9(3) 3.32(9) 1.47(10)
B, 6747 5 16  6.53(6) 4.53(2) 1.44(2)
By; 6883 6 18 6.40(6) 4.53(2) 1.41(2)
B, 7135 8 24 6.42(20) 4.54(2) 1.41(4)
Bs 7.325 10 30  6.1(3) 4.55(4) 1.33(7)
C, 7426 5 20 T7.13(8) 5.11(3) 1.39(2)
Cy 7584 6 24 6.94(12) 5.07(3) 1.36(3)

Table 5.2: The values of the column (%)

R

were taken from [51].






Chapter

Chiral dynamics in the low-temperature
phase of QCD

Ever since the discovery of asymptotic freedom in QCD [26], theorists have strived
to understand the properties of a hadronic system under extreme conditions (very
high temperature and densities). It seems very natural to think that, since the
coupling constant of QCD becomes smaller with increasing energy, at very high
temperatures, the system may be very weakly coupled and consists of weakly
coupled quarks and gluons. Moreover, from the cosmological point of view, it is
believed that the universe started in a dense and hot phase. In the process of
expanding, it cooled down undergoing a phase transition from a plasma phase to
a confined hadronic phase, the one we now live in. Therefore, a conjectured phase
diagram of QCD has emerged which has been the object of very intensive study
in the last decades (see Fig. [6.1]).

Chiral symmetry plays a fundamental role in the study of thermodynamic prop-
erties of QCD. As already pointed out in Sec. the QCD Lagrangian density
exhibits a new symmetry in the limit of vanishing quark masses. For the case of
two degenerate flavors (N; = 2), the new symmetry group is SU(2), x SU(2)r
which correspond to two independent flavor rotations of the left-handed and right-
handed components of the quark fields. An order parameter associated with
the spontaneous breaking of chiral symmetry can be defined: the quark conden-
sate. Symmetries, their breaking pattern or the complete absence of them are
closely related to phase transitions and to their order. In the massless scenario,

the spontaneous breaking pattern is the same as in a 3-dimensional ferromagnet

69
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Figure 6.1: Conjectured phase diagram of QCD. On the x-axis one often plots
baryon chemical potential pup which can be identified with baryon density. The
y-axis corresponds to temperature. Figure taken from [72].

(O(4) ~ SU(2), x SU(2)r — SU(2)y) which is second order, the quark conden-
sate being its order parameterﬂ When adding a third strange quark, Pisarski and
Wilczek argued that the transition cannot be second order [74]. On the other
hand, Lattice simulations at zero chemical potential g show that the transition
is a crossover at physical quark masses (see e.g. [75,/76]). This means that all
thermodynamic functions are analytic functions of the thermodynamic variables.
In this scenario the transition temperature T is not a sharply defined quantity
since it depends on the observable which is used for its determination. This is
consistent with the picture that in the real world, chiral symmetry is only realized
approximately due to the light non-vanishing up and down quark masses and the
spontaneous symmetry breaking pattern described above is only an appropriate
approximation. Nevertheless, depending on the value of the strange quark mass,
there may be a critical point located at the endpoint of the first order phase tran-
sition line where the crossover region begins. Locating the critical point of QCD

(if any) is one of the most important tasks in the field of QCD thermodynamics.

'Second order phase transitions, can be grouped into universality classes regardless of their
distinct nature. Within each class, there is a set of critical exponents which dictate how certain
key observables vanish or diverge as the critical temperature is approached (for further reading
on universality classes see |73]).
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The plasma phase, usually called Quark-Gluon-Plasma (QGP), is claimed to
be produced in ultra relativistic heavy ion collisions (at RHIC and LHC). In order
to reproduce the extreme conditions of the early stages of the universe, regarding
temperature and density, very heavy nuclei like gold or lead are smashed against
one another almost at the speed of light (v/s = 200GeV at RHIC). During this
process the system evolves from a state where quark and gluons are released and
consequently almost free, to a confined phase where a vast type of hadronic species
are measured at the detectors. In the intermediate state, an almost (still strongly
coupled) ideal fluid is produced in local thermal equilibrium which can be described
by the laws of hydrodynamics.

One of the pieces of evidence for the formation of a QGP-type system comes
from so-called thermal fits [77]. One performs a two parameter fit within the grand-
canonical ensemble so as to obtain temperature and baryon chemical potential by
feeding in data on the relative abundance of about a dozen different hadron species.
The temperature extracted in this way is called freeze-out temperature, which can
be interpreted as the temperature at which the system becomes dilute enough
that inelastic hadron-hadron collisions cease to modify abundance ratios [7§]. At
RHIC, typical freeze-out temperatures are in the range 155-180MeV [79] which
is interesting since these values are quite close to the expected chiral transition
temperatures that come from Lattice studies [30].

Elliptic flow is one of the most famous experimental signatures for the formation
of the QGP. In this type of analysis one studies the azimuthal distribution of
produced particles perpendicular to the beam pipe. The idea is to recognize that
as the two heavy nuclei collide at non-zero impact parameter, a few hundred
nucleon-nucleon collisions occur. If the system did not behave collectively, the
distribution of produced particles would be distributed isotropically due to the
free-streaming of the produced particles. The data however tells otherwise. What
one sees is a very anisotropic distribution favoring the production of particles along
directions corresponding to small angles with respect to the interaction plane. The
hydrodynamic description does surprisingly well at predicting this anisotropy [81].

In order to conclude this brief discussion about the high-temperature phase,
one should mention one of the most celebrated results coming from the AdS/CFT
correspondence. It concerns N = 4 supersymmetric Yang-Mills theory at non-

zero temperature which has been shown to share a lot of common features with
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the plasma phase of QCD. In 2001, Policastro et al. [82] calculated the ratio of
shear viscosity to entropy density n/s = 1/4m in the limit of infinite coupling.
This value is surprisingly low compared to other systems (for water is about two
orders of magnitude bigger) making maybe the QGP one of the most interesting

and perfects fluids discovered so far.

Chapter 6 is based on published work in Physical Review D [18,83] and Pro-
ceedings of Science [84,185] and the purpose of the author here was to provide a
self consistent description of the whole research project. In this regard, although
structured differently, most parts of the chapter are taken over from the original
publications so as to respect the formulation of the precise arguments and their
interpretation originally made. For completeness, the same applies to appendices
E and F which were slightly modified with respect to the originals. The author of
this thesis was involved in all steps of this project, starting from the generation of
configurations (especially for the finite volume check for which a complete addi-
tional ensemble was generated) until the extraction and analysis of all quantities

considered in this thesis.

In the low-temperature phase, it is natural to ask how close the properties of
the excitations are to those of the known hadrons at zero temperature. Viewed
globally, the spectrum does not appear to change much until temperatures close to
the transition temperature are reached, where the rapid crossover to a deconfined
and chirally symmetric phase takes place. This conclusion is based on the success of
the hadron resonance gas model in describing equilibrium properties of the medium
(particularly the equation of state and quark number susceptibilities) computed
in lattice QCD [86-88], and on its success in describing particle yields in heavy-
ion collisions [89,90]. However, reliable information about individual excitations
is sparse. For the work presented in this chapter several different ensembles are

used. They are summarized in Table [6.1]

6.1 Introduction

One picture of the low-temperature phase that has had significant phenomeno-

logical success is the hadron resonance gas (HRG) model. It assumes that the
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Lattice Calculation (#) | T [MeV] | m™® [MeV] | N, x N3 a [fm]
(I) C1 scan 150-235 ~ 15 16 x 323 | ~ 0.05 — 0.08
(I) D1 scan 177-203 ~ 8 16 x 323 | ~ 0.06 — 0.07
(1) O7-type 170 <13 |24 %68 | ~005
(ITI) Ab-type 150 ~15 | 16x48° | ~0.08

Table 6.1: Summary of all QCD thermal ensembles used in this thesis. The number
in the parenthesis in the first column indicates in what section this ensemble is
used. The quark mass is given at a scale up = 2GeV.

thermodynamic properties of the system, including the conserved charge fluctua-
tions, are given by the sum of the partial contributions of non-interacting hadron

species
a 14 > 2 a\ ,—FE;/T
log Z(T, V, %) = ~55 EZ /0 dp p°log (1 — &zi(u")e ). (6.1.1)

The sum extends over all resonances up to about 2.5GeV mass, since for most
of them the width is not large compared to the temperature. The coefficient
& = =1 takes into account mesons and baryons respectively. Eventually, one
would like to couple the system to different chemical potential variables. This
information is incoded in the fugacities z; = e(BirB+Sits+QinQ)/T where B;, S; and
(; correspond to baryon number, strangeness and electric charge of the different
hadron species. Notice that E; = \/m such that one feeds in a free vacuum-
type dispersion relation in order to obtain thermodynamic medium properties.
The model gives an economic description of particle yields in heavy-ion collisions
(see the recent [89], [90] and references therein) and gives a good estimate of the
pressure and charge fluctuations determined in lattice calculations [86-88]. On the
other hand, relatively little is known with certainty about the spectral functions of
local operators (say, the conserved vector current, the axial current or the energy-
momentum tensor) at finite temperature, which encode the real-time excitations
of the system [12]. The success of the HRG model for static quantities does not
imply that the real-time excitations of the system are in any sense similar to the
ordinary QCD resonances observed at T = 0.

A good starting point to investigate the excitations of the thermal medium is to

study what becomes of the pion [91,92]. At sufficiently low temperatures 7' < T,
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correlation functions can be computed using chiral perturbation theory. The result
is that a well-defined pion quasiparticle persists, with small modifications to the
real part of the pole, and a parametrically small imaginary part [93-95]. It is not
clear how far up in temperature this treatment can be justified, since the partition
function is certainly no longer dominated by the pions for 7" = 100 MeV. However,
the pion is special in that the Goldstone theorem guarantees the presence of a
divergent static correlation length when m — 0 for all temperatures in the chirally
broken phase [96]. If we consider the temperature vs. quark-mass plane (T, m),
this observation suggests an expansion in the quark mass around the point (7',0).
In this case, one gives up on relating the chiral condensate (¢)1)) and the screening
pion amplitude f; to their 7' = 0 counterparts, however the range of applicability
is significantly extended; see Fig. [6.2] This is the approach adopted by Son and
Stephanov [97,98]. The result of their analysis is that a pion quasiparticle persists,
with a parametrically small imaginary part compared to the real part of the pole
position. The real part of its dispersion relation is, however, no longer the relation
implied by Lorentz invariance, but rather

wf) = u*(T)(m2 + p?). (6.1.2)
Here m, is the inverse static correlation length in the pseudoscalar channel, and
u, the ‘pion velocity’, is an a priori unknown function of temperature which can
however be related to static quantities [98]. At finite temperature it is important
to distinguish between the pion static screening mass and the quasiparticle mass.
The former is the inverse length scale over which a localized pseudoscalar perturba-
tion turned on adiabatically is screened. It is thus a property of the static response
of the system. The pion quasiparticle mass is a property of the dynamic response
and can be given the following interpretation. Suppose that the expectation value
of the axial charge is driven out of equilibrium adiabatically by an external per-
turbation until the instant ¢ = 0, where the perturbation is switched off. Consider
then how the system relaxes back to equilibrium at large positive times. The pion
quasiparticle mass (times ¢®/h) is the frequency at which the axial charge present
in the system would oscillate as a function of timeﬂ Technically, while the quasi-

particle mass is the real-part of a pole of the retarded correlator Gg(w, [p| = 0) of

2The amplitude of the oscillations would be damped slowly in comparison with the oscillation
frequency. The interpretation given is valid in the linear response approximation. By contrast,
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C1 temperature scan
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Figure 6.2: Sketch of the domain of validity of the chiral effective field theory in
the quark mass vs. temperature plane. The expansion is represented by the blue
arrowed vertical line. The quark mass on the vertical axis is understood to be
mMS. The value of the critical temperature at the chiral limit 7,(0) ~ 170 is taken
from [99].

the pseudoscalar density in the frequency variable, the static screening mass is a
pole of Gr(w = 0, p) in the spatial momentum |p|. At zero temperature, Lorentz
symmetry implies that the two masses are equal. Determining u(7") using lattice
QCD for a few temperatures below T, is one of the main goals. We first rederive
Eq. , present an improved estimator for u(7"), and show that the spectral
function p, of the axial charge density obeys the following exact sum rule for all

temperatures, quark masses and spatial momenta,

o0 T _ T
| e rp = -midu] (6.1.3)
The respective pion pole contributions (which dominate) at zero and at finite
temperature satisfy the sum rule.

We will be working in QCD with two flavors of (O(a) improved Wilson) quarks

with renormalized masses 8MeV < mMS < 15MeV. In this range of quark

perturbing a conserved quark number (vector charge) with a wave vector k leads to a purely
damped late-time response e*Dk%, with D the diffusion coefficient.
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masses, the transition from the low-temperature to the high-temperature phase
is a crossover, as it is at physical quark masses. At vanishing m, there must
be a sharp phase transition, however its nature is not known with certaintyﬂ.
The crossover temperature, defined conventionally by some observable, depends
quite strongly on the quark mass. The results of [99] indicate that the pseudo-
critical temperatures are T, = 211(5) MeV and T, = 193(7) MeV at respectively
mMS ~ 15MeV and mMS ~ 8MeV in the two-flavor theory. An extrapolation to
mMS =0 yields values between 160MeV and 175MeV for the critical temperature
in the chiral limit [99]. See [75,/76] for other lattice studies of the transition in the
two-flavor theory.

The dependence of T, on the quark mass is sketched in Fig. [6.2, The ex-
pected domain of applicability of a chiral expansion around a point (7,m) for
T < T.(m = 0) is also indicated by the shaded region. The two horizontal lines
and the corresponding dots correspond to two scans at constant renormalized
quark mass. Unfortunately, most of the ensembles considered in this first analysis
correspond to the crossover region. We point out, however, that all observables
considered here are well defined for any temperature and any quark mass; this is
in particular true for the estimators of the quantity u(7") introduced above. It is
the interpretation of the quantity u(7") as the velocity of a quasiparticle that is
uncertain when calculating near or at the transition region.

The relatively strong dependence of the pseudocritical temperature on the
quark mass tends to reduce the domain of applicability of the chiral expansion
at fixed T. For instance, we clearly observe that the scaling m?2 oc m is violated at
T ~ 180 MeV. Instead the screening pion mass increases (sic!) as the quark mass
is reduced from 15MeV to 8 MeV. A plausible explanation is that at the smaller
quark mass, the system is already entering the crossover region, where the chiral
expansion breaks down.

We have found it useful to introduce the following ‘effective chiral condensate’
based on the Gell-Mann-Oakes-Renner (GOR) relation,

famz

(V) on = — : (6.1.4)

m

By construction it has the property that it tends to the actual chiral condensate

3The possibility considered to be the ‘standard scenario’ is that it is a second order phase
transition in the 3d O(4) universality class.
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when m — 0; it is of order m above T, and thereby an order parameter with
respect to chiral symmetry. We remark that none of the observables considered
here requires the use of a lattice action preserving chiral symmetry.

