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Chapter 1

Introduction

1.1 Background

The so-called standard model of elementary particle physics provides actually the description of all phenomena
in particle physics. Only gravitation, which is acting very weakly on elementary particles, is not included in it.
Research activities in the last 30 years have verified the standard model with a very high degree of accuracy.
It serves the description of both, the particle contents and the particle dynamics, i.e., the forces between the
matter particles. Those forces were represented by the exchange of particles, the gauge bosons.

According to the standard model matter consists of 12 matter particles (6 quarks and 6 leptons) and 3 forces
(electromagnetic, weak and strong force), which were described by 12 gauge bosons (photon, 8 gluons and 3
electroweak bosons). In addition to that, it is believed that the so-called Higgs particles explain the creation of
particle masses. It has not been found yet, but there is a strong hope of the whole particle physics community
to find it at the LHC starting 2008. The 12 matter particles are grouped into 3 families or generations. The
particles of higher generations are heavy copies of the particles in the first generation and are not stable. They
decay into particles of the first generation, so that nearly all matter surrounding us consists of first generation
particles.

The language of the standard model is quantum field theory (QFT). All predictions are mathematically derived
from the Lagrange density £. Due to the fact that the Lagrange density contains more than 27 free parameters
(at least 3 coupling constants, 12 particle masses, 6 mixing angles for quarks and leptons, 2 angles for the
description of CP violation] and the Higgs particle mass), which have to be tuned to get physical results, there
is no doubt that there has to be a more fundamental theory in physics.

A very successful part of the standard model is the quantum field theory of the strong force, the quantum
chromodynamics abbreviated as QCD. There the basic parameters are the quark and gluon fields. Like every
quantum field theory in the standard model it is a local gauge theory. The gauge fields are the 8 gluons
which assure the local gauge invariance and create the interaction among the matter fields, the quarks. From
experiments one finds that the color forces are realized by the SU(3)¢ group.

In contrast to the abelian QED, where the mediator particle, the photon, is not charged, in QCD the mediator
particles, the gluons, are also carrying color charge, which makes the color force always attractive. For QED
and QCD the strength of the interaction is scale dependent. While for QED the coupling becomes smaller
when the energy scale decreases it is vice versa for QCD, i.e., the coupling is small at high energy transfers and
becomes larger when the energy decreases. The latter behavior is known as asymptotic freedom. The energy
to separate two quarks, which are bound within a hadron, increases when the distance between the two quarks
becomes larger and larger. At a certain point the energy to separate the two quarks is high enough to create a
new quark/anti-quark pair out of the vacuum. Therefore, quarks have never been observed as isolated particles
up to now. This fact is known as confinement.

L Cabibbo-Kobayashi-Maskawa-Matrix (CKM-Matrix)



2 Chapter 1: Introduction

In perturbation theory one performs an expansion in the coupling constant, which is expected to be smaller
than O(1). Hence, for QCD perturbation theory can be applied for the high energy regime, where the coupling
as is small. Investigating the low energy regime of QCD perturbation theory does no longer hold and one
has to use non-perturbative methods or different expansion parameters which are smaller than O(1) again.
There exists a effective perturbation theory, chiral perturbation theory abbreviated as xPT or ChPT, where
an expansion is done in the pion mass, the pion decay constant and hadron momenta. But this is, of course,
only an effective theory which has to be tuned via so-called low energy constants (LECs). However, if we can
determine those LECs to a high precision we can also calculate physical quantities in the low-energy regime of
QCD using perturbation theory methods.

A huge amount of evidence has been found, that QCD is the right theory of the strong interaction. However,
a complete understanding of non-perturbative QCD effects based on the fundamental equations exclusively is
still missing. This gap of knowledge limits the extraction of the free parameters in the standard model from
experiments. Calculations in Lattice QCD (LQCD) applying Monte Carlo simulations can help to fill that gap,
because lattice field theory provides a systematic way to solve QCD from first principles.

The physics in the low-energy regime is strongly influenced by the chiral symmetry and its breaking. For a long
time it was a fundamental problem to introduce chirality in lattice simulations. Naive lattice discretizations
always violate explicitly the chiral symmetry of the massless Dirac operator. One way to circumvent this
problem is to use solutions of the Ginsparg-Wilson relation. The spectral properties of Ginsparg-Wilson Dirac
operators have made it possible to study the structure of the QCD vacuum, in which the reasons of the chiral
symmetry breaking are hidden, very efficiently.

Another problem in Lattice QCD is the huge amount of computer time needed to generate independent
configurations. So, in the beginning usually the fermion determinant was set to a constant. This approximation
is equal to omitting the internal quark loops and simplifies the technical procedure tremendously. For many
observables the effects of these internal loops are indeed negligible and one has to add only a relatively small
systematical error to the results. With the progress in computer technology, however, full QCD simulations
(also called dynamical quark simulations) have become the standard and we are now even in the start-up phase
for so-called dynamical chiral QCD calculations.

1.2 Outline of this work

This work is made up of five parts. In part . we concentrate on QCD in the continuum. There we lay
the foundations for the present work. In Chapter B, we first introduce the QCD action and discuss several
symmetries and their breaking. Two important ways one can go to solve QCD, perturbative QCD (pQCD)
and chiral Perturbation theory (xPT), are discussed in Chapter B We also need predictions from the Random
Matrix Theory (RMT), especially from Chiral Random Matrix Theory (ChRMT). A short introduction into
those topics can be found in Chapter E

Solving QCD in the low energy regime from first principles means to apply non-perturbative methods like
lattice quantum chromodynamics (LQCD). In part [l we explain the used tools of LQCD and guide the reader
from the start to the end of a LQCD simulation. First we introduce in Chapter Bl the discretizations which allow
to put a continuous field theory on a discrete space-time lattice. Because of its central importance in this work
we discuss the used fermion actions in greater detail in Chapter [l From here on one has to evaluate an integral
with nearly infinite degrees of freedom. This will be reduced to a Monte Carlo calculation and to the task to
create configurations which are good representatives for the physical vacuum. In Chapter [ we explain this
calculation. From these configurations one can extract the physics of interest by evaluating expectation values
of operators, which have to have the correct symmetries. This is the analysis part of a lattice calculation and
we are dealing with that in Chapter B Once we have the data produced, it has to be brought in a shape such
that it can be compared with other results. Furthermore, one has to estimate the statistical and systematical
uncertainties and usually to extrapolate these results to physical regions afterwards. In Chapter @ we will pick
up these issues.

In Part [Tl we show examples which can be calculated by LQCD methods. We will start in a chronological way
with the chirally improved Dirac operator (CI Dirac operator). Here we made use of the quenched approximation
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which allows us to have very large statistics. For the first project in Chapter [ we worked on the quenched
baryon spectrum which already gives a very good agreement with the physical valued]. We also followed the
hype about the pentaquark which was believed to have been found a few years ago by many independent
experiments as well as earlier lattice calculations. We did not obtain any indication of its existence and in fact,
meanwhile the experimental evidence has basically disappeared. This is discussed in Chapter [l

Part [[V] contains our most recent work. In Chapter [Z we present an algorithm for dynamical fixed-point
fermions. Because of our gauge update we cannot use the standard method, the Hybrid Monte Carlo (HMC)
or one of its variants. This is the reason why we have to introduce nested Accept/Reject (A/R) steps and some
improvements to get better acceptance rates. In addition to that we also report on some benchmarks of the
applied algorithm, in particular of the most time consuming matrix-vector multiplication. In Chapter [[3 we
use the dynamical configurations to determine Low Energy Constants (LECs) of chiral perturbation theory.
Therefore, we need very small quark masses and a volume which is so small that even a pion does not fit into
it. This case is known as the e-regime which can be compared to ChRMT predictions. Elongating the time
direction we are switching from the e-regime to the so-called d-regime which is a pretty untouched field in LQCD
which in principle offers a different method to extract LECs.

We conclude this work in Part [M with a summary, an outlook and the acknowledgements.