The goals of this project are the following:

1. test the validity of the chiral expansion around (7, m = 0) and compute the

pion quasiparticle velocity u(7T);
2. test the chiral expansion around (7" = 0,m = 0);

3. investigate the behavior of m,, f, and other quantities around the crossover,

where no obvious expansion applies.

6.2 Chiral Ward identities in the thermal field
theory

We consider Euclideanized QCD with two flavors of degenerate quarks on the
space S x R3, with the Matsubara cycle St of length 3 = 1/T. We label the
Euclidean time direction as ‘0’, while the direction 1, 2 and 3 are of infinite extent;
we write z; = (z1,22). Unexplained notation follows [100]. The Dirac field is a
flavor doublet, for instance ¥(x) = (u(z) d(x)).
We define the vector current, axial current and the pseudoscalar density as
" ~ ra ~ Lo
Vo) =P b(a), Ane) = ds @), Pa) = 9 ()
(6.2.1)
where a € {1,2,3} is an adjoint SU(2)sespin index and 7% is a Pauli matrix. The

PCAC (partially conserved axial current) relation reads
0, A% (r) = 2mP*(z), (6.2.2)

where m is the common mass of the up and down quark. (Eq. (6.2.2)) is valid
in any on-shell correlation function. The Ward identities for two-point functions
(valid for all z; see appendix that follow from the partial conservation of the

axial current are

(A3(0)0, 4} () = 2m{A5(0)P*(x)) (6.2.3)
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78
where we assume zero isospin chemical potential ((V,!) = 0 Va, u), and
(')‘ab _
(P(0)0,A;(x)) = == ()8 (@) + 2m(P*(0) P* (). (6.2.4)
6.2.1 Correlators in the massless theory
Space-time symmetries imply the following form for the (P /T) correlator,
z
Cr = —. 6.2.5
T 629)

[z () ey = 579000
6.2.5) and Gauss’s

6.2.4)) over foﬁ dxg f|:z|<R d3x, using the form

Integrating Eq.
theorem, we get -
_ (W)
9(r) = 82’
This static correlator is thus fully determined by the chiral WI. Integrating Eq. (6.2.5)

(6.2.6)

over an xs3 = constant plane, one obtains
ab _
m = 0.

2 sign(as) (00), (6:2.7)

/dmo d*x) (A3(x)P*(0)) =

A second correlator can also be determined exactly in the massless theory.

Indeed, for xy # 0 we have
3 a b _ . a Ab ). 9.
o [ dnp0)Ay) - L;1<Pmm<» (6.2.8)

We assume that, when (P%(0)A%(x)) is expanded in a Fourier series in xg, the
non-constant modes fall off faster than 1/r%. If we then take the limit R — oo,
W) (6.2.9)

using Eq. (6.2.5)-Eq. (6.2.6) we obtain
g Ea. (6:2.5)-Eq

9 / s (PO Ah(a)) = "L

Thus, since (P*(0)A%(x)) is odd in x¢ and in particular vanishes at zo = /2,

/ &z (PY(0) Ab(z)) = 5@”%@0 - g) (6.2.10)
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6.2.2 Correlators at small quark mass: the pion decay con-
stant and the GOR relation

The power law found in Egs. shows that P couples to a massless
screening particle. The main idea in the following is to obtain the residue of the
poles in the chiral limit, where they are determined by chiral Ward identities, and
to use those at small but finite quark mass.

At finite quark mass, we expectﬂ

|z3|—00

/ do 21 (AS(x) PY(0)) §sign(zs) o(m) exp(—malzs)),  (6.2.11)

with ¢(0) = —}1(@/_)1#) in view of Eq. (6.2.7)). Since the PCAC relation (6.2.2)) implies
83/dx0 d*r, (AS(z)Pb(0)) = Zm/dxo d*r, (P(0) P°(x)), (6.2.12)

we learn from ((6.2.11]) that close to the chiral limit,

/dxo d*r, (P“(0) P’(x)) = 5“bM exp(—m|zs3]). (6.2.13)

8m

This equation shows that the correlation function of the pseudoscalar density ad-

.
mits a pole at m, with residue %. Consequently, since the scalar propagator
is W in three dimensions, we can write

/ Qg (P2(0) PY(a)) "22° oo Ma 0] exp(=mar) (6.2.14)

4dm Amr

Now returning to Eq. (6.2.11)), multiplying both sides by 2m and using the PCAC

relation shows that close to the chiral limit,

/ dzo d?z, (A% (z)Ab(0)) 2™ —5“b%exp(—mﬂ|x3|). (6.2.15)

We know that the correlator [ dxo(P*(0)A%(x)) is non-zero at m = 0; therefore

the coupling of P to the Goldstone boson cannot vanish at m = 0 — consistently

4This equation defines m.
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with Goldstone’s theorem. Since the residue at the pion pole in the correlator
(6.2.14)) cannot diverge in the chiral limit, we conclude that m? ~ m.
The scaling of m, with the quark mass motivates the definition of f, (for any

value of the quark mass) at any temperature below T via

5ab
G\ (z3,T,0) = /dxo d*x (A%(x)A5(0)) = 7f7?m,,e’m“|x3|, |zg] — oc.
(6.2.16)
Comparison with the chiral prediction (6.2.15)) shows that
f2m2 = —m{Py),  m—0, (6.2.17)

in particular f, has a finite, non-vanishing limit when m — 0 as long as (1¢) is
finite.

6.2.3 Spectral functions in the axial sector

Relation shows that the pseudoscalar density and the axial charge density
couple to a (real-time) massless excitation in the chiral limit. The goal is now
to compute the dispersion relation of this excitation for small quark masses and
spatial momenta. We recall the relation between the spectral function and the

Euclidean correlator for the following cases,

cosh(w(8/2 — xp))

§Gp(xo, T, p) = /d?’x eP*(P*(2) P*(0)) = 5“b/ dw p, (w, T, p)

0 sinh(w//2)
(6.2.18)
, o inh 2 —
3G ap(x0, T, p) = / Pz e (P*(x) AL(0)) = 5 /0 dw (w0, T, p) Siiﬁfi 5 /2)5”(’))
(6.2.19)
4 o h 2 —
G, T,p) = [ s P a0 A30) =0 [y o1, p) A 0]
(6.2.20)
The PCAC relation ([6.2.2)) implies
2mp,(w,T,0) = —wp,,.(w,T,0), (6.2.21)

wp,(w,T,0) = 2mp,,(w,T,0). (6.2.22)
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Equation (6.2.10]), which is an exact expression in the chiral limit, shows that

Pap (W, T,0) = —%5(@)) (m =0). (6.2.23)

Since P(z) and Ag(x) couple to a massless excitation at m = p = 0, they must
also couple to an excitation when m and p are small but finite. In the following
we assume that the imaginary part of the pole is negligible compared to its real
part. An analysis in the hydrodynamic framework supports this assumption [9§],
as well as the chiral expansion around 7" = 0 [94]. We thus write the ansatz
pp(w, T, p) = sign(w)C(p?)d(w? — wi) +... (6.2.24)
for the spectral function of the pseudoscalar density. We must have wp, — 0 when
m,p — 0 and the function C(p?) is the residue of the pole in w? and is non-
vanishing when m,,p — 0. We now show that the dispersion relation is of the

form

wpy = u*(m2 +p°) + O((p*)%). (6.2.25)

The key observation is that we know the static correlator, Eq. (6.2.14)); it is pro-
portional to a three-dimensional scalar propagator. The static correlator can be

expressed in terms of the spectral function as follows (see for instance [101]),

Fp [
/ dzo (P°(0) PY(z)) — 20 %im [ 90 ciex / W~ (T, p)
0

e—0 ) (2m)3 w

3 2
5‘“’/ (dp e C7) (6.2.26)

27)3 w3

Comparing with Eq. (6.2.14), we see that w? must be proportional to m2 4 p*.
Calling the proportionality factor u?, we have proved Eq. (6.2.25) and we then

have _
(V)? u®
412

in the limit of small m, and p. Relations (6.2.21H6.2.22)) now lead to

C(p?) = — (6.2.27)

poo(w,T,0) = —Mé(&—wgw..., (6.2.28)

py(w,T,0) = sign(w)fZm2o(w? —wg)+ ... (6.2.29)
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6.2.4 An exact sum rule for p, (w, T, p)

In appendix [E] we show that the chiral Ward identities, together with the ultravi-
olet properties of the axial current correlator, imply the following exact sum rule

for the axial current spectral function

o0 T _ T
| awwpoTp)| =-m@v)| . (6.2.30)
This equation is valid at vanishing chemical potential, but for any quark mass; it
is to be compared to the corresponding sum rule in the vector channel ((V4Vh),
[102,/103]),

o0 T

/ dw w p,(w, T,p)| =0. (6.2.31)

o 0
T

The symbol {. .. }‘ means that the zero-temperature contribution is subtracted.
0

The subtraction is necessary to make the integral over frequency convergent.

One easily checks that the pion-quasiparticle contribution to p, (w,T,0) given in

(6.2.29)) and the 7' = 0 pion contribution satisfy the sum rule (|6.2.30)).

The sum rules (6.2.30) and (/6.2.31)) are complementary to the sum rules derived

in [104] in the massless theory. For m = 0, Eq. (6.2.30)-Eq. (6.2.31)) are consistent

with the sum rule ‘II-L’ given in [104] upon substracting the 7" = 0 contributions.

6.2.5 Expressing u? in terms of static quantities

The parameter u can be obtained from Ga(zo,T,0), at sufficiently small quark

mass, by noting that

agGA(ZE(), T, 0)

Gp(l'() T O)
= gm0
GA(IL‘(),T, 0) m

6.2.32
To=0/2 GA (x()y T7 0) ( )

2 _
WO_

x0=03/2

The chiral Ward identities allow one to express 9aGa (g, T,0) in terms of f,
m, and wg. Using the spectral function (|6.2.29)), one obtains

f2m2wg cosh(we(B/2 — 1))
2 sinh(wo/3/2)

Inserting expression (6.2.33)) into Eq. (6.2.32)) yields the following algebraic equa-

83GA(J"07 T7 0) =

(6.2.33)
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tion for u,

frme
A(B/2,T,0)
This equation provides a way to extract the velocity v from Euclidean correlation
functions. It is valid throughout the shaded region in Fig. [6.2] i.e. for sufficiently

small quark masses and for all 7" < T.(m = 0). In the massless case, this relation

u sinh(um,3/2) = 5 (6.2.34)

is equivalent to the result of Son and Stephanov [9§],

u? = fr (m = 0). (6.2.35)

7 dwo G2, T, 0)

The axial susceptibility appearing in the denominator of (6.2.35|) however contains
an ultraviolet divergence at any non-vanishing quark mass. It is therefore not

practical to use in lattice calculations.

6.3 Lattice calculation (I): the scans C1 and D1

In this section we describe the numerical lattice QCD calculation of the tempera-
ture dependent parameters v and m, that characterize the pion dispersion relation;
see Eq. . All finite temperature correlation functions are measured on a
set of dynamical gauge ensembles with two mass degenerate quark flavors covering
a temperature range 150 < T < 235 MeV. We use the plaquette gauge action and
the O(a) improved Wilson fermion action with a non-perturbatively determined
csw coefficient [43]. The configurations were generated using the MP-HMC algo-
rithm [105}/106] following the implementation described in [107] based on Liischer’s
DD-HMC package [108§].

Two scans in temperature were carried out on lattices of size 16 x 323, where
the short direction is interpreted as time and therefore T = 1/(16a) and the
spatial extent is L = 32a. The gluon fields have periodic boundary conditions
in all directions, while the quark fields are periodic in space and antiperiodic in
time. The temperature is varied by varying the bare coupling g2, which amounts
to varying the lattice spacing at fixed ‘aspect ratio’ LT = 2. The scale setting
was done via the Sommer parameter [46]. We use a quadratic interpolation of

log(r/a) based on the data given in [50] to relate the lattice spacings at two values
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of the bare coupling. The absolute scale setting, a/fm, is done using the value

ro = 0.503(10) fm [50].

6.3.1 The PCAC mass: line of constant physics

The two scans correspond to two quark masses of respectively about 8MeV and
15MeV, where the bare quark mass is tuned to keep the renormalized quark mass
constant (see Fig.[6.3). The quark mass is given in the MS scheme at a scale y =
2GeV for which we used the renormalization factors Z4(g3) and Zp = 0.5184(53)
from [50] as well as the conversion factor from the Schrodinger Functional (SF) to
the MS scheme, which is 0.968(20) [50].

We use the standard definition for the quark mass that comes from the PCAC
relation [109,/110]

| [ dzodx, <a;mpAgvimp(x)Pa(0)>

mpcac(z3) = B T drodr (PY(2)PP(0)) ; ) = (x1,22), (6.3.1)

where in the improvement process
Al — AU = AL+ aca0,"P P (6.3.2)

The derivative 8me is the improved lattice discretized version of the derivative
following [49]. The non-perturbatively calculated coefficient ¢4 was taken from
[111]. Notice that since the PCAC relation is an operator identity, we are free
to choose the direction in which we define the quark mass — any dependence on
the direction must therefore amount to a discretization error. On our lattices, the
spatial direction is longer, so measuring along these directions we obtain a longer
plateau and thus, smaller errors. The extraction is carried out by performing a fit
to a constant in the range where a plateau is observed. Within errors the PCAC
masses measured in the time and in spatial directions agree.

The two scans, called C1 and D1, have respectively pseudocritical temperatures
of T, = 211(5) MeV and T,. = 193(7) MeV [99]. For instance, in Fig.|6.3) we observe
that in scan C1, our renormalized quark mass in physical units is approximately
constant up to T'= 211MeV where the phase transition to the deconfined phase is
estimated to occur. This means that the ensembles presented in Tabs. and
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Figure 6.3: Renormalized quark mass in physical units in the MS scheme for both
temperature scans (C1 and D1). For the C1 scan, T, = 211(5) MeV, and for DI,
T. = 193(7) MeV.

follow to a good approximation ‘lines of constant physics’ and can be interpreted
as temperature scans at fixed quark mass.

Statistical errors on the observables are calculated using the jackknife method.
In plots, only the statistical error from our simulations are displayed; the error
from renormalization factors and the scale setting uncertainty should be added in

quadrature to obtain the full uncertainty.

6.3.2 Basic observables

In this section we describe the calculation of the following observables:
e the midpoint of the axial charge correlator in the time direction, GA(3/2, T, 0);
e the midpoint of the pseudoscalar correlator in the time direction, Gp(/3/2,T, 0);
e the screening pion mass m.;

e the screening pion decay constant f.