In the appendix (pp. [X7) one can find calculations and definitions which do not fit into the context of the
main parts. We summarize in Appendix [Al the definitions of the - and Gell-Mann matrices, repeat the rules for
calculus with Grassmann numbers and the properties of discrete symmetry transformations which are important
for hadron spectroscopy on the lattice. In Appendix [Blwe recapitulate the path integral formalism on the lattice.
Appendix [ contains all the calculations suppressed in the main part for putting chiral symmetry on the lattice
which were used in this work. Here we also introduce covariant densities, conserved currents and show the
relevant terms for the AWI mass with Ny = 2 4 1 flavors. The subsequent Appendix [0 is structured quite
similar to Appendix[C but here we use the more general Ginsparg-Wilson equation to introduce chiral symmetry
on our lattice. In Appendix [E] we introduce the group theory needed to obtain two-, three- or even five quark
states. We start with Young tableaus and using them to classify the different symmetry classes. We also discuss
and analyze some quark models in Appendix [l The Appendices [G and [H summarize the parameters of the CI
fermions (Part [IIl) and the FP fermions (Part [M), respectively.

1.3 Publications

In [1, [2] and [3] we used several baryon operators on the lattice to combine them in a correlation matrix. This
matrix can be used to extract not only the ground states of baryons, but also some excited states. We give a
summary of the content of these three papers in Chapter [0

We also investigated whether one can find the pentaquark in our simulations. In [ and [B] we used different
operators which had not been tested by other groups yet to find the pentaquark on the lattice. In Chapter [l
we give some published and non-published results of these investigations.

The most recent work was done in collaboration with Prof. Dr. P. Hasenfratz and Dr. F. Niedermayer from
University of Bern. In [G], [7] and [8] we published the results that were found in the §- and e-regime, respectively.

2But there are also some serious exceptions to this statement.
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Quantum Chromodynamics is the quantum field theory of the strong force. It describes the interactions of
the quarks and gluons found in hadrons. The quarks are the fundamental ingredients of the hadrons, and
the gluons are responsible for the interaction among the quarks. Here the underlying SU(3)c gauge group is
non-Abelian. One consequence is that the theory is asymptotical free for small distances and strong for large
distances causing confinement in QCD. At large distances or low energies we can also find chiral symmetry
breaking which leads to a characteristic gap in the hadron spectrum. Determining the phase diagram of QCD
could presumably answer the question whether chiral symmetry breaking is able to explain confinement or shed
light on the relations between those two exceptional features of QCD.

Asymptotic freedom

Asymptotic freedom means that in high-energy reactions quarks and gluons interact very weakly. That QCD
incorporates this behavior was first discovered in the early 1970s by David Politzer and Frank Wilczek and by
David Gross. For this work they were awarded the 2004 Nobel Prize in Physicsﬁ.

They have calculated the S-function for an non-Abelian SU(NN) and found that it is negative at least for small
numbers of flavors Ny. For SU(3)c gauge group it is in leading order:

Blg) = —(497)2 [11 - %Nf] . (1.1)

From the §-function one gets the running coupling g(p):

2

—2 g
9 (p)= : , (1.2)
1+ —(427)2 [11 — %Nf} In (p/AQCD)

where Aqcp is called the QCD scale.

For large energies the renormalized coupling G(p) becomes small and the theory is called asymptotically free.
Therefore it is possible to use perturbative expansions in orders of the coupling constant. However, for low
energies this is not possible. Here quarks and gluons interact so strongly, that a perturbative expansion in the
coupling constant does no longer make sense.

Asymptotic freedom also legitimates the use of the parton quark model. This model was very successful and
using it one could even calculate radiation corrections in experiments which agree very well for hard processes. In
the parton model one proposes that nucleons consist of free, massless partons at high energies, whose momenta
sum up to the momentum of the nucleon.

Confinement

In contrast to asymptotic freedom confinement is a non-perturbative feature. Perturbation theory implies that
color charged particles propagate like free particles in leading order or interact very weakly in next-to-leading
order. However, quarks do not propagate like free particles for large distances.

Color confinement (often just called confinement) is the phenomenon stating that color charged particles cannot
be isolated. Quarks are confined with other quarks by the strong interaction so that the net color is neutral.
There are three color charges and their corresponding anti-color charges. A particle can only be color neutral
if it consists of one color charge and the corresponding anti-color charge (called meson) or if it consists of three
different (anti-)color charges (called baryon)E. One consequence of confinement is that the strong interaction
takes only effect in short range distances, otherwise one would expect to find color charges outside hadrons.

As two quarks get separated, the gluon field forms a narrow flux tube of color charge. Thus the force experienced
by the quark remains constant regardless of its distance from the other quark. Since energy goes as force times

3The original papers one finds in [T} [T4)
4Mesons are bosonic hadrons, while baryons are fermionic ones. In Chapter [Tl we also call a pentaquark a baryon, because it
has three different colored valence quarks.



distance, the total energy increases linearly with distance. When two quarks become separated, it is at some
point energetically more favorable for a new quark/anti-quark pair to be created out of the vacuum than to
allow the quarks to separate further. An video animation of the so-called string breaking has been published in

Ref. [13].

However, up to now there is only an intuitive understanding of the confining mechanism and a fundamental
knowledge is still missing.

Chiral symmetry breaking

In the case of massless quarks the QCD action is symmetric under SU(Ny) flavor symmetry and one can
introduce left- and right-handed projectors to find an additional symmetry, the chirality, which is SU(Ny)1, x
SU(N¢)r.

If we introduce masses for the quarks, we find that at least for the two smallest quark masses, m, and mg,
the SU(2) chiral symmetry is still approximatively intact. Furthermore the strange quark mass ms is still
small compared to the hadronic scale which makes it plausible, that also the SU(3) chiral symmetry should be
preserved relatively well in nature.

The expectation value of the vacuum ground state (¢1)), the chiral condensate, possesses less symmetries than
the action itself, because the chiral symmetry is brocken spontaneously:

SU(Ny), x SU(Ny)r — SU(Ny)y . (1.3)

The Goldstone theorem states that for every broken generator of a global, continuous symmetry group there
exists a so-called Goldstone boson. Thus, in the case of chiral symmetry breaking one gets NJ% — 1 massless
Goldstone bosons. In nature the quarks possess masses which breaks the chiral symmetry also explicitly. Due to
that explicit breaking of chiral symmetry, the NJ% —1 Goldstone bosons can no longer be massless. However, this
explains their relative small masses compared to other hadronic particles and makes chiral symmetry breaking
very important for the understanding of mass generation in the low energy regime of QCD.

Phase diagram of QCD

The phase diagram of QCD is not well known, neither experimentally nor theoretically. In some regions it
is only applicable to matter in a compact star, where the only relevant thermodynamic quantities are quark
chemical potential p and temperature T'. Fig. [Tl shows a proposed phase diagram for QCD [I6].

Ordinary atomic matter, as we know it, is really a mixed phase, droplets of nuclear matter (nuclei) surrounded
by vacuum, which exists at the low-temperature phase boundary between vacuum and nuclear matter. If we
increase the quark density (i.e., increase u) keeping the temperature low, we move into a phase of more and
more compressed nuclear matter. Following this path corresponds to burrowing more and more deeply into a
neutron star. Eventually, at an unknown critical value of u, there is a transition to a diquark-superconducting
(2SC) quark matter phase, where quarks can build non-color-neutral diquarks. At ultra-high densities we even
expect to find a color-flavor-locked (CFL) phase of color-superconducting quark matter. The difference between
the 2SC and the CFL phases is the different types of diquarks which are created:

(aq)2sc Peu (P2 (ke )y (=K, 1)) £ 0. (1.4)
(aalorr = D e eani(l (b DY} (=k, 1)) # 0, (1.5)

where a, 3 = 1,2, 3 are color and a,b = 1,2 are flavor indices. There are also speculations that in the 25C phase
chiral symmetry is restored (i.e., (¢¢b) = 0), while in the CFL phase it is broken again (i.e., (¢p1)) # 0).

Let us start at the bottom left corner of the phase diagram in Fig. [Tl in the vacuum where =T = 0. If we
heat up the system without introducing any preference for quarks over anti-quarks, i.e., u = 0, the quarks are
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Figure 1.1: Proposed phase diagram for QCD. SPS, RHIC and ALICE are the names of relativistic heavy-ion
collision experiments. 2SC and CFL refer to the diquark condensates in Eqs. ([C4) and (), respectively. This
figure was taken from [I6]. The names of the various phases are shown in green, and the environment in which
they might be found in black. Phase coexistence lines are shown as solid lines, critical points as filled circles,
and crossovers by shaded regions.

still confined and we create a gas of hadrons (mostly pions). Then, around 7" = 170 MeV there is a crossover
to the quark gluon plasma (QGP): thermal fluctuations break up the pions, and we find a gas of quarks, anti-
quarks, and gluons, as well as lighter particles such as photons, electrons, positrons, etc. Following this path
corresponds to traveling far back in time, to the state of the universe shortly after the Big Bang.