The values of the correlators Ga(£/2,7,0) and Gp(5/2,T,0) at o = /2 are
displayed in Fig. [6.4, While the former only exhibits a mild temperature depen-

dence, the latter quantity is strongly temperature dependent. Since 932G a(xg) =
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—4m*Gp(zp), this observation means that the axial charge correlator becomes
flatter as a function of zy. It shows that the spectral density p, (w,7,0) must

concentrate around the origin as the temperature rises.

Extraction of m,

In order to extract the ‘screening’ pion mass, we compute the symmetrized pseudoscalar-

pseudoscalar screening Euclidean correlator along a spatial direction,
6 Gia(ws) = / duod®a, (PU(x)P(0)),  Ghlws) N el (63.3)

At long distances, it is dominated by the lowest lying state with pseudoscalar
quantum numbers, which we call the ‘screening pion’. In practice, a two state fit
to the correlation function via Levenberg-Marquardt’s method [56] is performed

using an ansatz of the form

G5(w3) = AY cosh[m? (23 — L/2)] + ALY cosh[m¥ (x5 — L/2)]. (6.3.4)
To initialize the fit-routine we use as input parameter for mf = m, an averaged
value of the ‘coshmass’ meesn(3) defined as the positive root of the following

equation,
Gp(zs)  cosh[meosh(73 + a/2)(z3 — L/2)]

Go(zs +a)  cosh[meon (@3 + a/2)(xs +a— L/2)]

(6.3.5)

In order to be sure that the ground state is isolated one can repeat the fit to the
correlation function for different fit windows, leaving out points that are furthest
away from the middle point z3 = L/2 of the correlator. We choose for the m,
result quoted in table a value corresponding to a small x?/d.o.f which is stable
under small variations of the fit window. The result for m, obtained in this way
is close, in value and in its uncertainty, to meys, around xz = L/2; see Fig. m
The temperature dependence of m, is illustrated in the left panel of Fig. [6.6]
We observe that the correlation length in the thermal medium becomes shorter
as the temperature increases, and is about half as long at the crossover as it is at

zero-temperature.
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Figure 6.4: Midpoints of the renormalized correlators Ga(z) and Gp(zg). The
former was renormalized via multiplication with Z%, the latter via multiplication
with Z2 as well as the conversion factor from the SF to the MS scheme at the scale
1= 2GeV. All data from the C1 temperature scan.

Extraction of f;

We extract f, from the correlation function

w00 0%

2

—Myx3

frmqe (6.3.6)

5 G2 as) = [ dande, (A5 () A™(0))
Because of the noisier behavior of this correlator, it turns out that the fit to this
correlation function is more stable using a 1-state-fit rather than a 2-state-fit.
Since G% is symmetric around z3 = L/2 we use an ansatz of the form

G5\ (23) = A% cosh[mi (x5 — L/2)]. (6.3.7)

For stability reasons we put m:' = m, by hand since this quantity is already known

from the G-fit. This reduces the number of parameters to one. By repeating the

procedure for different fit windows as explained above, we select the final value for

A% by choosing a fit which has a low x2/d.o.f. The relation between Af and f,
reads e

2= 2 A sinh(m,L/2)

My

(6.3.8)

The temperature dependence of f, in the C1 temperature scan is displayed in
the right panel of Fig. [6.6, We observe a reduction of f, as the temperature
increases, reaching a value of about one third its zero-temperature value around

the crossover.
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Figure 6.5: Example of an effective-mass plot showing meesn (23 + a/2) for the
pseudoscalar density two-point function in the xz-direction in the C1 scan at T' =
150 MeV. The result of the fit to the correlation function is represented by a (1o)
band. Here the chosen fit-window was 26, which corresponds to ignoring the three
points closest to each operator, and the (uncorrelated) x?/d.o.f amounts to 0.05.

Chiral condensate (i)

Using the Gell-Mann-Oakes-Renner relation [112], one can define an effective
chiral condensate as follows (see Eq. (6.1.4)),

Ms o frm

<1Z¢>GOR = - (6.3.9)

Since m, ~ T and f, ~ m above T, <1M)>1\G/[(S)R is of order m above T,; at high
temperatures, it is expected to grow as m71?.

The behavior of the effective chiral condensate is displayed in Fig. [6.7 We
find it to be weakly temperature dependent around 7. It illustrates how smooth
the crossover is at the quark mass used in the temperature scan C1: around
T = 200MeV, | ()M |'/3 only appears to be about 10% lower than at zero

GOR
temperature.
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Figure 6.6: Inverse screening mass [, = m_ "' (left) and screening pion ‘decay

constant’ (right) in the C1 scan, divided by the same quantity at 7" ~ 0 extracted
from the A5 ensemble. The displayed error bars represent the statistical errors
originating from the ensembles of the C1 scan and from ensemble Ab5.

6.3.3 Lattice estimators for the pion velocity

We showed that, at sufficiently small quark mass, the axial charge correlator is
dominated by a light quasiparticle and that its mass wyg is given by Eq. (6.2.32]).
With wg = um,, the following estimator for u can be defined,

4m?* Gp(z0,T,0)

ur = — . 6.3.10
" m2 Ga(zo,T,0) [, _5/ ( )

We introduce a second estimator for v based on Eq. (6.2.34]),

2
ussinh(urm,B/2) = QGA(fg/n;WT o) (6.3.11)

It should be noticed that the pion velocity is a renormalization group invariant
quantity and thus, does not require any renormalization. The results for u; and
u,, are shown in Fig. [6.8f We observe a significant reduction of both quantities
from unity, pointing to a pion ‘velocity’ well below the speed of light. However,
whether the interpretation is valid for T 2 160 MeV is questionable.

One way to test the validity of the chiral effective theory predictions is the
following. The chiral EFT makes a prediction for Gp(5/2) in terms of f., m, and

Ga(B/2); see Eq. (6.2.32)-Eq. (6.2.33)). Testing whether us/u,, = 1 is equivalent

to testing this prediction. The estimator u,, is based on the dominance of the pion
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Figure 6.7: Effective chiral condensate defined from the GOR relation, divided
by its T' = 0 counterpart, in the temperature scan C1. In addition, the predictions
of [113] both for the infinite volume limit and for our finite lattice volume are dis-
played. The temperature is given in units of the zero-temperature decay constant

f7r,0-

contribution in the correlators G4 and Gp at xo = /2; the estimator u; is based
on assuming that the residue is given by the screening quantities (as predicted
by the chiral effective theory), Res(wo) = f2m?2, and the dominance of the pion
contribution in G4 only. The dominance in G4 is less strong an assumption than
the assumption that the pion dominates G p, since their spectral functions are
related by pp(w) = —ﬁpA(w) at zero spatial momentum. It is worth noting
that at high temperatures, well in the deconfined phase, u,, = O(m?/T?), while
uy = O(m/T), so that us/u,, is expected to grow with temperature. In the lattice
data displayed in the right panel of Fig. we indeed observe that wuy/u,, grows
above unity. Thus it is at the lowest-temperature ensemble in the C1 temperature
scan that we are most confident in the interpretation of u; as the pion quasiparticle

velocity.
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Figure 6.8: Left: The two estimators of the pion velocity in the C1 scan. Right:
Ratio of the estimators, which serves as a test of the chiral prediction (6.2.33)).

6.3.4 The T ~ 0 ensemble A5 and test of chiral perturba-

tion theory predictions

In addition to the analysis of thermal ensembles, it is interesting to compute the
same observables on a corresponding zero-temperature ensemble. One reason is
that we obtain the reference values of wg, m, and f, at T = 0; the thermal
modification of these quantities can be compared with the predictions of chiral
perturbation theory [113,|]114]. A second, practical reason is to check the validity
of our estimators for u(T), since limy_,ou(T") = 1. We therefore analyze the CLS
ensemble labelled A5 in [50]. All ensemble parameters coincide with the lowest-
temperature ensemble in the C1 scan; the only difference is the lattice extent in the
time direction, which is 64 instead of 16. The bare parameters and the computed
observables are summarized in Table [6.4]

In contrast to the thermal ensembles, here we are able to directly extract the
mass of the pion propagating in the temporal direction, which we denote by wq. It
is extracted by fitting to a constant the coshmass of the pseudoscalar-pseudoscalar
correlator, where a clear plateau is observed. The pion decay constant f ¢ is
calculated by fitting the amplitude of the axial charge correlator Ga(zg). The

effective quark condensate | ()M - |'/? given in Table 6.4|follows the definition

(6.3.9), except that m, was replaced by we and fr by fro.

We find that the extraction of the pseudoscalar mass in the spatial and in the

temporal direction give the same answer within two standard deviations. The esti-
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mators uy and u,, are both compatible with unity within two standard deviations;
this adds to our confidence that the estimators work as expected in practice.

We use m, and f, to normalize the corresponding quantities at finite temper-
ature in Fig. This allows for the most natural comparison of the predictions
of one-loop chiral perturbation theory [113], an expansion around (7" = 0, m = 0),
with the lattice data. We display both the prediction for the infinite-volume sys-
tem and for the finite-volume system; details are given in appendix [Gl At the
lowest temperature in the C1 scan (T ~ 150 MeV), the prediction agrees very
well with the lattice result for f,. The central value of the correlation length m_*
lies somewhat lower than the corresponding chiral prediction, but still within two
standard deviations. However, on the next ensemble, at T" ~ 177 MeV, the lattice
data clearly deviates from the chiral prediction. From this temperature onwards,
both m, and f, deviate substantially from their T" = 0 counterparts. One-loop
chiral perturbation theory predictions at T' 2 170 MeV appear to be unreliable.

We remark that the prediction for f.(7")/f(0) does not involve directly the re-
lation between the quark mass and the pion screening mass. The GOR-condensate,
however, does; it is compared to the chiral prediction in Fig.[6.7 Here the quan-
tities combine to give a result which is only mildly temperature-dependent. Cor-
respondingly the chiral prediction lies numerically quite close to the data points.
The prediction for the GOR condensate seems to be more robust than the predic-
tions for m, and f, taken separately; it works, at our current level of accuracy,
essentially up to the transition temperature.

We can in principle compare the pion quasiparticle mass, computed as wo(7") =
u(T)m,(T), with the two-loop predictions of chiral perturbation theory [94,95].
At T = 150 MeV in the C1 scan, we find

Wo (T)
(,UQ(O)

= 0.97(4), (6.3.12)

where wo(T = 0) = 294(4) MeV. Thus the thermal shift of the pion quasiparticle
mass appears to be very small. At the same temperature, but at the physical

quark mass, the corresponding quantity is predicted to be about 0.86 at the two-

wo(T)
wo(0)

the one-loop and the two-loop result at this temperature. Clearly one expects

loop level [94]; we note that there is a change in the sign of — 1 between

the thermal effect on wg to be smaller at heavier quark masses. Thus the lattice



6.3 Lattice calculation (I): the scans C1 and D1 93

results are not obviously inconsistent with the chiral prediction. We postpone a
more detailed comparison of lattice results for the quantity wp (and indeed wp)
with chiral perturbation theory to a future study.

The relative success of the one-loop chiral prediction for the thermal effect on

the ‘chiral’ quantities m,, fr and (Y1)gor at
T =150MeV ~ 0.7, (W™ ~ 15MeV) (6.3.13)

is somewhat unexpected when one considers that the energy density, say, for phys-
ical quark masses is completely dominated by hadrons more massive than pi-
ons [87,/114]. The surprise at the quark mass used here is, in a sense, that chiral
quantities are still affected below the 10% level by the thermal effects. However,
the effect of the thermal medium increases rapidly above 7" = 150 MeV.

6.3.5 Quark mass dependence of m, and f, around the

pseudocritical temperature

The scan D1 at the light quark mass is more concentrated around the pseudocritical
temperature. Therefore we can only discuss the quark mass dependence of the
observables discussed so far in the crossover region; see Fig. [6.9 We find that,
if m,/T and f,/T are viewed as a function of T'/T,, where T, is the quark-mass
dependent pseudocritical temperature, the quark mass dependence is very mild.
In this respect we are far from the deeply chiral regime where the screening pion
mass exhibits a sudden steep rise at T, from a low value below T, of order /m.
A look at Table [6.5H6.6] shows that the effective condensate appears to be
quite insensitive to the quark mass up to T'= 195 MeV, which corresponds to the
pseudocritical temperature at the lower quark mass. In other words, the GOR
relation is satisfied within the uncertainties, in spite of the fact that, at fixed
temperature, the pion mass m, does not decrease with the quark mass between

scan C1 and scan D1.
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Figure 6.9: Temperature dependence of the pion screening mass and the associated
decay constant, for two quark masses (C1 and D1 scans). The temperature is given
in units of the pseudocritical temperature at the corresponding quark mass.

6.4 Axial Form factors at non-zero momentum

and its residues

In appendix [E.2] we provide a decomposition in momentum space of the Lorentz
structure of the two-point functions of the axial current. For a general momentum
p, they are entirely described by four ‘form factors’, which in the rest frame of
the thermal medium are functions of p, and p?. At zero-temperature, the four
functions reduce to two functions of p?, one longitudinal and one transverse. The
partially-conserved axial current (PCAC) relation relates the two-point function
(P*(x)P*(0)) of the pseudoscalar density, as well as the (A% (z)P"(0)) correlation
functions to the aforementioned form factors. They are related by Fourier trans-

formations to the form factors defined in appendix [E.2] for instance

d )
G* (w3, T) = / 2%” e~Pama [T (0, p2). (6.4.1)

The correlators G 4(xg,T,0) and G5 (x3,T') are only sensitive to the longitudinal
form factor IT%!; these were the cases considered so far. At non-vanishing momen-
tum however, the correlator G 4(xo,T,p) is sensitive to three independent form
factors ™!, TIM and 1%

At long distances, the screening correlator G5 (x3,7T) is given by

=73 P, emmlesl, (6.4.2)

GZ(SL’:},, T)
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which defines the screening pion mass m, and the associated decay Constantﬂ fr-
The Gell-Mann—Oakes—Renner relation

f2m2 = —m(gu) (6.4.3)

holds to leading order in the chiral expansion. From Egs. (6.4.1) and (6.4.2)), the

low-momentum analytic structure of the longitudinal form factor II™! reads

famz

T 0, 2y _
(0,p%) D7 m

p — 0. (6.4.4)

More generally, expanding the denominator in the frequency,

p> +m>

1
— p2+mi+ﬁwfb—|—..., (6.4.5)
it follows that a quasiparticle (pole in the retarded correlator as a function of

frequency) with the dispersion relation [97,98]

wp = u(T)\/m2 + p? (6.4.6)

exists at low momenta as already pointed out in Eq. E| The remarkable
aspect is that the parameter u determines both the (real part of the) dispersion
relation of the quasiparticle and the ratio of the quasiparticle mass to the screening
mass. A graphical interpretation of the dual role of the parameter u is given in
Fig.6.10 Here the trajectory in the frequency-momentum plane of a pole in the
retarded correlator of the pseudoscalar densitym corresponds to a static screening

state at p2 = —m?2, and to a real-time quasiparticle at small positive p%. So far,

-
good agreement was found between the estimators uy and u,, at T ~ 150 MeV
for a zero-temperature pion mass of 305 MeV. Any departure of u from unity
clearly represents a breaking of Lorentz invariance due to thermal effects. The
next goal is to test whether the parameter u determined from the ratio of the

quasiparticle to the screening mass, as in [12], really does predict the dispersion

5The normalization convention is such that at zero temperature f, ~ 92 MeV.