The line that rises up from the nuclear/2SC matter transition and then bends back towards the T' axis is
the conjectured boundary between confined and unconfined phases. Until recently it was also believed to be a
boundary between phases where chiral symmetry is broken (low temperature and density) and phases where
it is unbroken (high temperature and density). It is now known that the CFL phase exhibits chiral symmetry
breaking, and other quark matter phases like the 2SC phase may also break chiral symmetry, so it is not clear
whether this is really a chiral transition line. The line ends at the ”chiral critical point” which is a special
temperature and density at which striking physical phenomena are expected.

If the phase transition between deconfining and confining phase coincides with the phase transition between
the chiral symmetry breaking phase and the phase where chiral symmetry is restored, there is a high possibility
that both phenomena are the same or have the same origin.

On the lattice the confining phase is usually measured by the behavior of the Wilson loop, which is simply
the path in space-time traced out by a quark/anti-quark pair created at one point and annihilated at another
point. In a non-confining theory like QED, such a loop is proportional to its perimeter. However, in a confining
theory like the QCD at low temperature and densities, the action of the loop is instead proportional to its area.
Since the area will be proportional to the separation of the quark/anti-quark pair, free quarks are suppressed.
Mesons are allowed in such a picture, since a loop containing another loop in the opposite direction will only
have a small area between the two loops.



Outline

In this part we start to introduce the QCD action and its symmetries. Symmetries are a basic concept in
modern physics which we clarify in Chapter I Here we introduce QCD action (Section EII), the concept of
path integrals (Section ), local and global symmetries of the QCD action (Section ) and define topology on
the lattice (Section EZZl). We conclude this chapter with some remarks on anomalies as an important ingredient
of the theory (Section 2ZH).

To understand why one simulates QCD on a lattice it is also important to know why it cannot be done

differently. In Chapter Bl one finds perturbative methods which work very successfully for QED for instance.
Unfortunately, these methods can no longer be applied when investigating the low-energy regime of QCD.
However, in this regime we find all the hadrons of which we consist and which surround us.
In Section Bl we collect some of the concepts which are also important for Lattice QCD. In Section we put
together some effective theories of the low-energy regime which have also influenced LQCD. Chiral perturbation
theory, for instance, is used to extrapolate lattice results obtained at unphysical masses to the physical values.
We cope with finite volume effects in Section

In Chapter Fl we introduce random matrix theory (RMT), which deals with random matrices satisfying the
same symmetries as, e.g., the Dirac operator. A special case of RMT is the chiral RMT in Section EE2 where
we are even able to make predictions for LQCD in the e-regime.



Chapter 2

The QCD action and its symmetries

The action has been firstly applied in classical mechanics and with its help one is able to introduce the variational
principle. The variational principle states that every physical system behaves in such a way that the action of
this system becomes stationary. This important principle could also be generalized to quantum field theory.
The QCD action is the result of this principle and with it the whole system is described, i.e., one can derive the
equations of motion of the system. Therefore one has to put into the action all the symmetries of the system.

In order to develop Lattice QCD one needs a formalism which is suitable for computation. This formalism
is the Feynman’s path integral formalism in Euclidean space-time. Using this formalism one is able to apply
methods of statistical mechanics to a quantum field theory. We also apply the path integral method to identify
hidden symmetries in a quantized field theory. In this context we have to consider the Jacobian of the path
integral measure under a symmetry transformation.

In general symmetries can be divided in local and global symmetries. Each local symmetry is the basis of a
gauge theory and requires the introduction of its own gauge bosons. Whereas local symmetries act independently
at each point in space-time, global symmetries are symmetries whose operations must be simultaneously applied
to all points of space-time. One can find also some global discrete symmetries in physics which are listed in
Appendix A4

QCD is a gauge theory of the SU(3) gauge group obtained by taking the color charge to define a local symmetry.
Since the strong interaction does not discriminate between different flavors of quarks, QCD has approximate
flavor symmetry, which is broken by the differing masses of the quarks explicitly. There are additional global
symmetries whose definitions require the notion of chirality, discrimination between left and right-handed.

Finally we introduce topology and conclude this Chapter with a brief discussion of anomalies in QCD which
are the source of issues where a full understanding of the theory is missing.

2.1 The QCD action
The QCD is defined by its action Sqcp which is the space-time integral over the QCD Lagrangian L:

SQCD = /d4l‘£ = Sterm + Sgauge ) (2'1)

where Sterm is called the fermion action and Sgayge is called the gauge action.

10
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2.1.1 Fermion action

The fermion action describes the interaction of the quarks in a gluonic background field. We denote the quark
fields with ¢/, where f is the flavor index of the quark. For Euclidian QCD it il

Steem[t6,, A Z [T @l Do) + w10 (@) (2.2)

where m/ is the mass of the quark with flavor f and diagonal in flavor space. D, (x) is the covariant derivative
at the space-time x in direction p. The covariant derivative in QCD is defined by:

Dpu(w) =0, =y _igAL()t" = 0, + Ay(x) . (2.3)

a

where ¢ is the strong coupling constant and t* = %X’ are the generators of the su(3) algebra and \* are the
Gell-Mann matrices which can be found in Appendix The gluon fields of the strong interaction are denoted
as A%.

o

One can show that Sty is invariant under a local SU(3) gauge transformation A(x) € SU(3) which acts in
the following way on the particle fields:

A(2) = A@)Au(2)A" (2) + A(2)(0,A7 () (2.4)
= A@)Du(2)A " (x)

V() = Aax)(a), 2.5

U(z) = DA (). (2.6)

2.1.2 Gauge action

The gauge action describes the interaction between the gluons and their propagation:

Sgauge 52 d'a tr [Fl(2)Fu (@) (2.7)

1
2
1 4 a
= Z/d ZL'FMV(SC)F;u/a(z) :
)
(

The definition of the field strength tensor £}, () is

Fuw(@) = [Du(x),Dy(z)] (2.8)
O Av(x) = 0y Au(x) + [Ap(x), Ay (2)]

—ig (O A3 (x) — 0, A5 (x) + g f**C A () AS (2)) t°

= —igFﬁl,(x)t“.

The gauge invariance under a local SU(3) gauge transformation A(z) of Sgauge can be written as:

F;/w = Ax) Fu(x) Az)™? (2.9)

2.2 The path integral method

The Euclidean path integral formalism for the calculation of vacuum expectation values (0|O[v), 1, A]|0) is

Z [ [dv] [d9) [dA] O, b, A] e~ Sacolv-:A]
<0|O[¢,w,A]|O> - f [d’l/)] [d@] [dA] e—SQCD[w,E,A] . (2.10)

1Here and in the following we always suppress the color and Dirac indices of the fields.
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Both the operator O[¢), ¥, A] and the Euclidean QCD action Sqcp are functionals of the quark and gluon fields.
To get an expectation value one has to integrate over the following measures:

@] = T 1] vl @),
f z,a,.c
(@7 = T kot
[ z,a,c
[dA] = ] dAg (). (2.11)

The denominator in (I0) normalizes the unity operator to one, i.e., (1) = 1.

2.2.1 The generating functional

In order to implement a quantum description of currents and current matrix elements, one studies the generating
functional Z[n,7, j] of the theory:

Z[m,n, 5] = / [dy)] [d) [dA] e~ Sacolé:d Al —Pn—ji AL (2.12)

where 7,7 are Grassmann variables and j,(z) = jj(z)t* are currents in SU(3) color space. 7(z),n(z),j(z) are
so-called source fields at x and can be arbitrary. They allow us to probe the theory by studying its response
to the sources. All matrix elements needed to describe physical processes in the theory can be obtained from
In Z[7,7,j] by functional derivations, e.g., O, 1, A] is the time-ordered product of Ag(x)a(y)w(z)

(0[O, ¥, AJj0) = (0T (A%(x)¥(y)1(2))]0) 2.13)
_ 0 Z[n, 5]

=530 onfa) o) |15 (2.14)

=0

J

This way of calculating the vacuum expectation values produces naturally the normalization function in the
denominator of ([ZI0). Following this method one can also integrate out the fermion fields from the path integral
in (ZI). This is explicitly shown in Appendix [Bl

2.3 Local and global symmetries

Global transformations are a special case of local transformations. Thus the postulation of a local symmetry
should have a stronger impact on a theory than the postulation of only a global symmetry. Only local symmetries
exclude the unphysical possibilities of interactions among the particles. A theory of free particles can be globally,
but not locally symmetric, i.e., local symmetry enforces interactions. In Section EZTl we have already seen how
the local SU(3)¢ color symmetry acts on the fields. In the next Section we take a closer look on that issue
again.

2.3.1 Color symmetry

Quarks and gluons are carrying a color charge which is an additional internal quantum number. Although
quarks are fermions there can be up to 3 quarks in the same state as long as they differ in their color quantum
numberl. The three colors of a quark |b), |¢) and |r) create the color space of the quark. There are two
requirements to a theory of the strong interaction:

2The most direct experimental evidence that quarks have exact 3 colors comes from the measurements of the total cross sections
for the annihilation of electron-positron pairs in colliding beam experiments.
3cf. Appendix [H
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|| generation || charge +2/3e | MeV | charge —1/3e [ MeV |
1 u up 1to3 d down 3to7
2 ¢ charm 1250 =90 S strange 95 £ 25
3 t top 172500 £ 2700 || b bottom 4200 £ 70

Table 2.1: The current masses of the quarks as one can find them in [I7].

e The strong interaction is supposed to be locally symmetric under SU(3)c.

e Only singlets of the SU(3)¢ are allowed in the theory.

As we have already used in the previous Section Bl the transformations of the symmetry group can be written
in terms of products of the followin&:

dla) =P (@) = €O y(a) (2.15)
= (1+ia®(x)t")(x) (2.16)
— A@() (2.17)

where a®(z) are infinitesimal small, real angles. It is easy to show that the action () is invariant under this
transformationl

Sqcp — Sqepld' s ¥, AL = Sqep ¥, 4, Ayl - (2.18)

2.3.2 Flavor vector symmetry

All observed meson or baryon resonances can be classified by quantum numbers. One quantum number which
is only carried by quarks is the flavor quantum number. There are 6 different quarks, which are grouped into 3
generations or families and differ in their masses from each other.

In Table 2Tl the masses of the lightest three quarks (up, down and strange) are small compared to the hadronic
mass scale of 1 GeV which is still smaller than the masses of hadrons containing charm-, bottom- or top-quarks.
If we are only interested in the low-energy regime of QCD, we can approximate the full Lagrangian £ by its
light flavor version, i.e., consider only the up, down and strange type quarks.

For N; degenerate quark masses the action () is invariant under the global vector transformationdd:

P — P = ey Yy — Elf = Ef,e_io‘at;f/ , (2.19)

vp =y = Yy =P (2.20)
where the coefficients a® are real, space-time independent angles. In this context [ZIJ) is also known as the
isospin symmetry, generalized to Ny flavors.

For arbitrary masses the U(1)y in (20) still holds for (Z1]) and one can easily show that its conserved quantity
is the baryon number B. One of the consequences of this is that there is no proton decay into leptons within
the standard model.

2.3.3 Chiral symmetry

A second kind of global symmetry of the Lagrangian, called chiral symmetry, is valid for massless quarks if the
quark fields transform like:

Yy — Y = e sy Yy — Elf = Ef,e”f*ﬁat;/f , (2.21)

def. BEq. D)
Ssce Eqs. (), €, €3, €3 and €3

61t is called vector transformation because the corresponding Noether currents are vector currents.
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v = gy = ey Py = e (2:22)
where the coefficients 5 are again real, space-time independent angles.

Usually one introduces the following left- and right-handed projectors:
1
Py = 5(11 +v5)=P,r with Pi=P., PP =P P, =0, P +P =1, (2.23)

and defines:
YR = PLRY with YsYLR = TYLR - (2.24)

In the massless case we find a decoupling of left- and right-handed components:
L7 = L1, 4 Lr = DY + g DY . (2.25)

Thus we find that left- and right-handed components do not mix with each other. A mass term, however, mixes
the components:

D R VE LR M- VEE T (2.26)
One can summarize the essence of chiral symmetry in the single equation

Dvs +vD =0, (2.27)

which expresses the fact that the massless Dirac operator anti-commutes with ~s.

Since the chiral symmetry of the Lagrangian holds only for massless quarks, the limit of vanishing quark masses
is called the chiral limit. In the chiral limit the action has the symmetry

U(Ng)r x U(Ng)r = U(Ng)v x U(Ny)a , (2.28)

which is the same as
SU(N)v x U(l)y x SU(Nf)a x U(1)a - (2.29)

If one considers the fully quantized theory one finds that the fermion determinant is not invariant under ([Z22)
and the corresponding U(1), is broken explicitly by the non-invariant fermion integration measure in the path
integral formalism. So the remaining symmetry for the massless theory is:

SU(Nf)V X U(l)v X SU(Nf)A . (230)

2.3.4 Spontaneous breaking of chiral symmetry

The spontaneous breaking of symmetries is a concept which is well known in physics. While the action of
the system is invariant under a global transformation, the ground state is not. An order parameter for chiral
symmetry breaking is the chiral condensate (1/¢)). The chiral condensate transforms like a mass term and is not
invariant under chiral rotations [I8]:

() #0. (2.31)

Another important aspect of a spontaneously broken continuous symmetry is the appearance of Goldstone
bosons. Goldstone bosons are massless bosonic excitations. In the case of QCD the chiral condensate is not
invariant under a SU(Nys)a transformation and therefore in the Ny = 2 case the 3 pions are interpreted as
the Goldstone bosons of chiral symmetry breakingﬂ. For massless quarks a spontaneous breaking mechanism
of QCD would explain massless pions. Their relatively small masses can be understood as resulting from the
explicit symmetry breaking due to the small quark masses m,,, mq # 0.

"There have to be three Goldstone bosons for Ny = 2, because the spontaneously broken SU(2)a has three generators.
For Ny = 3 we have 8 generators and the corresponding Goldstone bosons are identified with the pseudoscalar meson octet

(v, 70, K+, KO, K, 7).
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2.4 Topology

2.4.1 The fermionic measure

If one applies the U(1) 4 transformation in (ZZ2) to the QCD action Sqcp, it remains invariant S’ = S, if the
classical conservation law for the axial current is satisfied:

Oujy, = 2imP (2.32)
where jf; = E’y#’)%’l/) is the axialvector current and P = 1)y51 is the pseudoscalar current.

In a quantized field theory we have to take into account the measures in the path integral. The generating
functional for the Green functions in Euclidean space reads]

— —f
[ 1w @0 e | Y [ @' @0 Duw) +mo @) [lattDueemh. 3
f
The path integral measure transforms chirally ad]
(0] [d'] = [d0] ()T (5, A, (2.34)
where the transformation Jacobian
T.A = e |- [ ate o) Al (2.35)
contains precisely the singlet anomaly [30) discussed in Section
—i vaf
=2i Z 9071 759071 ) — 167’(’2 et tr F;LVFOLB 5 (236)

where {¢, (x)} is a complete set of orthogonal eigenfunctions of the Dirac operator and is defined in Section ZZ2A
The calculations to get (Z30]) are rather lengthy and will not be included here. The interested reader is referred

to [19].
At the end of the day we have to modify the classical conservation law for the axial current in [Z32) into
0,je° (x) = 2imP(x) + 0" A[A, ()] , (2.37)
where one can see that even in the massless theory the axialvector current for flavor-singlets is not conserved

anymore.

2.4.2 Atiyah-Singer index theorem

Let us consider the eigenvalue equation for the Dirac operator D(x) = v, D, (z) in Euclidean space:

with {¢n(2)} being a complete set of orthogonal system of eigenfunctions. Then due to Z1) 5, satisfies
the equation with negative eigenvalues —\,:

Dyson(z) = =An 500 () - (2.39)

The eigenfunctions ¢,, and 75y, are orthogonal for A, # 0:

/d4w ol (@) 1500 () = 0. (2.40)

Scf. Appendix [E1
9For a better readability from now on we only use a single flavor.
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A proof of [ZZ0) can be found in textbookdl]. However, the eigenfunctions are not orthogonal for zero-eigenvalue
An = 0. According to Z38) and EZ3T) ¢° and v5¢° are eigenfunctions of the same eigenvalue )\, = 0. We
introduce positive and negative eigenfunctions

50?1+ = PJr(P?l s 90?1* = Pf@?z ) (241)

where Py = 1(1 £ 5). We define:

1
Dgpe =5 D(1£75)p, = Digp =0 (2.42)

Using the orthogonality condition ([ZZ0) we find:

/d4 Z‘Pn ) yspn(z) = /d4 Z@n z)50m () 3
/d4 Zw &)ys e (& /d4 Zw )50 (2)

= n" —n~ = index D, , (2.43)

where ny denote the number of positive and negative chirality zero-modes.