6Tn this argument, the imaginary part of the frequency-pole is neglected. A more sophisti-
cated argument is required to show that the damping rate of the pion quasiparticle is indeed
parametrically subleading [98].

" Recall that the momentum-space Euclidean correlator G'z(w,,, p) is related to the retarded
correlator via Gg(iwn, p) = Gg(wn, p) for w, > 0 [12] as already stated in Eq. .
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[Re(w))*

-

P

Figure 6.10: Trajectory in (w,p)-plane of the pion pole in the pseudoscalar re-
tarded correlator. At negative p? the pole corresponds to the pion screening mass,
at positive p? it corresponds to the pion quasiparticle. The slope is the value of

u?(T).

relation of the quasiparticle, as in Eq. (6.1.2]). In order to carry out this goal, we
perform an analysis of the time-dependent Euclidean correlator Ga(zo,T,p) at

non-zero momentum in terms of the spectral function ps. As already pointed out
in Eq. (6.2.20)), they are related as follows,

cosh(w(5/2 — xp))
sinh(wpB/2)

Galan T.p) = | du p,(w.7.p) (6.4.7)
0

First we recall that at zero temperature, the Lorentz structure of the axial-

current two-point function implies the following momentum dependence of the

pion pole contribution,

|zo|—o00 0 e"”gm'
Ga(zo, T =0,p) "~ Res(wp,) 500 (6.4.8)
p
where the residue is here given by
Res(wp) = (f7wp)?, wp = (P* + (wp)®)'*. (6.4.9)

In terms of the spectral functions, this correlator corresponds to

pa(w, T =0,p) = Res(w)) §(w?* — (wp)?) + . .. (6.4.10)
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At the other end of the spectrum, in the high frequency region, a leading-order

perturbative calculation (see for instance [14]) yields

N,
pu(w, T,p) = 0(w* — 4m?* — p2)24 5 (p? + 6m?), w — 00. (6.4.11)
70
We note that at non-zero momentum, the correlator G 4(zo, T = 0,p) receives

contributions from axial vector mesons via the transverse form factor (see appendix
£,

2

d; .
Ga(xo, T =0,p) = / %eﬂpoxo [p2 Ij_ = 7 (p2 + p?) +
0

P02
pi+p

1T (0g +p?) |-
(6.4.12)
The spectral functions associated with the form factors II" and II“ are measured
experimentally in 7 decays [115]. The most prominent excitation in the transverse
spectral function is the a;(1260) meson, while the longitudinal spectral function
is dominated by the pion. Since IIT describes by itself the two-point function of
spatial components of the axial current at vanishing spatial momentum, it cannot
contain the pion pole. The latter is entirely contained in the form factor IT".

At finite temperature, the pion pole appears in all three form factors contribut-
ing to G a(xg, T, p); they are given explicitly in appendix . In the limit T" — 0,
one of the three form factors turns into IIT, one turns into II* and the third one
vanishes (sec. [E.2.2). Therefore the pion contribution to the first form factor must
vanish in the limit 7" — 0, in view of the remarks above, and indeed, we find it to
be proportional to (1 — u?) (recall that limp_,ou(T) = 1 by Lorentz symmetry).
Altogether, the pion contribution to the spectral function p, is predicted to have

2

the form p, (w, T, p) = Res(wp)d(w? — w?), with the dispersion relation given by

Eq. (6.1.2) and the residue by (see appendix |E.3))
Res(wp) = f2(m2 +p?). (6.4.13)
For later use we also define the pion quasiparticle decay constant f! via

Res(wg) = (f wo)?. (6.4.14)
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The contribution to the Euclidean correlator then reads

G (0, T, p) = Re;f:p>coszg;”§(<f Z ;/—2)930)) T (6.4.15)

Whether the residue determined through fits to lattice correlation functions agrees
with Eq. (6.4.13)) provides a cross-check that the low-energy effective description

is working.

6.5 Lattice calculation (II): a fine thermal en-
semble at 7' = 170MeV

In order to study the impact of systematic errors in our lattice calculations, we
performed the analysis concerning the non-vanishing momentum euclidean correla-
tors on a superior ensemble in terms of cut-off effects and finite volume corrections
(compared to the calculation presented in Sec. . We describe the analysis
performed on a finite temperature ensemble of size 24 x 64® with two degenerate
dynamical light flavors. The short direction is interpreted as time and therefore
the temperature is 7' = 1/24a = 169(3)MeV while the spatial extent amounts to
L = 64a = 3.1fm.

Like in the previous Lattice calculation (see Sec. [6.3) we use the Wilson pla-
quette action [36] and the O(a) improved Wilson fermion action with a non-
perturbatively determined ¢, coefficient [43]. Again, the configurations were gen-
erated using the MP-HMC algorithm [105] following the implementation described
in [107] based on Liischer’s DD-HMC package [108]. In addition, we use a 128 x 643,
effectively zero temperature ensemble that was made available to us through the
CLS effort (labelled as O7 in [50]) with all bare parameters identical to our finite
temperature ensemble. The pion mass takes a value of m, = 270MeV [50] such
that m,L = 4.2. This represents an advantage concerning the validity of the chiral
expansion since we move to slighter smaller values of the quark mass. This addi-
tional zero temperature test ensemble allows us to compare thermal observables
in a straightforward manner with their corresponding “effective zero-temperature”
value calculated in the O7 ensemble (see Sec. [6.5.2)).

In order to check that our thermal ensemble indeed yields the same physical

quark mass as its corresponding zero-temperature counterpart (O7), we use the
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definition of the quark mass based on the PCAC (partially conserved axial current)
relation already defined in Eq. and Eq. . The extraction can be
carried out by performing a fit to a constant in the range where a plateau is
observed. Its central value and error, given in Table[6.7] are in very good agreement

with the independent determination quoted in [116].
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Figure 6.11: The PCAC mass for the 24 x 64 thermal ensemble. The renormal-
ization factors Z4 and Zp are included, as well as the conversion factor from the
SF to MS at a scale of u = 2GeV, which amounts to 0.968(20) [50]. We also plot
the result along the xy-direction to show that indeed both are compatible. This
can be interpreted as a check that cutoff effects are indeed small for this value of
the lattice spacing.

6.5.1 Pseudoscalar and axial-vector correlators at p # 0

In the thermal ensemble we are analyzing here, we have m™M°(u = 2GeV) =
12.8(1)MeV (see Table [6.7), and therefore expect a slightly lower value of the
transition temperature. Nevertheless, this should not affect the applicability of
the chiral expansion around (7, m = 0) with 7" < T¢.

We use the correlators G 4 (o, T, p) and Gp(zo, T, p) as well as the correspond-

ing screening correlators G5 (z3,T) and G%(x3,T) already introduced in previous
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wg‘/T L e |
5 F w?/T —o—i i

Figure 6.12: Effective ‘cosh’ masses for the O7 zero-temperature ensemble in the
(AgAp) channel for n = 0,1. The values of w) = wy are given in units of the
temperature 7" = 1/24a corresponding to our thermal ensemble.

sections with the spatial momenta given by
p=p,=(0,0,27n/L). (6.5.1)

Note that since all two-point functions belong to the adjoint (or isovector) repre-
sentation of SU(Ny) (Ny = 2), the contributions of quark disconnected diagrams

cancel out. The renormalization program is carried out such that

Ga(zo, T,p) = (Za(g3))’Galxo,95,T,P) (6.5.2)
GP(‘Q:O?T?p) = (Zp(gg))2Gp(xo,g§,T,p) (653)

and similarly for the screening correlators; the value of the coefficients Z, and Zp

can be found in Table [6.7

6.5.2 The T ~ 0 ensemble O7

As a benchmark we analyze zero-temperature data on the O7 ensemble. Here we
are able to obtain the pion energy wg by fitting a constant to the effective mass.

The pion energy corresponding to p = 0 and p = (0,0, 27 /L) can be read off from
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the plot in Fig. 6.12 The dominance of the pion contribution, particularly in the
zero-momentum case, is clearly very strong. Performing a linear fit to (wp)?® as
a function of p?, we obtain for the slope u*(T ~ 0) = 1.01(6), consistently with
Lorentz invariance. The decay constant fC, defined by Eq. , indeed turns
out to be independent of the momentum.

Once the ground state dominates the correlator G 4(x¢,T ~ 0,p), one-state
cosh fits of the form A; cosh(wd(T'/2 — x0)) with T = 128a are applied and the
results are summarized in Table [6.9 The values for w§ and fO are in very good

agreement with the ones quoted in |116].
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Figure 6.13: Effective ‘cosh’ mass plot for the screening mass m, for the 24 x 643
thermal ensemble. The plateau has been chosen to begin at x3/a = 19.

6.5.3 The estimators u; and u,, at 170 MeV

The chiral expansion around (7', m = 0) proposed in [98] assumes that one is suffi-
ciently close to the chiral limit. In this limit, the screening pion mass m, vanishes
and the coefficient u(7") is indeed the velocity of a massless pion quasiparticle in the
presence of a thermal bath. A deviation from unity corresponds to a violation of
boost invariance. At finite but small quark mass, we showed that the consistency
of uy and w,, serves as an indicator for the applicability of the chiral expansion.
Based on the results of Table [6.8] we conclude that they are indeed consistent.
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Figure 6.14: The difference AGA(|p|,z0) = [Ga(xo, T, p) — G5¢(x0, T, p)]/T? of
the thermal correlator and the reconstructed correlator for |p| = 0 and 27 /L.

The results, in particular for us, are in good agreement with the results obtained
in the scan C1 in view of Fig. [6.15| (ensembles with a coarser lattice spacing and
a slightly heavier quark mass.) Note that to leading order, u is expected to be

independent of the quark mass.

6.5.4 The reconstructed correlator G'{°(z, T, p)

The ‘reconstructed’ correlator G'f is defined as the thermal Euclidean correlator
that would be realized if the spectral function remained the zero-temperature one.

We compute it following the method first proposed in [117]

G'5(w0,T,p) = Y _ Gallzo +mp|,0,p). (6.5.4)

meZ

The previous equation is based on the identity of the kernel function

cosh(w(B/2 —x¢)) o—wlzotmp|
sinh(wB/2) Z . 659

mEZ

Figure [6.14] shows the difference between the thermal correlator and the recon-

structed correlator. There is a statistically significant difference between the two
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Figure 6.15: Comparison of the estimators uy and u,, calculated in the thermal
ensemble of size 24 x 64% with the ones from the C1 scan.

correlators, which shows that a change must take place in the spectral function.
Because the difference is very weakly dependent on time, the change must take
place in the low-frequency part of the spectral function. We expect from the ther-
mal chiral effective theory that the change is due to a modification of the mass
and/or the residue of the pion quasiparticle. Using the numbers of Table , the

changes amount respectively to

Z—E — 0.836(14), f_j; = 1.03(2). (6.5.6)
We thus observe that while the pion decay constant remains unchanged at the
precision level of a few percent, the pion mass decreases by 16%. Qualitatively,
these results are consistent with the two-loop results in zero-temperature chiral
perturbation theory given in [94,95]. Future lattice calculations approaching the

chiral limit would allow for a quantitative comparison.
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6.5.5 The spectral function p, (w,T,p) at non-zero momen-

tum

As the next step, we test the functional form of Eq. at non-zero momentum.
The relevant real-time pion states with energy wp have a non-zero overlap with
the operator [ d*xz e*Ay(z); furthermore, the spectral function p, becomes inde-
pendent of w in the ultraviolet, rather than growing like w?. We therefore expect
to have the best sensitivity to the pion contribution in the correlator G'4(xo, T, p).

At finite temperature, the analysis of the correlator G 4(zo, T, p) is more in-
volved than at zero temperature: only at sufficiently small quark masses and mo-
menta, and not too small xg is the correlator parametrically dominated by the pion
pole. Therefore we proceed by formulating a fit ansatz to take into account the

non-pion contributions. The combination of Eqgs. (6.4.10) and (6.4.11)) motivates
an ansatz for the spectral function reading

N,
2472

p(w,p) = Ai(p) sinh(wB/2)d(w — wp) + A2(P) (1—e“")f(w—rc). (6.5.7)

The corresponding form of the correlation function then reads

G (a0, ) = () coshan(3/2 — ) + ) (S ).
T P 0 2\P 2412\ =z B — xg

(6.5.8)
We fit G 4(zo, T, p) with the ansatz given in Eq. for the momenta p,, =
(0,0,2mn/L) with n = 1,2,3,4,5. The fit interval is chosen to be x¢/a € [5,12] in
order to avoid cutoff effects. There are four parameters involved, A;(p), wp, A2(p)
and c. Leaving wy, as a fit parameter led to poorly constrained fits. Therefore we
set the value of wp to the prediction of Eq. in order to test whether the
data can be described in this way. Motivated by the expected large-w behavior of
the spectral function, we quote the rescaled parameter Ay = A, /p?. Note that the
quark mass is negligible compared to all the non-vanishing |p| values considered
here. The expected value of A, is of order unity, in view of Eq. . Eq.
(6.4.15)) allows us to establish the relation between the fit parameter A;(p) and

the residue itself,

Res(wp) = 2A;(p)wp sinh(wpf[/2). (6.5.9)
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One may further convert the result for the residue into a parameter b(p), defined
by
Res(wp) = f2(m2 + p*)(1 + b(p)). (6.5.10)

From the chiral prediction Eq. (6.4.13)), we thus expect b(p) to be small compared
to unity if the effective description is working. The results are summarized in
Table 6,10

The fits provide a good description of the data; see the x?/d.o.f values and Fig.
[6.16] We observe that at the smallest momentum, |p| ~ 400 MeV, b(p) really is
small, pointing to a successful check of the chiral prediction. At higher momenta,
the negative, order unity value of b(p) indicates that the residue of the pion pole
is reduced. It should also be remembered that at higher momenta, neglecting
the width of the quasiparticle is bound to be an increasingly poor approximation.
The coefficient Aj is expected to be of order unity from the treelevel prediction
Eq. (6.4.11)). Indeed the numbers in Table are of order unity. One reason
for the relatively large value of the coefficient at the smallest momentum could be
that axial-vector excitations are contributing around the threshold ¢, thus adding
spectral weight. The value of the threshold at |p| ~ 400 MeV, is about 1.1GeV, a
value we consider to be reasonable given that the mass of the lightest axial-vector
meson in nature is m,, ~ 1.2GeV.