At the end of the day we get for the massless theory:
/ dz 9,55 (x) / da A[A,(2)] |
= 2i / d*z Z ol (x)vs0n ()

= 2i-index Dy = 2iQ, (2.44)

where @ is the topological charge and we define the topological charge density as:

1 ro,
Zson ) y5pn(@) = g5 7 tr FluFag . (2.45)

2.5 Anomalies

In quantum physics an anomaly is the failure of a symmetry of the action to be a symmetry of any regularization
of the full quantum theory. Technically, an anomalous symmetry in a quantum theory is a symmetry of the
action, but not of the measure.

2.5.1 Scale invariance anomaly

Looking at QCD in the chiral limit, the theory has no mass scale and so there is a conformal symmetry
x — o' = Mz for arbitrary A. The associated quark and gluon scale transformations would be:

P(z) = N Pp(Ae)  Al(x) — AAL (M) . (2.46)

While the Lagrangian itself is not invariant the action is easily seen to be unchanged. The Noether current
associated with the change of scale is
J#

scale — Z.UQI“’ ) (247>
where 0" is the energy-momentum tensor [20]. Since the energy-momentum tensor is conserved, 9,0" = 0,
the conservation of scale current is equivalent to the vanishing trace of 6*:

gt

scale 7

0, =0. (2.48)

10¢f, Ref. [19]
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For any hadron H, the matrix element of the energy-momentum tensor at zero momentum transfer is:
(H(k)|0" |H(k)) = 2k"k" . (2.49)
A vanishing trace would imply zero mass:
(H(K)|0," | H(k)) = 2M% =0 (2.50)

We would not expect, e.g., the proton mass to vanish if the quark masses were set equal to zero, yet the scale
invariance argument implies it must.

However, due to an anomaly the measure is not invariant under conformal symmetry and this introduces a
scale, which is the scale Aqcp. This scale breaks the conformal symmetry and determines the sizes and masses
of hadrons. The scale invariance anomaly is responsible for most of the mass of ordinary matter. A more
detailed discussion one finds in [20].

2.5.2 U(1), anomaly

The QCD Lagrangian in the chiral limit contains a further axial U(1)a symmetry, besides the chiral SU(Ny)y, x
SU(Ny)r symmetry and the vector U(1)y symmetry. The axial symmetry is, however, neither observed in the
hadron spectrum nor realized as a Goldstone boson. The resolution of this problem is found in the existence of
the U(1)a anomaly and of gauge field configurations with non-vanishing topological charge, called instantons.
Then the U(1)s symmetry is spontaneously broken without generating a Goldstone boson 21 22].

The chirally transformed path integral measure, discussed in Section EZZTl contains precisely the singlet
anomaly in ([Z30). Due to the fact that the action is invariant under U(1) symmetry, but the measure is not,
this is called an anomaly again. It is also called singlet anomaly, because it does not vanish for flavor singlet
terms only.

2.5.3 Strong CP problem

It is often listed among the positive features of QCD that it conserves baryon number, flavor and CP. If QCD
would be the only ingredient in our theory, we could remove the strong CP problem by imposing an additional
discrete CP symmetry on the QCD Lagrangian. In reality, this will not work for the full Standard model since
the electroweak sector always violates CP. In principle one can add to the QCD action (ZI) the following term:

Sgen = SQCD + SQ )

= Sqcp — /d4x B tr B Fap . (2.51)

3272
This additional term is also related to the U(1)a anomaly and the topological charge @ via:

0
3272

/ dix el tr F, Fop = gA[A] =0Q[A] . (2.52)

As we see in Section 222 the topological charge is connected to the index of the Dirac operator D which is in
turn connected to the number of zero modes of the Dirac operator. If we integrate out the fermion fields in the
action (X2l we get the fermion determinant, which is det D. From this follows that if the Dirac operator D has
an zero mode the fermion determinant vanishes and the partition function becomes zero. If the Dirac operator
does not have an zero mode, the topological charge Q[A] is zero and Sy vanishes in the partition function,
i.e., Sp does not contribute to the partition function of the QCD. However, one can show that in correlation
functions there can be contributions of Sy which have influence to nature. Due to the fact that 8 is very small,
i.e., |0] < 1072 derived from the measurement of the electric dipole moment of the neutron, these effects are
very hard to measure if they are there at all. The angle 6 is like the quark masses an input parameter of the
Standard model. It has to be fixed via experiments and cannot be predicted from the theory at the moment.
It is not clear why it has to be so small or even zero. This puzzle is the so-called strong CP problem of QCD.

10The measure is still invariant under SU (N f)a, which is spontaneously broken by the chiral condensate.



Chapter 3

Perturbation theories

3.1 Introduction to QCD perturbation theory

In contrast to quantum electrodynamics (QED) in QCD also the gauge bosons are charged and are able to
interact among themselves directly. Because the coupling constant ctrong Of the QCD is not small for large
distances or low energies, one cannot apply perturbation theory methods to solve QCD in this regime. But for
small distances or large energies the strong force becomes weak and one can use perturbation theory techniques
like in the QED. Nevertheless, due to the color charge of the quarks and gluons these techniques are more
complicated than in QED. In this Section we discuss some important techniques which are also used either in
Lattice QCD or are differently used putting them on a finite lattice.

3.1.1 Gauge fixing

First consider the quantization of the pure gauge theory without fermions. In Euclidean space-time we obtain
the functional integral

/ [dA] exp H / d*z F,(x)F*™ *(z)| . (3.1)

The Lagrangian is unchanged along the infinite number of directions in the space of field configurations corre-
sponding to local gauge transformations. To compute the functional integral we must factor out the integrations
along these directions, constraining the remaining integral to a much smaller space.

We will constrain the gauge directions by applying a gauge condition G(A) = 0 at each point z. Following
Faddeev and Popov, we can introduce this constraint by inserting into the functional integral the identity:

| :/[da] 6(G(Aa))’det (5G§AO‘))‘ . (3.2)

(0%

Here A% is a gauge field A transformed through a finite gauge transformation:
a\aga it i —iat¢
(A%)at® = el [Agtb + 534 et (3.3)
We bring this into the infinitesimal form for small a:
a\a a 1 a aoc C a 1 a
(A%)2 = A2 + gonat 1 beAb ot + 0(a®) = Al + Pl 0(a?). (3.4)
Now we have to choose a gauge condition, e.g., the generalized Lorentz gauge condition:

G(A) = 0" Aj (7) — w'(z) (3.5)

18
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with a Gaussian weight for w®(x). In contrast to QED, the determinant in [B2) is not independent of A, and
thus it does not vanish. Faddeev and Popov chose to represent this determinant as a functional integral over a
new set of anti-commuting fields:

det <%> = det (;8“D#) = /[dc][dE] exp {z‘/d“z E(@“D#)c] : (3.6)

¢, ¢ must be anti-commutating fields that are scalar under Lorentz transformations. Thus quantum excitations
of these fields have the wrong relation between spin and statistics to be physical particles. Nevertheless one can
work out Feynman rules for those particles which are called Faddeev-Popov ghosts.

Later we will see that gauge fixing on the lattice is not necessary in principle. Due to the fact that we are
using Monte Carlo techniques we do not see gauge copies in our calculations and therefore we do not need to
fix the gauge. Nevertheless if one is interested in ghost propagators for instance, also on the lattice gauge fixing
can be applied.

In Section [[2Z4] we use a special gauge fixing to improve the acceptance rate of our algorithm by reducing the
fluctuations in the determinant.

3.2 Introduction to chiral perturbation theory

In the low energy regime the chiral perturbation theory is another effective theory which is able to describe many
effects. There the pion masses and their small momenta are the perturbation parameters. Therefore it cannot
be a fundamental theory and so it has a natural cutoff for large energies. However, chiral perturbation theory
depends in the basic equations on constants which can be found via experiments or computer simulations.

An effective low energy theory of QCD must be such that chiral symmetry and its spontaneous and explicit
breaking are implemented. The degrees of freedom in QCD at low energies are composite hadrons, primarily
the Goldstone bosons. First of all we need an effective Lagrangian L.g for Ny = 2. Later we will extend it to
a Ny = 3 theory.

As discussed in Section we have the chiral transformations (2Z1]) which almost give rise to an invariance
of the QCD Lagrangian Lqcp for small quark masses m,,, mq. We will use the exponential representation of
the pseudoscalar Goldstone bosons. It is a unitary 2 x 2 matrix field U(z) € SU(2):

U(zr) = exp (iTF.‘W> . (3.7)
Under chiral transformations the matrix U transforms as
U—U =RUL", R,L € SUQ2)RrL - (3.8)
In general the effective Lagrangian Leg is a functional of U(x) and its derivative 0"U (x), and thus it follows:
Lacp — Lo = Leg|U, 0,U] . (3.9)
Leg is expanded in terms of powers of these derivatives
Lo =Lo+Ly+ Lo+ ... (3.10)

where the index gives the number of derivatives U (x). The leading term looks like
F2
Ly=—tr [orUt0,U] . (3.11)

After adding the leading symmetry breaking term proportional to a constant B such that L is still even in the
Goldstone boson fields, we obtain

2
Lo = FT tr [01U10,U] + gzﬂ tr (MUY +U)] . (3.12)
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We expand Eq. I2) in the isotriplet pion fields 7(z) defined in Eq. B) and get:
Lop= 5= B 2 2
Lo = §6ﬂ7r SO, T — i(mu + mq)7 + BF=(my, +ma) (3.13)

Due to the fact that the pions are bosons and thus should follow the Gordon-Klein equation we can identify the

constant B with the pion mass:

2

ms = B(my +mgq) . (3.14)

To be able to use the path integral formalism one has to introduce sources in the Lagrangian and we extend
the theory from Ny =2 to Ny = 3. This leads us to the partition function Z:

Zly,ru, 8,0 = / [dU)e™J 4 eLetlU0uU ksl (3.15)
where [,,,7,,s,p are 3 x 3 matrix source functions expressible as
l, = 12 + 1A, T, = 7’2 + At s=35" 459\, p=p"+pA\* (3.16)

for the left- and right-handed, scalar and pseudoscalar source terms. U usually contains the Goldstone boson
fields. These sources transform like:

Y — L(x)yr, Yr — R(2)r , (3.17)
l, — L(z)l,L(x)+i0,L(x)L(x), (3.18)
r, — R(z)r,R'(z) +i0,R(z)R(z), (3.19)
(s+ip) — L(z)(s+ip)Ri(x), (3.20)

where L, R € SU(3). These transformations provides an invariance of the theory under chiral symmetry. The
left- and right-handed source terms enter like a gauge field in the covariant derivative:

DU = 8,U +il,U —iUr, . (3.21)

The effective action is then expressed in terms of these quantities and at lowest order one gets:

F? F?
Ly = tr [D'UTD U] + — tr [xUT+ UX')] (3.22)

where
X =2B(s+ip), (3.23)

and B is a constant. In the limit [, =r, = p =0, s = M, this is the same effective Lagrangian as in Eq. (&12).
We could now extract matrix elements such as the scalar density matrix element for instance:

-+ 0InZ

(@u) + (dd) = = 2F’B. (3.24)

0s0 l=r=p=0

s=M

3.2.1 The Gell-Mann-QOakes-Renner relation

The constant F' appears in the matrix element (0[5} |7 (p)) = iFp,, of the axialvector current ji = 1y,75% and
determines the charged pion decay rate f,. If we also identify F' with the pion decay constant f, and combine
Egs. BI4) and B2Z4), we find the famous Gell-Mann-Oakes-Renner(GMOR) relation [23]:

M2 2 = 2 (m -+ ma) () + (@) (3.25)

This relation expresses in first order chiral perturbation theory the quadratic dependence of the pion mass in
terms of the quark masses: m2 oc m,. This is a well settled relation which can be found even on small lattice
simulations.
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Coefficient  Value Origin

Ly 0.65 +0.28 w7 scattering

L5 1.89 £0.26 and

L —3.06 +0.92 Ky decay

L 2.340.2 Fy | Fy

217 + Lg 04+0.1 meson masses

Lg 7.1+£0.3 7 charge radius

LY, —5.6+0.3 ™ — evy

L7 —0.4+7 n-n" mixing

L} ~0 vanishes in N, — oo limit
Lg ~0 vanishes in N, — oo limit

Table 3.1: Gasser-Leutwyler counterterms, given in units of 10~2 at renormalization point p = my, and the
means by which they are determined. The table was taken from [20].

3.2.2 Low energy constants

In Eq.@IZ), we have already seen two low energy constants, namely F' and B. In the next higher order for
Ny = 3 flavors there occur 10 further low energy constants:

10
Ly = Y L0,
i=1
= Ly [tr (D UDMUN] + Ly tr (D,UD,UY) - tr (D*UD'U') + Ly tr (D, UDMU D, UD'UT)
+ Lyt (DUDMUT) tr (XU + Uxt) + Ly tr (D UDPUT (xUT + Ux)) + Lg [tr (xUT + UxD)]* |
2
+ Ly [tr (x'U—-UxX")]" + Ls tr (xUXUT + UxTUXT) ,
+ iLg tr (Lu, D*UD"U' + R, D*UTD"U) + Ly tr (L, UR*UT) |
(3.26)
where the covariant derivative is defined via ([B2ZII), the constants L;, ¢ = 1,...10 are arbitrary (not determined
from chiral symmetry alone) and L, R, are external field strength tensors
Ly Ouly — Ol +illu, 1], L — L(2)LuwRY(2), (3.27)
Ry = 0ury —0yr, +ilru,m), R, — L(z)R,u, R () . (3.28)

The bare parameters L; which appear in this Lagrangian are not physical quantities. Instead the experimentally
relevant renormalized values of these parameters are obtained by appending to these bare values the divergent
one-loop contributions

.2
TS Imr) by -1 (3.29)

LT =L;—
3272 €

K3
By comparing predictions with experiment, Gasser and Leutwyler were able to determine empirical numbers
for each of these 10 parameters. Typical values are shown in Table Bl

If we can determine these low energy constants, we have a valid theory of the low energy regime of QCD. Lattice
QCD is a first principle method which can derive those low energy constants without experiments and as we
will see, e.g., in Section A3 LQCD makes strongly use of the chiral perturbation theory in the extrapolations
to physical masses. For a more detailed discussion of chiral perturbation theory the interested reader is referred

to [24] and [20].
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3.3 Finite volume effects

Numerical simulations of QCD are necessarily done in a finite volume. Since real experiments are performed in
volumes much larger than the hadronic scale (O(1 fm)), in comparing the numerical results with experiments
the finite size distortion is a nuance. One should eliminate the finite size effects by different volumes and
extrapolate to infinite volume.

There are, however, cases when finite size effects can be used directly to pin down physical effects. This is
in the case of QCD at very high temperatures. Finite temperature in QFTs are realized by a finite, periodic
extension along the time direction in Euclidean space-time. QCD in extreme environment can be simulated this
way, the related finite size effects describe directly observable physics.

An other situation is when the finite size effects in the numerical simulations cannot be compared directly
with real experiments, but rather with analytic theoretical results. This is the case in a finite box, where the
finite size effect are dominated by the lightest particles, the pions. In this case ChPT gives analytic predictions
on the finite size effects in terms of the low energy constants (LECs) of the effective theory. A comparison with
the numerical results gives predictions on this low energy constants. The interested reader is referred to [25].

3.3.1 ChPT in finite volume

It is useful to consider QCD with two degenerate flavors: Ny = 2, m,, = mgq = myq. Chiral symmetry is
spontaneously broken and the lightest excitations are the Goldstone bosons which are massless if m,q = O.
The low energy physics is dominated by the pions. This art of QCD is equivalent to a O(4) ~ SU(2) x SU(2)
ferromagnet. This connection will help to explain the physics in some cases below.