In order to gauge the discriminative power of the test, it is interesting to ask
whether a rather different model is consistent with the lattice data on G 4(zo, p, T).
We assume for this purpose that the dispersion relation and the residue have the
same p-dependence as at zero temperature. We therefore set w, = \/W,
and obtain for n = 1 an equally good description of the data, with a value of the
residue Res(wp) = 3.01(4) not too different from (f%)*(wg + p?) = 2.84(7). The
other fit parameters take the values Ay = 2.42(17) and ¢/T = 10.2(4). While
the perturbative coefficient and the threshold values seem less plausible to us, we
cannot completely exclude this model on the basis of the lattice data.

To summarize, we have found that the dispersion relation of the pion quasipar-
ticle is consistent with Eq. , the parameter u being determined at vanishing
spatial momentum. In order to test the dependence of our results on the fit ansatz

made, in the next section we apply the Backus-Gilbert method.
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z0/a

Figure 6.16: Correlation functions Ga(zo, T, p,)/T? with p,, = (0,0,27n/L), to-
gether with the fits resulting from the four-parameter Ansatz of Eq. . The
corresponding parameter values are given in Table [6.10] All renormalization con-
stants are included.

6.5.6 The Backus-Gilbert method for p,(w, p)

The Backus-Gilbert method is a method suitable for inverting integral equations
like Eq. (6.4.7)). It has been studied in many contexts (see e.g. [19-21}/56/[118|[119]).
While it has not been applied in lattice QCD, to our knowledge, the central notion
of resolution function was used in [120]. We first describe the method in some
generality. It is a completely model-independent approach since no ansatz needs
to be made for the spectral function.

The goal is to solve the integral equation
Gla) = / df@)K(@nw) w0 Vi (6.5.11)
0

for the unknown function f(w), given the kernel K (z;,w) and given data on G(z;).

The idea is to define an estimator f(@)

f(w) = /0 h (@, w) f (w)dw (6.5.12)
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where §(w,w) is called the resolution function or averaging kernel. It is a smooth
function concentrated around some reference value w, normalized according to

fooo dwd (w,w) = 1, and parametrized at fixed @ by coefficients ¢;(w),
0(@,w) = (@)K (xi,w), (6.5.13)

so that f is obtained according to

n

f@) =) Ga)a@). (6.5.14)

i=1

The goal is then to minimize the width of the resolution function. Minimizing the

second moment of & (@0, w)? in its second argument around its first argument yields

) > Wi (@) R(x;)
) S R G R .
where
Wi(@) = /0 " ok (s, w) (w0 — @)K (2,0), (6.5.16)
R(z;) = /OO K(z;,w)dw. (6.5.17)

We remark that f(w) equals f(w) if the latter is constant.
The matrix W;;(w) is very close to being singular. This is the reason why, when
trying to use a data set with error bars, one needs to regulate the inverse problem,

replacing the matrix W by
Wig = AWy + (1= A)S;,  0< A<, (6.5.18)

where S;; is the covariance matrix of the data. The value of A controls the trade-off
between resolution and stability. For values of A close to 1, we obtain the best pos-
sible resolution. However the results tend to be unstable since the matrix is poorly
conditioned and large cancellations take place among the terms in Eq. .
Reducing A improves the stability of the result at the cost of deteriorating the

frequency resolution. One may start from a value for A near unity and decrease
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it until the statistical error on p(w) drops to say 5%. Of all linear methods, the
result p(w) then has the best possible frequency resolution (as measured by the
second moment of §(w,w)? in its second argument) for the given statistical uncer-
tainty of 5%. It should be emphasized that, as a matter of principle, any choice
of X yields a correct result, in the sense that the relation between p(w) and p(w)
is given model-independently by the resolution function. However, in order to be
useful, the result must have both a reasonable statistical uncertainty and a decent
frequency-resolution. It is worth noting that if the statistics is increased so that S;;
is overall reduced by a factor 1/, then keeping A constant will result in a better
frequency resolution; instead, choosing a new value for A so as to keep (1 — \).S;;
constant will maintain the same resolution function and p(w) will have a reduced
statistical uncertainty by 1/4/€. In particular, it is predictable by how much the
statistics needs to be increased in order to achieve a certain frequency resolution

at fixed statistical uncertainty.
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Figure 6.17: Left: Some examples of resolution functions for different values of A
centered at w/T. Right: Estimators p(w,p,)/T? for n = 0,1,2,3 together with
its error shown as a band. The vertical colored dashed lines correspond to the
locations of the expected positions of the poles wp, according to Eq. with
u(T) = um. The black horizontal lines correspond to the treelevel asymptotic
values of p, (w, p). All renormalization constants have been taken into account as
well as the improvement program on the axial correlators. Dimensionful quantities
have been made dimensionless by the appropriate power of 7' = 1/24a.

We apply this method to Eq. (6.4.7)). In order to regularize the finite-temperature
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kernel at w = 0 we rewrite the equation as

Galzo. T, p) = /O°° dw( NG > (Cosh(W(ﬁ/Q—ﬂfo))); (6.5.19)

tanh(w/2) A cosh(wf3/2)

=K (zo,w)

This defines our estimator p at w = w,

p@,p) = /0 dw §(,w) (%) . (6.5.20)
After regulating the problem via the covariance matrix S;; as in Eq. , the
inversion is carried out via Singular Value Decomposition. This offers the op-
portunity to diagnose how badly conditioned the matrix is. With all quantities
made dimensionless by applying appropriate powers of the temperature, we choose
A = 2-1073 in the following, so as to yield an error < 5% on p. Typical condi-
tion numbers of the regularized matrix in Eq. are ~ 10%. The situation
gets worse when A approaches unity, as explained above. The results for zero mo-
mentum and the first three units of momentum are shown in the right panel of
Fig.[6.171 As in the case of the fit, we included the points of the correlation in the
interval zo/a = [5,12] so W;;(@) is a n X n symmetric matrix with n = 8. With our
chosen value of \, we obtain a relative error on p of ~ 3 —5%, while the resolution
function is displayed in the left panel of Fig. [6.17 One direct observation is the
fact that the expected asymptotic behavior for large values of w is reproduced very
well.

The right panel of Fig. [6.17] also shows the expected positions of the poles that
follow from Eq. as vertical colored dashed lines. We now want to test the
p dependence of the residue Res(wp) via the following argument. If we assume
that, for a given value of w, p(w, p) is dominated by the pion pole, we obtain the
following estimator for the residue,

Res(wp, w)pa = 2 tanhA(wpﬁ/2)pA(w,p)‘ (6.5.21)

dw, wp)

Here we treat wp as input and calculate it using Eq. (6.1.2]) with the value of
u = Uy, = 0.74(1) determined at zero momentum. The result as a function of w is

shown in Fig. for zero and one unit of momentum. The natural choice where
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Figure 6.18: The effective residue Res(wp, w)pe as defined in Eq. (6.5.21)). Left:
No momentum induced, p = 0. Right: One unit of momentum induced, p; =
(0,0,2w/L). The grey band is the expectation in terms of screening quantities,
Eq. . All renormalization factors are included. The errors arise from the
statistical uncertainty. The values of wp are indicated by dashed vertical lines.

Res(wp,w)pe 1s expected to be the best estimator of the residue is at w ~ wyp.
Looking at Fig. one sees that approximately around this value the curve
intercepts the grey band, which represents the prediction Eq. . The latter
is particularly well verified at zero momentum, while the agreement at |p| = |p1| =~
400MeV is at the ten percent level. These observations provide a further test that
the pion dispersion relation Eq. predicted by the thermal chiral effective
theory is consistent with the lattice two-point function of the axial charge density.

Comparing the method followed in this subsection with the previous method
based on a global fit to the spectral function, the former has the advantage of
not requiring an explicit parametrization of the non-pion contributions to the
spectral function. This observation may be useful in other lattice studies of spectral

functions.

6.6 Lattice calculation (III): finite volume effects
at 7' = 150MeV

Since in principle we are studying a relatively low-energy effect compared to the
typical available probing scales on a common lattice calculation 1/L < u < 1/a,

finite volume effects may appear as the most dangerous source of systematic errors
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(see Sec. . Therefore it is worth investing in the generation of additional
ensembles to rule out any possible finite volume dependency. In this section we
discuss the generation of a new ensemble and the measurements of some of the
previously considered quantities. We focus on the lowest temperature in the C1
scan. It corresponds to T' = 150MeV and is part of a fixed quark mass scan at
mMS &~ 15MeV. It lies well below the transition region and our chiral effective
theory appears to work best since e.g ug/u,, >~ 1. Although in Sec. we already
presented an ensemble with a larger three-dimensional volume than those of the C1
scan where no obvious evidence was found that finite-volume effects could affect
our interpretation of the pion velocity estimators, it is always important to perform
a systematic analysis of finite volume effects by comparing two ensembles with the
same bare parameters and different volumes. Therefore, we generate an ensemble
16 x 48% at T' = 150MeV with the same quark mass of 15MeV following the same
recipe explained in Sec. and Sec. concerning the tuning of ¢y, x and scale
setting procedure.

A slight change in the value of k may lead to huge modifications in the quark
mass. Therefore, it is always a good practice to compute the PCAC mass in
order to check that indeed the right quark mass was selected. Fig. [6.19] shows
that M5 (= 2GeV) = 14.8(3) MeV is in agreement with the value quoted in
Table [6.2]

6.6.1 The correlator G 4(xz)

In Sec.[6.3.3|we argued that the dominance of the pion in G4 is a crucial assumption
for the applicability of the chiral effective theory. One crosscheck is given by the
ratio of estimators us/u,,. Therefore we are particularly concerned about G 4.
Nevertheless, in view of Fig. [6.20] one sees that finite volume effects are almost

absent and both data sets agree within errors even at zo = /2.

6.6.2 Finite volume dependency of f, and m, and the pion
velocity
In view of Fig. [6.21], Table [6.12] and by comparing with the first row of Table [6.5

one can safely say that we are free of finite volume effects since all results agree

within one standard sigma deviation. This adds confidence to the interpretation
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Figure 6.19: The PCAC mass for the 16 x 483 thermal ensemble. The renormal-
ization factors Z, and Zp are included, as well as the conversion factor from the
SF to MS at a scale of u = 2GeV, which amounts to 0.968(20) . We also plot
the result along the zy-direction to show that indeed both are compatible.
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Figure 6.20: Axial charge euclidean correlator G4(zo) at T = 150MeV for two
different volumina. All renormalization factors are included and 7" = 1/16a.
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Figure 6.21: Effective ‘cosh’ mass plot for the screening mass m, for the 16 x 483
thermal ensemble. The plateau has been chosen to begin at x3/a = 11.

that our estimators would correspond to the pion velocity of a massless excitation

in a thermal bath.

6.7 Conclusions

The results for two estimators of the pion velocity is displayed in Fig. for the
C1 scan and the fine thermal ensemble at 7' = 170MeV. The reasonable agreement
of the two estimators observed up to 7' ~ 190 MeV is a successful test of the
validity of the chiral expansion. It therefore appears likely that the estimator

up(T =~ 150MeV) = 0.88(2) for m™S = 15MeV and us(T ~ 170MeV) ~ 0.76(1)
for mMS = 12.8 MeV do indeed provide a valid estimate of the pion quasiparticle
velocity. The finite volume analysis performed on the 16 x 483 ensemble consolidate
our statements and guarantees that most of the systematics are under control.
The fine lattice at T'= 170MeV indicates that also cut-off effects do not spoil the
property of u(T") < 1 for T' > 0. Both values for u show that there is a significant
departure from unity, corresponding to a violation of boost invariance through the
presence of the thermal medium. It shows that, although the hadron resonance gas

model prediction for the thermodynamic potential (e — 3p)/T* [87] and the charge
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fluctuations agree well with lattice results [86,88|, the properties of the in-medium
excitations can be shifted appreciably from their 7" = 0 counterparts.

The ability to extract the dispersion relation from Euclidean quantities rests on
the dominance of the pion quasiparticle contribution in the axial charge correlator
and in the pseudoscalar density correlator. We find that at 7' ~ 150 MeV, the static
screening pion mass and the associated decay constant f, have changed only by
about 5% from their T = 0 values. Also the mass of the pion quasiparticle turns out
to be very close to the 7' = 0 pion mass. These observations are in agreement with
the predictions of the chiral expansion around the point (m = 0,7 = 0) [113]. By
contrast, at T' = 170MeV, we found that the pion quasiparticle mass is reduced
significantly by thermal effects compared to its vacuum value — unlike the pion
screening mass, which increases. At even higher temperatures, the decay constant
f» and the correlation length m_! fall off rapidly, a behavior no longer described
by the chiral expansion.

Fig. 6.7 shows the behavior of the effective condensate defined via the GOR re-
lation. This quantity, in spite of being a chiral order parameter, varies remarkably
slowly throughout the crossover region. Fig. displays our results for m, /T and
f=/T as a function of temperature for two different quark masses; the temperature
has been rescaled in units of the quark-mass dependent crossover temperature.
Within the accuracy of the data, hardly any quark mass dependence is observed.
These observations indicate that we are still deep in the crossover region and far
from the chiral regime, where one expects a rapid fall-off of the condensate when
T = T, and an abrupt rise of m, just above T..

Assuming the results hold to further scrutiny, one may wonder how much a
modified mass and dispersion relation of the pion affects the predictions of the
hadron resonance gas model for equilibrium properties. In answering the question,
one must take into account that the modification of the pion dispersion relation
is due to the presence of hadrons in the medium, and issues of double counting
arise. However, the following estimates may provide a useful first idea of the size
of the effect. At the temperature of 170MeV in the two-flavor theory with a zero-
temperature pion mass of 270MeV, we estimate, using the hadron resonance gas

model, an isovector quark number susceptibﬂityﬂ amounting to y,/7?% = 0.42. In

8The current is here normalized as ﬂVlf(z)
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the HRG model, the pion contributeﬂ Xs/T?|pions = 45° [ & %)3 p)(1+ fa(p)) =

0.28. If the spatial-momentum integral in the pion contrlbutlon is cut off at
Pmax = 400 MeV (roughly the range of validity of the chiral effective theory that
we found), the contribution is reduced to 0.11. If we instead use the modified
dispersion relation with the lower quasiparticle mass wg = 223MeV and u = 0.74,
the contribution for p < pnax amounts again to 0.28. It is unclear whether one
should include a contribution from higher momenta, given that the thermal width
of the pion may then not be negligible. The numbers above illustrate that the con-
tribution of the pion to the quark number susceptibility might not be as strongly
affected as one may at first think. However, the contribution comes from softer
pions, which implies a reduced amplitude of the transport peak in the two-point
function of the vector current V*(x), an effect that can be tested in lattice simu-

lations.