The expansion parameters in ChPT are
P
A7 F’ A7 F
where the theory can only be applied if both are small. In a finite volume the spatial momenta are discretized
according to Eq. (22). Therefore one can have small non-zero momenta and apply ChPT only if the condition

(3.30)

1
L>—~1fFf 31
> o m (3.31)

is satisfied. Note that unlike F'L the combination m L is not constrained. Both m,L <« 1 and m,L > 1 are
acceptable [26, 27, 28], but they imply different ways to organize the chiral seriesﬂ,

myL>1 <« p-expansion (3.32)

myL <1 <« e-expansion . (3.33)

3.3.2 p-regime

The so-called p-expansion applies to large volumes where finite size effects are exponentially small (O(e=™~1)),
which is the standard situation. When the linear size L of the lattice is much larger than the Compton
wavelength of the pions 1/m;, the system hardly feels the finite volume, and the typical momentum scale is
thus p ~ my,. As the size of the box or the quark mass becomes smaller, finite size effects start to become
important, but provided m,L > 1, ordinary perturbation theory is still applicable. In the boundary of this
regime, when m,L ~ 1, the expansion of the field U(x) in Eq. BI) around the classical solution and the
expansion in powers of momenta of the Lagrangian itself become the same expansion in powers of (FL)~!. This
is the so-called p-expansion [27] in which

My P 1
AQCD AQCD FL

(3.34)

IThe conditions mxL > 1 or mzL < 1 obtain a less formal meaning in the explicit results. Actually, the different regimes go
smoothly over in each other.
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If the chiral limit is approached further in such a way that the Compton wavelength of the pion is larger than
the box size (L > 1/m;), the conventional p-expansion eventually breaks down due to propagation of pions
with zero momenta. In this regime, the chiral effective theory in a finite box looks very much like in infinite
volume, i.e., finite-volume effects are exponentially suppressed by factors ~ exp (—m, L), while mass-effects are
dominant.

3.3.3 e-regime

In Lattice QCD it is possible, in principle, to determine the parameters of the effective chiral Lagrangian by
performing numerical simulations in the e-regime [26, 27], i.e., at quark masses where the physical extent of
the lattice is much smaller than the Compton wave length of the pion. The use of a formulation of the lattice
theory that preserves chiral symmetry is attractive in this context, but the numerical implementation of any
such approach requires special care in this kinematic situation due to the presence of some very low eigenvalues
of the Dirac operator.

The e-regime is where mpgL, < 1 for all 4 =1,...,4, i.e., the box size in all directions is much smaller then
the inverse pion mass (defined in the infinite volume). Then it is:

2
My p 1 9
~ ~ ~ €. 3.35
Aqep A(QQCD F2L2 ¢ ( )

It follows that mass effects are suppressed, while volume effects are enhanced and become polynomial in L~2.
At a given order in the effective theory the e-regime contains less LECs compared to the p-regime. The NLO
predictions are less contaminated by higher order effects, making the e-regime particularly advantageous and
clean to compute the leading order couplings F' and ¥. Furthermore, in the e-regime topology is relevant [29].
Observables can be defined at fixed values of the topological charge, and the dependence on this charge should
also be well reproduced by the effective theory. Therefore topology is a new variable in this regime, in addition
to the mass and the volume. However, in the infinite volume limit, the dependence on the topology is expected
to vanish.

Quark condensate from finite-size scaling

The quark condensate is the order parameter of spontaneous chiral symmetry breaking and it is non-vanishing
in the chiral limit. However, in the e-regime we are restricted to a finite box with a finite volume, where it is
expected that spontaneous symmetry breaking does not occur. Therefore the chiral condensate in finite volume
is proportional to the scaled mass p = mXV and is vanishing in the chiral limit [29]. It is:

Sp=—=—mZ~%pu, (3.36)

where Z is the partition function at leading order in the e-regime.

We hold the topology fixed and define
zZ= > "z, (3.37)

V=—00

where 0 is discussed in Section A3 If we now have a look at the chiral condensate, one finds:

¥ 0 v
Sulp) = ——=—InZ,=—+x,, 3.38
W= o ; (3.38)
ith > + (3.39)
i ), = —— e .
v X o(N; + )

1

where the infrared divergence proportional to ©~ " is due to zero-mode contributions.

In Eqs. B30) and ([B38) we express the chiral condensate in the finite volume which vanishes in the chiral
limit, in terms of the bare chiral condensate, which is an order parameter of chiral symmetry breaking and is
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non-vanishing for ¢ — 0. But although chiral symmetry in finite volumes is not spontaneously broken, the
chiral condensate is still affected with contributions which depends on the bare chiral condensate ¥. In [27]
Gasser and Leutwyler show that it is even possible to correct the finite-volume chiral condensate for the finite
size errors. We get in the e-regime:

Ni—1 p

5 = 9150 = Yoo
n N; F2L2

1+

, (3.40)

where 1 is a known universal shape coefficient [B0, BT, B2].

3.3.4 J-regime

In [33] Leutwyler introduces the d-regime when in the spatial directions the lattice is the same as in the e-regime,
but the time extent of the box is much larger than the spatial extent:

Ly>L;,i=1,23 andonly mpgL; <1. (3.41)

In this case a effective dim = 4 spin system is described by the quantum mechanics of an O(4) rotator with

the spectrum
I(1+2)
E = 42
I 56 (3.42)

where © is the moment of inertia.

In general the §-regime is somewhat more difficult to handle theoretically than the e-regime, since for L; — oo
the direction of the S spin field is decorrelated at sufficiently large relative distances in time. But the condition
mpsL; < 1 means that in space they are very strongly correlated, so there is in practice an average direction
So(t), which has a large but finite correlation length in ¢.

3.3.5 Rotator spectra in /- and e-regimes

The pattern of the spontaneous breaking of the Ny = 2 chiral symmetry is related to the same phenomenon
in O(4) spin modell. There we also have spontaneous symmetry breaking, where O(4) — O(3) is the same as
SU(2), x SU(2)r — SU(2)y in QCD.

Consider now the transfer matrix U(t',t) = e~ H(E'=1) of both, the spin or the QCD system. If you take
mq = 0, which corresponds to zero magnetic field for the spin model, then there are different types of modes,
classified by the conserved quantitied]. In particular, one has the translation invariance (momentum) and O(4)
invariance, i.e., rotation of all spins on a timeslicd]. Now the p # 0 states have an energy of O(27/Ly). If two
such states are put together to have zero total momentum, the new state gets an energy of at least 47 /L.

The rotator excitations can also be read off the action. These are states with p = 0, i.e., translational invariant
states, with some values of the magnetization M(t) = > s(z,t), where s(x,t) = (1,]) = (1,—1). Neglecting
the z-dependence, i.e., summing over the spatial volume, one gets |M (t)| = L2 assuming all spins on a timeslice
are parallel to each other and take this to renormalize the moment of inertia. Then one recovers the path
integral of a rotator with the moment of inertia © = F2L3. Hence the spectrum of these states is the rotator
spectrum, which for N = 4 reads as Eq. (822).

Now we build the ratio
AE; 1

AE,—,  4xF?L?°

(3.43)

So if F2L? >> 1 then the rotator spectrum lies significantly below the scattering states and dominates the
correlation functions. This is quite true for L; > Ly (0-regime!) since then the scattering states contribute as

2Heisenberg model in dim = 4
3Conserved quantities are in this context those quantities which commute with the transfer matrix
4Note that this may not be confused with the real angular momentum which due to the lattice is not a symmetry for finite a.



3.3 Finite volume effects 25

exp (—4nL;/Ls) < 1. But they are still dominating the correlation function at L; = Ly (e-regime!), although
the scattering states cannot be completely ignored. Moreover, unlike in the d-regime at large time distances,
where the lowest rotator excitation dominates, for L; ~ L4 a lot of rotator excitations are important. But the
e-regime has another way to calculate the same thing, not using the rotator modes necessarily, but applying
chiral perturbation theory directly.



Chapter 4

Random Matrix Theory

Random matrix theory (RMT) has been a unifying approach in physics and mathematics. It is also possible to
apply RMT to QCD, e.g., the behavior of the lowest lying eigenvalues of the Dirac operator can be described
by Chiral Random Matrix Theory (ChRMT).

4.1 Introduction to RMT

RMT has been very successful in describing certain properties of complicated physical systems with a large
number of degrees of freedom. The idea of RMT is based on the concept of universality. If a complex physical
system has universal properties and can be assigned to a given universality class, these properties can be studied
in the simplest model of the latter. For the case of QCD, the simplest model is chiral RMT (ChRMT), which
respects the same global symmetries as the QCD Dirac operator, but otherwise has Gaussian-distributed random
matrix elements.