9Here fp(p) = (e?¥» —1)~! is the Bose distribution.
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6.8 Tables

6/ | K | cw | alfm] |T[MeV]| Za(g3) |m® MeV]
5.20 | 0.13594 | 2.017147 | 0.0818(8) ) 1 0.7703( 15.4(4)
5.30 | 0.13636 | 1.909519 0.0693(6) () 0.7784(
5.355 | 0.13650 | 1.859618 0.0633(7) () 0.7826(
5.37 | 0.13652 | 1.846965 | 0.0618(7) (2) | 0.7838(
5.38 | 0.13654 | 1.838739 0.0608(7) () 0.7845(4
5.39 | 0.13656 | 1.830676 | 0.0599(6) (2) | 0.7853(
5.40 | 0.13658 | 1.822771 | 0.0589(6) | 209(2) | 0.7860(
5.41 | 0.13660 | 1.815019 | 0.0580(6) (2) | 0.7868(
(6) (2) (
(6) (2) (
(5) (2) (
(5) (2) (
(5) (2) (

5
5
4
4

4
4
4
5.42 | 0.13662 | 1.807416 | 0.0571 0.7875(4
5.43 | 0.13664 | 1.799958 | 0.0562 0.7882(4
5.44 | 0.13665 | 1.792642 | 0.0553 0.7889(4

5.45 | 0.13666 | 1.785462 | 0.0544 0.7896(4
4

7)
2)
9)
8)
8)
8)
7)| 168
7)
6)
6)
5)
5)
5.47 | 0.13667 | 1.771499 | 0.0527 0.7910(44)

Table 6.2: Lattice parameters for the scan C1. All our finite-temperature lattices
are 16x323. The error on the lattice spacings and on the temperatures comes
from interpolating a second order polynomial with the three known input values
for 79/a evaluated at 6/g3 = 5.20,5.30, 5.50 [50]. The error shown on m™® includes
neither the uncertainty of the renormalization constants nor the error due to the
scale setting. The latter two sources of error combine to be about 0.4-0.5 MeV in
the whole range of 6/g3.
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6/92 | & G | alfm] | T MeV]| Za(g3) |m"® MeV]
5.30 | 0.13640 | 1.909519 [ 0.0693(6) | 177(2) | 0.7784(52) 8.2(8)
5.32 | 0.13646 | 1.890703 | 0.0671(7) | 183(2) | 0.7800(51) 7.7(5)
5.33 | 0.13649 | 1.881590 | 0.0660(7) | 186(2) | 0.7808(50) |  5.2(10)
5.34 | 0.13651 | 1.872665 | 0.0649(7) | 189(2) | 0.7815(50) 7.4(6)
5.35 | 0.13653 | 1.863922 | 0.0639(7) | 192(2) | 0.7823(49) 7.9(6)
5.36 | 0.13655 | 1.855357 0.0628(7) 195(2) 0.7830(49) 9.3(4)
5.37 | 0.13657 | 1.846965 | 0.0618(6) | 199(2) | 0.7838(48) 9.7(9)
5.38 | 0.13659 | 1.838739 | 0.0608(7) | 203(2) | 0.7845(48) 9.0(7)

Table 6.3: Lattice parameters with lower quark mass (scan D1; the lattice size is
16 x 323 for each ensemble). The displayed errors have the same meaning as in

Table [6.2]

6/ 5.20
K 0.13594
Cow 2.017147
T [MeV] 37.7(4)
a [fm] 0.0818(8)
Za 0.7703(57)
M (11 = 2GeV) [MeV] 14.7(3)
My [MeV] 305(5)
fr [MeV] 93(2)
_ MS 1/3
‘<¢¢>G(§R‘ (u=2GeV) [MeV] 364(7)
wo [MeV] 294(4)
fro0 [MeV] 97(3)
— \MS 1/3
(00| (1 =2GeV) MV 368(9)
uf 0.96(2)
Unn 0.92(6)
g/t 1.04(4)
wo /M 0.96(2)

Table 6.4: Summary of results for the 64 x 323 ensemble ‘A5’
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6/g2 5.50
K 0.13671
Csw 1.751496
TNT:24 [MGV] 169(3)
T 125 [MeV] 32(1)
a [fm] [50] 0.0486(4)(5)
Za  [50] 0.793(4)
Zp  [50] 0.5184(53)
mMS /T (u = 2GeV)  0.0757(7)

Table 6.7: Summary of the main parameters for the 24 x 643 finite temperature
ensemble as well as for the 128 x 642 zero temperature ensemble labelled as O7
in [50]. The quark mass is computed at and normalized with the 7" = 1/24a
temperature. The statistics collected for two-point functions is respectively 360
and 149 configurations at NV, = 24 and N, = 128, with respectively 64 and 16 point
sources per configuration, exploiting the translational invariance of the system.

mn /T 1.792)
/T 0.46(1)
us 0.76(1)
U 0.74(1)
Up /U, 1.02(1)
wo)T 1.32(2)
£i/T 0.62(1)
Res(wo)/T* 0.68(2)

Table 6.8: Summary of the results for the N, = 24 thermal ensemble. All renor-
malization factors are included and the errors are purely statistical. The value of
wo is calculated using wg = U, M. In the same way f! = f./u,,. The value of the

residue is obtained according to Eq. (6.4.13)), Res(wo) = f2m2.
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n Ay T3 wd /T | x*/do.f | f)T | Res(wp)
0 [84(3) x 103 | 1.579(12) | 0.05 | 0.599(8) | 0.89(3)
1] 534)x1074 | 2.88(3) | 04 |0.629(12) | 3.27(15)

121

Table 6.9: Properties of the pion at zero temperature. The index n denotes the
momentum p,, induced and wgn corresponds to the energy of the state (in particu-
lar, wy is the pion mass). All errors are purely statistical, and all renormalization
factors are included. The fit interval begins at xy/a = 6 for the zero-momentum

case and at x¢/a = 15 for one unit of momentum in view of the effective mass plot
of Fig. 6.12| Dimensionful quantities are normalized with T' = 1/24a.

n AT wp, /T Ay ¢/T | Res(wp,)/T* b x%/d.o.f
1 2.95(4) x 107 | 2.193) | 1.78(3) | 6.7(3) | 1.72(6) | —0.08(3) | 0.06
2 | 1.40(5) x 10" | 3.73(6) | 1.26(2) | 6.1(1) 33(2) | —0.39(4) | 0.15
3| 49(3)x 102 | 540(9) | 1.19(1) | 7.7(1) | 39(5) | —0.65(4) | 0.35
4| 1.7(2)x 102 | 7.1(1) | 1.15(1) | 9.67(9) | 421(7) | —0.78(3) | 0.49
51 4(1)x 1070 | 8.8(1) | 1.12(1) | 11.7(1) 3(1) _0.89(3) | 1.04

Table 6.10: Results of fits to the axial-charge density correlator at non-vanishing
momentum p,. All errors quoted are statistical, and all renormalization factors
are included. The quantity wp /T is not a fit parameter; rather it is set to the value

predicted by Eq. (6.1.2) with «(7T") = u,, = 0.74(1).
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me )T 2.15(2)
£)T 0.57(2)
us 0.88(3)
wn  0.848(15)
Uf /U, 1.04(3)

Table 6.12: Summary of the main results for the thermal ensemble of size 16 x 483
at 150 MeV. All renormalization factors are included and the errors are purely
statistical.






Chapter

Conclusions

This work represents a step towards understanding the degrees of freedom dictating
the static correlations and the dynamical properties of QCD in its low-temperature
phase. We have computed the two temperature-dependent parameters that deter-
mine the pion quasiparticle dispersion relation (see Eq. ) and tested its
validity at non-vanishing momentum.

The energy cost of giving the pion quasiparticle a momentum is significantly
reduced, since the ‘velocity’ is well below unity. We have tested that the pion
indeed admits a modified dispersion relation, Eq. , by analyzing lattice two-
point functions. The test is based on requiring the consistency with the lattice
data of the combined chiral prediction for the dispersion relation and the residue
of the pion pole in the two-point function of the axial-charge density.

The Backus-Gilbert Method has been proven to be a useful tool for spectral
function reconstruction which to our knowledge was never applied to QCD before.
The realistic Mock-data analysis of Appendix [F| shows that applying the method
in a first step can be useful in narrowing down the region of frequency where a
specific ansatz for the spectral function must be made. In addition, the procedure
of calculating residues associated with single d-type states appears to be very
robust.

We have shown that shifted boundary conditions in time represent a substan-
tial practical advantage that provides a way to perform fine temperature scans.
We have used shifted boundary conditions to renormalize the energy-momentum-
tensor in SU(3) Yang-Mills theory. The knowledge of this renormalization constant

is crucial in order to determine transport coeflicients from the slope of spectral
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functions at the origin. Nevertheless, a full application of this method to a theory
with fermions has not yet been done. It could be subject of future work.

All methods introduced can be applied to ensembles with a quark content closer
to the real world: it would be very interesting to compute all observables considered
here on QCD ensembles with up, down and strange quarks at their physical masses
(see the recent [121]). In order to test the T' = 0 chiral effective theory predictions
more stringently, additional simulations at temperatures 100-150MeV are required
at lighter quark masses. The comparisons with the available two-loops calculations
in chiral perturbation theory [94}|95] could then be done systematically. Also
determining the dispersion relation of a non-Goldstone hadron would be interesting
to see whether the relatively strong change we have seen in the pion properties is
specific to chiral dynamics. In general, a kinetic theory description allows one to
use as primary degrees of freedom the quasiparticles specific to the temperature of
interest. It is therefore much broader in applicability than the hadron resonance
gas model, but requires input information on the quasiparticles. The problem
treated here illustrates the importance of having guidance from an effective theory
in reconstructing the gross features of the spectral function. Having a higher
resolution in momentum could help in assessing the region of validity of the chiral
effective theory; for example with twisted boundary conditions. Our conclusions
could be strengthened further by repeating the calculation at smaller quark masses
and with higher statistics.

In order to conclude, one can surely say that there is still a lot of room for
ideas within the field of finite temperature strongly coupled systems. As far as
systematic controllable errors are concerned, Lattice Gauge Theory appears to be
the best tool to gain information about this systems. In relation to QCD, there are
open problems that need better understanding: the picture of the phase diagram is
still incomplete and the role of the axial anomaly around the phase transition is not
well understood either. One should also work towards the definition of cleaner ob-
servables that can be measured accurately in experiments and compared to Lattice
results at finite temperature in an easy manner. On the lattice side, a coordinated
lattice simulation effort at finite temperature could represent a substantial step in

the right direction.



Appendix A

Gamma matrices and conventions

Throughout this work natural units are used
h=c=1. (A.0.1)
We use the euclidean version of the gamma matrices satisfying
{ YW} = 20,1 (A.0.2)

In the chiral representation, 75 is diagonal and anti-commutes with all other

gamma matrices. They read

0010 00 0 —i 00 —1 0
oo o1 oo —i 0 B 01 0 o
=1 000" o o1’ o 10 0o’ i o

0100 i 0 0 100 0 0 —i

10 0

0 1 0
— pr— A.0-3
BEWME= | (A.0.3)

00 0 -1

For all 5 matrices it is true that

v = ’yT = 'y_l, 'y? =1. (A.0.4)
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Appendix B

Improved derivatives

Derivatives are at the origin of cutoff effects. Therefore a systematic improvement
of differential operators is of key importance. One defines forward and backwards

acting derivatives on some field ¢(n) as

(¢(n + i) — ¢(n)) + O(a) (B.0.1)

(¢(n) — o(n — 1)) + Ofa). (B.0.2)

augb(n) =
9,0(n) =

QIR

The symmetric derivative is free of O(a) effects

1

Bub(n) = 5 (u6(n) +0,6(n) = o (8(n+ ) = 6(n — ) + O(a®).  (B03)

One can further improve the derivative to the next order by making the replace-
ment [49)

3,6(n) — Du6(n) <1 _ %aQOZOMQS(n)) (B.0.4)
= (B0t )~ 86(n — ) — 6(n+211) + 60— 20)

which has O(a*) discretization errors. The same operation can be done for the
second derivative which leads then to the laplacian (if summed over p)
* * 1 2 %
0,0, — 0,0,(1 - 7% 9,0, (B.0.5)

- Flaz (16¢(n + 1) — 306(n) + 166(n — 1) — p(n — 2) — d(n + 2i2)) .
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Notice how in every improvement step, more distant neighbors are involved in the
definition of the derivative at point n. Therefore we are removing cutoff effects at

the cost of reducing the locality property of the theory.



Appendix C

Error analysis

The mean value of any observable calculated on the lattice is
N
j=1

where N is the number of configurations. The error is calculated via the jackknife
J

procedure, where one first generates /N jackknife replica z; according to

1N
e X 0.2

J#i
All calculations are done on the mean value and on the jackknifed replica. In this

way the error can be calculated simply as

_ N -1 _
Af(X) = [—5— D () = (X)) (€.0.3)
Notice the corrective factor of (N — 1) in the numerator. This appears in order to
correct the effect that each z; is much closer to X than the old values X;. In this

way we avoid working with the set {X;} that is much noisier.
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C.1 Autocorrelation effects: binning

One should always study autocorrelation effects in the data. For this purpose one

defines the autocorrelation function

N —t

i=1

oty = 20 = 2 ( : Z_<Xi—X><Xi+t—X>> (©11)

where t represents Montecarlo time. The error on this function can be estimated

according to Appendix E of [122] as

t+A
1

Ap(t) = \| v Dl + 1) + pli — 1) = 2p(D)p(1))? (C.1.2)

=1

where the choice of the cutoff A is not critical and values ~ 10? give consistent
results. Typically, p(t) is an exponentially decaying function with some correlation
length 7, p(t) ~ e~/7. In the case that 7 is large, autocorrelation effects are big
which would lead to an underestimation of the error. A possible technique for
taking those into account is binning. Before the generation of the jackknife replica

one averages the data over some bin size length N,
1 .
e ~ > X, i=1,..,N/N, (C.1.3)

The set {zP} is used as input in Eq. replacing X; with X? and N with
N/N,. The error dependence of some quantity with the bin size N, is such that it
grows until it reaches a saturation level at some critical bin size. This value of the
bin size should be further used in the analysis for a conservative error estimation.

A lot of useful information regarding error analysis can be found in [123].

C.2 An example of error analysis on G 4(5/2)

The tools presented in the previous section can be applied to a particular case. We
choose the midpoint of the axial charge euclidean correlator in the C1 scan at a
couple of temperatures since the dominance of the pion contribution at this point

is a crucial assumption for the consistency of the effective theory used through-
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out this work. In our analysis of Sec. the data were prebinned by averaging
over five consecutive configurations. We want to study in more detail the effect
of autocorrelations. In Fig. the autocorrelation p(t) is shown for a handful of
temperatures. While at the lower temperatures autocorrelation effects are clearly
small, as one approaches the phase transition the effect becomes bigger and be-
comes worst at T' = 209MeV which happens to be the critical temperature quoted
in [99]. It is clear then that the transition region has a clear effect on the auto-
correlations produced by the algorithm we employed. One should be aware of this
fact for the future generation of configurations.

In Fig. we illustrate the dependence of the estimated error bars on the bin
size. Disregarding binsize 20 which is already quite uncertain since the number of
jackknife bins is ~ 15, we see no significant effect at the two lower temperatures
which points to the evidence that the saturation level is reached. In contrast,
between 194-209 MeV a systematic trend of growing error bars is visible. Never-
theless, we cannot resolve due to lack of statistics whether the error quoted with
bin size 5 is close to the saturation level. This does not affect any physics conclu-
sion since we do not make any claim concerning the pion and its properties deep

in the transition region.
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Figure C.1: The autocorrelation function p(t) of the observable G 4(5/2) for six
ensembles of the temperature scan C1 as a function of the configuration number.
Consecutive configurations are separated by 10 units of molecular dynamics time.
The uncertainty on p(t) was estimated using the formula written in Eq. (C.1.2).
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Binsize dependence of the error on G 4(3/2)
0.42

04 |

d g

[l
S o036t}
S i
~
s
= 0.34 +
O
0.32 |
no binning ———
binsize=2 +——sx—
0.3 + binsize=5 s
binsize=10 —a—
binsize=20 +—ea—v
028 1 1 1 1 1 1
150 177 194 203 209 216
T [MeV]|

Figure C.2: Effects on the estimated uncertainty of the observable G 4(/3/2) on the
scan C1 of binning the data before applying the jackknife method.






Appendix D

Fitting correlation functions

After having produced configurations and calculated mesonic 2pt-functions, ex-

tracting physical information from these correlation functions is usually done via

fits.

D.1 Calculating amplitudes

Using the spectral decomposition we know that a given state n contributes to a

generic 2pt-correlation function as
/d?’x (O1(2)0:(0)) = (0] O1(2) |n) (n] O2(0) |0) =" (D.1.1)

(see Eq. (4.8.4))). In practical situations the finiteness of the time extension, al-
though periodic, gives rise to a backwards propagating state with the same energy.
Therefore, a common practice is to average the correlation functions around the
midpoint enforcing the property f(¢) = f(5 —t) and consequently one uses data
points in the range [0, 5/2]. Restricting our discussion to the ground state at zero
momentum which has the lowest energy and therefore decays slower than any other

state, a valid fit ansatz is
f(t) = Age™™" = By cosh(mo (/2 — t)) (D.1.2)

where [Ag|> = (0| O1() |n) (n| O2(0) |0) and in most cases of interest Oy = Oy =
O = +0'. The relation between |Ay|> and By is then easily derived. Dividing
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Eq. (D.1.2)) by sinh(m//2) we arrive at

|A0|2€7m0t

_ —mot —mof3
Snh(moB/2) Bye +O(e ) (D.1.3)

and if moB > 1 we arrive at the master equation

|A|]> = By sinh(mg3/2). (D.1.4)

D.2 Effective mass-plots: coshmass

For calculating mg we make use of the “coshmass”. We can write the identity

f(t) _ cosh(mg(t — /2))
f(t+a)  cosh(mo(t+a— 5/2))

(D.2.1)

where the constant By drops out. The positive root of the previous equation defines
a function m{®P(t + a/2) that eventually, for big values of ¢, will reach a constant
value (within statistical uncertainty). The plateau is observed as soon as all excited
states have died out and the single ground state remains. A fit to a constant in
the plateau range leads then to the extraction of mg. This plot is also useful for
estimating the optimal fit window that needs to be considered when a direct fit to
the correlation function is done (for example for calculating the amplitude |Ag|?
as in Sec. [D.1]) Throughout the thesis we have used the Levenberg-Marquardt

method for fitting purposes which is explained in detail in [56].



Appendix E

Chiral Ward identities for two-point

functions

The isovector vector and axial-vector currents, as well as the pseudoscalar density
were defined in Eq. (6.2.1)). We use the Euclidean field theory method to derive the
axial Ward identities [100]. We assume that all chemical potentials are set to zero.

It is useful to recall some of the space-time transformation properties of these local

operators. Under the Euclidean time reversal tranformation (zf, = —x, &' = ),
we have
A = Asfe), AV = —AL@),  PU)=-P2),  (E01)
while under (' = —z)
Al (2) = —Aj (), PY(z") = P%(x). (E.0.2)

We also note that V), is odd under charge conjugation C', while P and A, are even.
The variations of the quark and antiquark fields under an infinitesimal, isovec-

tor, axial phase rotation read

) = brsu(a), B) = dhsdr.  (B03)
They lead to the following transformation of the composite operators,

- _abcy/c a 5ab n
5%142(1‘) = —je™ Vi(z), 54 PP (x) = Eww, (E.0.4)
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For an axial transformation parameter a”(z), the variation of the action is given
by [57]

05 = /d4$ (Oua(ax)* Al (2) + aux)*2m P*(x)) . (E.0.5)
In the path integral, the invariance of the integration measure under the transfor-

mation above leads to (00) = (O4S). In particular, if O consists of one local field
located at the point ¥,

a(y){050(y)) = (0(y)/d49€ (Oua(@) A () + a(z)2m P*(x))) (E.0.6)

In the following we set a(z) = €** and consider several choices for O. Choosing

O = A% we obtain
0 = ik, (A%(0) /d4x eikmAZ(x» +2m / d*x e® (AL (0)P(x)). (E.0.7)
Choosing instead @ = P°, we obtain
%5“1’(@0@ = iku(Pb(O)/d% e”“”AZ(a:)) + 2m{P"(0) /d4x e p(z)). (E.0.8)

These are the momentum-space versions of the Ward identities, while Eq. (6.2.3)—
Eq. (6.2.4) are the position-space versions.

E.1 A sum rule for the spectral function of the

axial charge density

Combining Eq. (E.0.7) and Eq. (E.0.8)), one finds

k‘uk’y/d4$ etk <AI;(O)AZ(Q:)> = —md™ (Y + 4m2/d4$ e (PP(0)P(z)).
(E.1.1)
Next we consider the difference of this relation at finite temperature and at zero
temperature. The operator-product expansion indicates that the most singular
contributions arise from dimension four operators. By power counting, all the
correlators appearing in are then expected to be finite. More precisely, for
large ko and finite quark mass, all correlators in are of order ky 2. The
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left-hand side of the equation has a finite contribution when ky — oo given by the
[ d*z e (AgAp)|L correlator, since it is multiplied by kZ. On the right-hand side,
the only surviving term is given by the condensate. The coefficient of the O(k;?)
term of the [ d*z e™® (AZ(0)AY(x))| correlator must thus equal —md*®(y)|E and
it cannot contain logarithms of ky. To convert this statement into a property of

the spectral function, we use the spectral representation (see for instance |12])

. T o0 w T
ikx b a ab

0 . 0

The absence of logarithms in the coefficient of &, on the left-hand side of Eq. (E.1.2)
indicates that wp, (w, E)|OT is integrable [124]. Expanding the integrand on the
right-hand side of Eq. (E.1.2) to order k;? we then obtain

| dvwned

—00

—— (E.1.3)

E.2 Tensor structure of the axial current two-

point functions

We work in the Euclidean field theory and define the correlation function in mo-

mentum space as
ab 7TA (2 — ik-x a b
"I, (6, k) = /d4xe (AL ()AL (0))e. (E.2.1)

The unit vector € points in the direction that defines the thermal boundary con-
dition. It is € = (1,0,0,0) in the rest frame of the thermal system. By doing the

change of integration variables * — —x and using translation invariance

(Au(=2)A,(0))e = (A (2) Au(0))e (E2.2)

(Au(=2)A,(0))e = (Au(2)AL(0))—, (E.2.3)
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we have the symmetries
A2y TTA (2 _ A (-
IL, (€, k) =10, (6, =k) =1L, (—¢€ k). (E.2.4)

To write down the tensor decomposition, we have the building blocks 9,,,, &k, and

€, at our disposal. We can write down four structures that respect the symmetries

F2) o
v € ~ ~ PPN
5#117 ;;2 ) ?(€Mky + kuey), €n€u- (E25)

We can form one projector to the subspace orthogonal to both ¢ and k,

1 (A R kuk, 1

W €u€y + — —(é-k)(é.k + k,ﬁ,,)), (E.2.6)

Tt _
Chs = O = 2R

and one projector onto the component of € which is orthogonal to k,

ok, 1 @Rk (6B
T _ T _ 1 .
Ol = b= 5" = C = T (eu > )(e T ) (E.2.7)

Two possible non-transverse combinations are

k.k 1 k.k
Ll _ Fuly M _ s e a2 Bk
Cu = 12 Cp = S ERAEE (6“6,, (€- k) (/{;2)2) (E.2.8)

The first one is the projector onto the direction of k,. The second tensor, while

not a projector, has the properties
M _ Tt ~AM _ AL M
Cu =1, Cu Co =Cp Cy, = 0. (E.2.9)
In summary, we can write
A(r 1y _ ATt Tt T T, L] 7Ll M M
IL, (6, k) =C, I+ O T + O 11 + O, T, (E.2.10)
The argument of the C’s is (€, k), while the argument of the form factors II is

(€ k, k?).
It is helpful to be able to invert the relation Eq. (E.2.10) in order to project
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out the form factors individually. We find
kK,
k w

M = kszA( —k'—fky), (E.2.12)

! (E.2.11)

| s (R
1—(€~k)2/k2[“ﬂ‘“’” )

k
1
™t = 5{113“ - [HT’I + 1M+ HLJ] } (E.2.14)

= M — (1+ (6 k)2 /k?) HM}, (E.2.13)

E.2.1 Special kinematics

When (¢-k)? = k2, corresponding to vanishing spatial momentum in the rest frame
of the thermal system, the projectors C’T ' and C’Tl as well as CM become singular.
Therefore we will define the value of the form factors in this limit by continuity.

When € and k are collinear, there are only two independent tensor structures,

kuk,

Hﬁz’/COI(év k) = (5W k2

B i (2) + k;f”n (k). (E.2.15)

Applying the relevant projectors as in Egs. (E.2.11HE.2.14)), one finds that

mht = 0™ = [y, - = 11, mM =o. (E.2.16)

When € - £ = 0, corresponding to the static correlators, C’E,;l becomes equal
to C’}XI,. Therefore, in that situation the Euclidean correlator is only sensitive
to the sum of the two corresponding form factors, (IIM + I17!). Eq.
nonetheless provides an unambiguous definition of IIM if, expressed in the rest
frame, limg,_o Hf)“i /ko is known. The latter limit, however, requires an analytic

continuation of the Euclidean correlator.

E.2.2 The zero-temperature limit
At zero temperature, it is natural to parametrize the correlation function as

ok, kil
A, (k) = (%— = )HT(kQ) ST (). (E.2.17)
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Applying the same projectors as in Eqgs. (E.2.11HE.2.14) onto the correlation
function (E.2.17), and requiring that the same result be obtained in the zero-

temperature limit, we obtain

mele -k k?) — TIM(K?), (E.2.18)
M-k k*) — 0, (E.2.19)
ok k%) — HOT(k?), (E.2.20)
ek k%) — HOT(K?). (E.2.21)

E.2.3 Relation to the correlators of the pseudoscalar den-
sity

We define
S AL (e k) = / d'e ¢ (A%(x) PY(0)), (F.2.22)

5P k) = / d'z e** (P(x) P°(0)). (E.2.23)
We note the symmetry relations

A6 k) = —Ay (=&, —k), (F.2.24)
/ diz ¢ (P(z) Ay(0)): = Ay (e, —h), (F.2.25)

respectively from O(4) invariance and from translation invariance.

In [1§], Eq. (A7) and (A8), taking into account Eq. (E.2.25) and Eq. (E.2.4),
the Ward identities

2m AL (6, k) = ko 1T} (6,K), (E.2.26)
Am® P(e, k) = kI, (6, k)ko +m{du) (E.2.27)

were derived. Inserting our tensor decomposition of Hﬁa(& k), we find

e — (6-k/K?) k

2 A ) = i, TG 02 e ) L

ETIM(e -k, k2, (E.2.28)

4m? P(é,k) = k2 TI™' (€ - ke, k?) + m (). (E.2.29)
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E.3 On the residue of the pion pole

In this appendix, we use the general results of the previous section in the rest frame
of the thermal system, €, = (1,0,0,0). The form factors are thus functions of kg
and k% and the dependence on ¢ is no longer indicated explicitly. All expressions
for correlation functions in this section refer exclusively to the pion contribution.

In [18], it was shown that the residue of the pion pole in the two-point function
of Ay at vanishing spatial momentum is Res(wp) = f2m?2. In order to determine

the form of the residue at finite momentum, we parametrize the residue as
Res(wk) = f2(m2 + \k?). (E.3.1)

To determine the parameter A, we will exploit the fact that the spectral represen-
tation of the two-point function of Ay in terms of real-time excitations must agree
with the spectral representation in terms of screening states. From the former
point of view, the pion contribution to the correlator in momentum space takes
the form ) Pm? k)

15, (k) = ”k%”T, (E.3.2)
with wy given in Eq. . From the ‘screening’ point of view, the residue must
be proportional to k2 at small k2 (here we invoke the analytic continuation in the
frequency, away from the Matsubara values kg = 277Tn). This is so because the
screening pion is odd under the Euclidean time reversal xq — —xo, while Aq is

even. Thus we can write

—F2k2
(k) = —— -1k

- 1"T% (E.3.3)
k? + 5—(3 + m2

for some parameter F' to be determined. Equations (E.3.2) and (E.3.3) must agree
when the numerators are evaluated at the pole, kf = —wZ. From here we learn
the following,

Jr
P =3, A=1. (E.3.4)

This shows in particular that the residue has the form given in Eq. (6.4.13)). Es-

sentially the same argument was already used in [18] to determine the residue of
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the pion pole in the two-point function of the pseudoscalar density,

_ W) 1
Pk) = — e (E.3.5)

We note that for a one-pole contribution, factorization relations such as
[Ao(k)[* = [P (k)| [Ty (k)| (E.3.6)

hold. The phase of Ay can then be determined through its form at vanishing

spatial momentum given in [18].

E.3.1 The pion contribution to Hﬁy

Having found the residue of the pion pole in the various two-point functions of the

axial current, we give for completeness the pion contribution to the form factors

defined in Eqgs. (E.2.11HE.2.14)),

2,44 ,,2
M (g, k) = ——dz=t E.3.7
( 0 ) ]ﬂ2<k8+w12{), ( )
2 2k2(1—u2)
MM (g, k2) = 27 E.3.8
( 05 ) k2(k:(2)+w12{) 9 ( )
2k2(1 — u?)
5 ko, k2) = f”— E.3.
( 05 ) k§+w12{ ) ( 39)

I (ko k*) = 0. (E.3.10)

The first is obtained from Eq. (E.2.29)), then the second from Eq. (E.2.28)), the
third by using Eq. (E.2.13) and the first two results. Via Eq. (E.2.10)), the form

factors allow one to obtain the entire tensor Hﬁy.

These calculations could be greatly expedited by using an effective Lagrangian,
as written down in [98]. However it is also instructive to derive the results above
directly within QCD.



Appendix

Mock-data study of the Backus-Gilbert
method

In this appendix, we study the performance of the Backus-Gilbert method in a

realistic lattice QCD application. We apply the method on mock data, where the

underlying spectral function is known. Our goal is to validate the method used in

section [6.5.0l

Our procedure is the following:

1. We start from a real lattice correlator computed on the ‘zero’ temperature

ensemble O7 introduced in Sec. 6.5 and Table [6.7]

2. In order to construct a realistic model, a spectral function with sufficiently

many free parameters is fitted to the lattice data.

3. The original correlator data is now replaced by mock data, namely the cor-

relator obtained by integrating the fitted spectral function, with Gaussian

noise added (using the original covariance matrix of the correlator).

4. The mock data is now fed into the Backus-Gilbert method, which generates

a filtered spectral function ppg(w) and the resolution function é(w,w). The

former is compared to the input spectral function.

5. The final step, as in section [6.5.6] is to assume that the true spectral function

is dominated at low frequencies by the contribution of a stable particle (the

pion), and we determine its residue in the correlator from ppg(w) and §(@w, w).

The result is compared with the input value.
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F.1 Construction of realistic mock data

We use the Fuclidean pseudo scalar density correlator projected onto zero momen-

tum due to its good signal to noise ratio,
Gp(20)d% = — / &Pz (P*(2)P*(0)). (F.1.1)

In a first step, we want to obtain a fit function G(x,) which describes the data.
We employ the following fit ansatz for the spectral function,
A AN,
pr(w) = 716“05/2(5@ —wp) + (427)29@) — 3w )w?. (F.1.2)
It contains a d-type pion contribution at a low frequency wy and a continuum of
multi particle states beginning at threshold w = 3wy due to the negative parity of

the pseudoscalar density operator. The corresponding correlator is given byE|

GM(x) = /0 dwpp(w) (e’“xo—i—e’w(ﬁ’x‘))) (F.1.3)

= A cosh(wo(B/2 — z0))

A Nc 673w0:1:0
(4;)2 { 3 (2 + 6womo + Iwgzy) + (zo — B —x0)| - (F.1.4)
0

+

The fit to the data was performed in the interval zy/a € [5,64] in order to avoid cut-
off effects present a small distances. In view of Fig. one clearly sees that G ()
describes the data in a satisfactory way yielding an (uncorrelated) x?/d.o.f. ~ 1072
with fit parameters shown in Table [F.1] Note that we do not quote statistical er-
rors on the parameters Aq,wy and A, since our goal is merely to construct realistic
mock data.

The next step is to generate the correlator G (z,) that corresponds to the fitted
spectral function via the integral transform . In order to be as realistic as
possible, we add Gaussian noise G (z¢) to the correlator in order to obtain the
mock data G,

G (z0) = G (20) + 0GH (10). (F.1.5)

The noise is generated by using the covariance matrix S;; of the real data Gp(zf)

!The integrand in Eq. (F.1.3) should really be divided by (1 + exp(—fw)), but we neglect
this effect because wgf ~ 8.8.
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Ay JT? 463911
wo/T 8.394
A, 5.727

Table F.1: Fit parameters corresponding to G (z,). Dimensionful quantities are
made dimensionless by dividing with 7" = 1/128a. No renormalization constants
are included.

1.04

"Gp (o) /G () ——

1.02

i1

=

—

0.9

3

0.97

10 20 30 40 50 60

zo/a

Figure F.1: Euclidean correlator Gp(xo) divided by its fit function G ().

where ¢ and j label the discrete lattice points. The eigenvalues and eigenvectors

of S are obtained by solving the eigenvalue equation
Sv® = (¢)@y®), (F.1.6)

The statistically independent observables U® with squared variance (0%)® are

linear combinations of the points Gp(x}),

where the orthogonal matrix V' carries the eigenvectors written in columns and
diagonalizes S via VTSV = D. Random values §U® are generated according to
the normalized gaussian probability distribution

_u)?

) 1 .
POUY) = ———¢ 290 (F.1.8)
2m(02) @)
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and by back-substitution we obtain the random noise

G (£8) = (V) U, F.1.9
P 0 J

F.2 The Backus-Gilbert method applied to G%f ()

We now use the Backus-Gilbert algorithm on the mock-data G'i(z,) with the goal
to ‘reproduce’ the spectral function pp(w) with parameters in Table . We write
the following identity based on Eq.

G (20) = /OOO dw <pp(w)> qu (e7wm0 + e_‘”(ﬂ_’”‘))) : (F.2.1)

w? /,

~~

=K (zo,w)

so that the output ppg(w) of the Backus-Gilbert method is a ‘filtered’ version of

pp(w)
pra(@) = /OOO dw (@, w) (”P(“’)) . (F.2.2)

)
w2

The results are shown in the left panel of Fig. [F.2] which corresponds to a value
of the regulating parameter A\ = 0.25, and the points considered in the Backus-
Gilbert method belong to the interval =) /a € [5,20]. Consequently, the dimension
of all matrices and vectors defined previously is M = 16. In view of Fig. one

sees that the location of the pion pole agrees with the value quoted in Table [F.1]

As N,

i) and its

The same is true for the height of the threshold, whose expectation is

flatness is consistent with the assumed w?-growth of pp(w).

A CLB(;/T3
0.25 | 1.540(28) x 10!
0.05 | 1.536(23) x 10*
0.005 | 1.540(20) x 10*

Table F.2: The estimator apg/T? as defined in Eq. with 7" = 1/128a for
different values of A evaluated at w = wy. The expected value %e“f’ﬁ/ 2 = 1.54255 x
104
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T 0.08 T T T
Appc = A

expected - - - 0.07 I

0.25, @/T = wo/T ——
0.05, @/T = wy/T —— |
05, @/T = wo/T —

0.06 -

0.05

0.04

pBG (W)
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Figure F.2: Left: Estimator ppg(w) with A = 0.25. Expected values are shown as
dashed blue lines. Left: Resolution functions 6(wp,w) for different values of .
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Figure F.3: The estimator apg/T? as defined in Eq. with 7' = 1/128a as a
function of w Left: A = 0.25. Right: A = 0.005.

F.3 Extraction of the pion residue

We now extract the residue of the pion in the correlator from the output of the
Backus-Gilbert method. As in Eq. (6.5.21]), we assume that at small frequencies p
is dominated by the pion and therefore pp(w) = apgd(w—wp)+-... Using Eq.
we define an estimator apg(w) ,
5 2
apa(w) = Pralwliy (F.3.1)
d(w, wo)
which we expect in view of Eq. to be equal to %6“05/2 at w = wy. Table
and Fig. show that the agreement is excellent and stable as a function of w.
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This study adds to our confidence that the Backus-Gilbert method is a viable

approach for spectral function reconstruction in lattice QCD.

To summarize, the interpretation of ppg(w) in terms of the spectral function is
model-independent and determined solely by the resolution function & (w,w). The
latter in turn depends on the regulating parameter A\, which is chosen to balance
good resolution in frequency against the statistical precision of ppg(w). Prior
knowledge on the spectral function, such as the existence of a sharp excitation,

can be used a posteriori to extract its amplitude in the correlator.



Appendix G

Chiral perturbation theory predictions for

finite-T observables

The one-loop results of [113] for the finite-temperature and finite-size effects on

the chiral observables can be written as

O(T, L m2

(’)((0 oo)) =1- V@Fgl(mﬂ/T, mxL), (G.0.1)
1 3

Ve = 1, Vm. = _1_17 (1/“/’> 5 (GOQ)

. 1 1

gi(z,y) = (47)2 Z / dAN” exp{ )‘_ﬁ( y*(nf +n3 +n3) +a’nd) .
ni,n2,n3,Mn4

(G.0.3)

On the right-hand side, m, and f, are understood to be the zero-temperature,

infinite-volume quantities. The sum runs over four integers, where the term

(n1,n2,n3,n4) = (0,0,0,0) is to be omitted. In addition to showing

fx(T, 00) mx (T, 00) (Y1) (T, 00)
f=(0,00)’ m(0,00)’ (1) (0,00)” (G.04)
as a function of T', we also display the curves
LT2T)  ma(TYT) () (T.2T) G05)
fﬂ(07 Lref) ’ mﬂ'(07 Lref) ’ <2/_Jw> (07 Lref) o
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in Fig. , Fig.[6.7)), where L, corresponds to the spatial linear size of the A5 en-
semble. In this way the finite size (L = 2/T') of the spatial volume in our thermal
ensembles are taken into account in the comparison with the predictions of chiral

perturbation theory.

We want to show how to derive these equations starting with the ChPT La-
grangian written in Eq. (3.3.8]) for the two flavor theory with degenerate quark

masses focusing only on the temperature corrections.

G.1 Quark condensate

When matching QCD to ChPT, the first step is always to find the correspond-
ing operator in ChPT in terms of the matrices U and U' and its derivatives that
corresponds to the desired operator in QCD. For this purpose, one couples both
the QCD and ChPT lagrangian densities to external sources (a detailed derivation
on the generating functional can be found in [33]) which then are used to take
functional derivatives with respect to them so as to truly match all Green Func-
tions. The Quark condensate <zﬁw> in QCD can be derived in ChPT by taking
one functional derivative with respect to the scalar source s” with s = Zizo ST
and 7° = §%. In this way we obtain the following correspondence

P {U(2) + Ul ()} = —d(a)(a). (G.L1)

The next step is to expand the U matrices in terms of the fields ¢(x) = ¢*(z)7*

to next to leading order and we get
() = —2F?5 {1 - i <Tr{TaTb}¢a(a;)¢b(x)>} (G.12)

Evaluating the trace yields Tr{7%7%} = 2§%° and we define the thermal propagator

in euclidean metric

ip(z—y)

AT (z — y)6™ = (¢"(2) () _5abTZ/ dp €+E2 (G.1.3)
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with Eg = p? + M?, py = 27nyT and n € Z. The final formula then reads

() = —2F°% {1 - %AT(O)} + higher orders. (G.1.4)

We will mention how to convert the thermal propagator into the ¢g; function at
the end of this chapter.

G.2 Screening pion mass

The screening mass m, can be calculated by looking at the spatial dependence of
the axial two-point function. It was first introduced in Eq. (6.2.16) and plays an

important role in the analysis presented in Chapter [f]
Gy ()5 = / dro 21 (AS(2) AL(0)) ~ e~melesl (G.2.1)

Following the same strategy as in the previous section, one derives by taking

functional derivatives, the form of the axial current operator in ChP'T which reads
F2
Al(r) = _ITY {T“{U(x), 8“UT(x)}} . (G.2.2)
Expanding the U matrices to leading order one arrives
u F? u 2
Al(z) = —ITr TR Lo(x) ¢ e (G.2.3)

The lowest order corresponds to two insertions of the field ¢. This terms con-

tributes as (u = 3)

(%) 2 (%) " g (950" (2)D50(0)) . (G.2.4)
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Performing the integral over the perpendicular space to x3, fol/ T dzg [ dzidzs yields

for the previous expectation value

[ o [ owacto) = 1 [ [ e S [ 5 v

= —764“3 (G.2.5)

and we get the leading order term

2
F MefoS.

G5, (13)100" = 60 —— (G.2.6)

A correction to the exponent mass can only appear from a one-loop self-energy
graph. For doing this, the 4-pion-interaction-vertex V®(p,, py, pe, pg) coming
from the lowest order chiral Lagrangian is needed (see [33] or Appendix of [125]).
We expect a linear term in z3 since the mass appearing in the exponent will be
corrected as m, = M (1 + ae) and consequently we will obtain a term

F*M o~ Mas

R — (1 — aMxse) + other terms + O(€?). (G.2.7)

The expression one needs to evaluate coming from the self-energy diagram with

all prefactors included is

(FT)<%)( ) TQZ/ o | o <ppiej;2>2mpf\2 (G:28)

with Ve (p, k) = &2 (5M2 + (p — k)?). The factor of 1/2 is the symmetry factor of

the diagram. The integrals over the perpendicular space project onto py = p; =

p2 = 0. Linear terms in k vanish and the single term linear in x3 appears because
of the derivative one needs to take in order calculate the residue coming from the
double pole in p3. The linear term in x3 appears as

M2

— ?e—MmAT(o)xg (G.2.9)
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Adding the free result we obtain

F2M AT(0)
ab —Mz:
: _ 1 _ AT(0)
from which we conclude that @ = ; and € = ==~. Consequently
AT(0
my = M(1+ 4;2)) + higher orders. (G.2.11)

G.3 Screening pion decay constant

Once the chiral condensate correction and the screening mass have been calculated,
we can make use of the GOR relation. It was first introduced in Eq. (6.1.4)). It is
a relation valid at leading order in the quark mass expansion. At this order of the
temperature expansion the GOR relation still holds. Therefore we can just solve
for f, by performing a Taylor expansion of the corrections to the quark condensate

and of the screening mass. In this way we get

_ 1/2
fr = (—M) : (G.3.1)

mz
Inserting the previously calculated expression we manage to obtain

AT(0)
F2

fo=F(1— ) + higher orders. (G.3.2)

G.4 The function AT(0) at finite volume

We will consider the case where not only the time component of the momentum
vector is quantized in units of 275 but also the spatial components appear pro-

portional to 27 /L. The starting point is the function

AT(0) = % > ! (G.4.1)

2 + E2
Po,P1,P2,P3 po p
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We use Poisson summation formula on all four variables together with the Schwinger

representation of the propagator ﬁ = fooo d e~ Ma®+b%)
> / d)\/ —exp (=A(pg + E2) + i(ponof + pini L + pano L + psnsL))
no,n1,n2,n3
(G.4.2)
Completing squares and doing the change of variables
/ ‘nOB
= —— G.4.3
Po Po—1 o\ ( )
n; L
= pj—i— G4.4
yields
/ d/\/ 1 €Xp ( Mp§ + piph) — )\(4)\ + )\M2)> (G.4.5)
with n = (nof,n1L,nyL,ngL). The four gaussian integrals can be calculated

straightforwardly giving a factor (%)2 and we obtain

AT(O):(471T2 3 / dA—exp( AM?-%) (G.4.6)

no,n1,n2,n3

Simple algebra manipulations lead to the form written in Eq. . The term
n = (0,0,0,0) is to be omitted since it corresponds to the infinite volume and
zero temperature contribution. This integral form is specially suited for numerical
implementation since the integral will converge fast because of the damping term
in the exponent. Therefore, only a couple of terms in the sum are needed to
approximate the function (e.g. from —10 < n, <10, p =0,...,3). In addition a
Table can be produced with all possible norms of the vector n and its corresponding
degeneracy. In this way, one reduces the 4-dimensional sum to a simple sum over

norms times each degeneracy.
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