See Ref. B4] for a detailed and pedagogical review.

4.1.1 The Banks-Casher relation

The eigenvalue equation for the Dirac operator in the continuum is given by
Dy, = idphy, A €ER. (4.1)

Based on this equation the spectral density p(\) of the Dirac operator is defined as

p(\) = <Z S\ — )\n)> . (4.2)

As shown by Banks and Casher in [B5] the spectral density is related to the chiral condensate ¥ as:

o e o TP
Y= = lim 1 lim ——— 4.
(#9) = lim lin Jim ==, (43)
where the ordering of the limits cannot be commuted. A direct consequence of the Banks-Casher relation (E3)
is that the (mean level) spacing of the smallest eigenvalues is given by:

1 s

AN —— ~ — .
(0~ VS

(4.4)

In order to investigate individual eigenvalue distributions, it is convenient to define the microscopic spectral

density [36]:
£

ps(§) = im T=p(375) (4.5)

26
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where ¢ = AXV is the scaled eigenvalue. This density describes the deep IR properties of the Dirac operator
spectrum. The results obtained by computing this quantity using LO chiral perturbation theory and RMT
coincide [37]. In RMT analytical predictions can even be given for individual distributions of the eigenvalues
with an arbitrary number of dynamical quark flavors.

4.2 Chiral RMT

The domain where RMT is valid is given by chiral perturbation theory. Leutwyler and Gasser have shown
in [27], that the QCD partition function considered in a finite volume V = L%, is dominated by pions, if the
following relation is fulfilled

1
<L<—. (4.6)
Aqcp My

In this case, when the Compton wavelength of the pion is larger than the box size L, the pion field is almost a
constant. In this approximation we are in the e-regime and chiral perturbation theory and RMT coincide [37].

In the e-regime the low-lying eigenvalue spectrum of the QCD Dirac operator matches that of ChRMT up to
a scale factor. This can be shown by identifying the QCD partition function in the e-regime with the partition
function of ChRMT [87]. The RMT partition function is given in [34, 36, B8, B9]:

Ny .
RMT _ my AW
ZEMT /[dW]P(W) f]:[1 det < Wt m, > : (4.7)
Here, W is a (n + v) x n matrix with P(W)-distributed random entries, N = 2n + v and the parameters my
play the role of the quark masses. The simplest case is the Gaussian case, where P(W) = exp [f g tr (WTW)]
and hence we only regard the chiral Gaussian Unitary Ensemble (chGUE) with the Dyson index 5 = 2.

This model reproduces the following symmetries of the QCD partition function [34]:

1. The Ua(1) symmetry. All eigenvalues of the random matrix Dirac operator occur in pairs +i), or are
zZero.

2. The topological structure of the QCD partition function. The Dirac matrix has exactly v zero eigenvalues.
This identifies v as the topological sector of the model.

3. The flavor symmetry, which is SU(Ny) x SU(Ny) and therefore the same as in QCD.

4. The spontaneously breaking of chiral symmetry by the chiral condensate given by
3= Nlim wp(0)/N , (4.8)
where N is the dimensionless volume of space-time.

Using this model, analytic predictions for the eigenvalue spectra can be made E0]. In [4I] Damgaard and
Nishigaki work out the probability distributions of the smallest eigenvalues of the Dirac operator. Analytic
expressions for individual distributions of the k-th smallest eigenvalues are given. These predictions can be
compared to the distribution of the eigenvalues from lattice data. The chiral condensate ¥ is the only unknown
quantity in these predictions. The parameters in the RMT predictions are the scaled eigenvalues £ = A\XV and
RMT masses g = mgXV. The value of ¥ can then be fitted so that the predictions of RMT and the lattice
data match for all given topological sectors v.
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Lattice Quantum Chromodynamics
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When we put QCD on a discrete 4-dimensional space-time lattice, we always speak about Lattice QCD which
is based on lattice gauge theory. Lattice QCD is suited for computer simulations and for obtaining physical
quantities from first principles, even in the low energy regime, where perturbative methods fail. To avoid
strongly oscillating contributions in the path integration one has to Wick-rotate the Minkowski space-time to
the Euclidean space-time. A typical computer simulation makes heavily use of Monte Carlo methods which
were originally developed in statistical physics.

Lattice gauge theory

The description of the long distance strong color force requires non-perturbative methods. The main motivation
for the introduction of lattice gauge theory by Wilson [42] was to formulate QCD non-perturbatively, in order to
explain confinement, and to allow for a numerical determination of the hadron spectrum and other low energy
hadron properties. A successful calculation of low energy hadronic parameters in Lattice QCD can, in principle,
also yield convincing evidence for QCD to be a valid description of strong interactions at all.

The lattice gauge theory is a quantum field theory, in which the regularization is done via the discretization
of the space-time. Due to the introduction of a minimal distance a (called lattice spacing) between two lattice
points the divergencies of the theory, which would occur at high momenta, are eliminated. The changeover to
a quantum field theory in the continuum takes place in the extrapolation of the lattice spacing to zero a — 0.
The lattice gauge theory has become very important, because its regularization is non-perturbative and so, it is
also possible to realize calculations in the low energy limit of QCD, where it is not possible to use perturbative
methods in principleﬂ.

Euclidization

Quantum field theories can be described in terms of classical fields which enter in path integrals of the kind

Z = / [dp]etSm @] (4.9)

The functional integral in () is over all field configurations ¢(x) which are weighted by the exponentiated
imaginary Minkowski action iSy; of the configuration. The importance of the path integral formalism has
increased tremendously since the installation of better and better computer systems allows to solve most com-
plicated integrations very fast.

To avoid strongly oscillating contributions in the path integration, we perform an analytic continuation from

Minkowski to Euclidean space-time, i.e., we change the metric from g, to 6,,,, which is called Wick rotation:

ro — —’il’4 . (410)

Therefore we also have to transform the gamma matrices according to Appendix [AJl Hence, we obtain the
action in Euclidean space-time:
’L'S]M — —SE . (4.11)

By going to Euclidean space-time the complex, oscillating weight becomes real and has the form of the Boltzmann
factor in classical statistical physics:

Z = /[dqb]eisMW — /[d¢]e‘sE[¢] : (4.12)

The multi-dimensional integral in Euclidean space-time can now be solved with Monte Carlo techniques (cf. Sec-
tion [ZT)).

IFor long distances or small energies the coupling constant of QCD «s is not a small number anymore. Therefore we cannot
expand the theory in terms of the coupling constant «s and neglect the higher orders for a good approximation, because all orders
may contribute. However, chiral perturbation theory also makes use of perturbative methods even in the low energy limit of QCD,
but this ansatz is not valid for higher energies. Thus Lattice QCD provides a non-perturbative way to do calculations in the low
energy limit of QCD.
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Note that the Hamilton operator in both the Euclidean and in the Minkowski space-time stays the same,
i.e., as long as one is interested in matrix elements and their energy eigenstates one always obtains the same
results independently of the space-time metric. More problematic are quantities which are not projected on the
eigenstates of the Hamiltonian, e.g., scattering matrix elements, but these are not discussed in this work.

Outline

In this part we concentrate on Lattice QCD and follow the way how a lattice simulation is done. First we explain
the ingredients of the simulation, stress the importance of chiral fermions and describe the generation of gauge
configurations with Monte Carlo methods. But at this point one has not gained any physical results at all.
After we have gauge configurations we want to calculate observables on them. Therefore we need propagators
and interpolators. After we have expectation values for the physical quantities on each gauge configuration we
have to cancel the discretization errors on the lattice, i.e., to perform chiral, infinite volume and continuum
extrapolations. Since we work with a finite set of gauge configurations, we also have to add an error analysis.
The results which we have obtained in that way can then be compared to experiments or other theoretical
predictions.

In Chapter Bl we begin to introduce Lattice QCD where we want to solve QCD on a lattice via brute force, i.e.,
computing very high-dimensional integrals. This is typically done on large computer systems. But even there
we have to restrict ourselves to finite degrees of freedom, i.e., we have to discretize the problem. Fortunately,
we can use the discretization (i.e., the lattice spacing a) as the regulator of the quantum field theory at the
same time. The discretization of the space-time is therefore the most intuitive discretization which connects
both, the numerical problems computing high-dimensional integrals and the theoretical needs (regularization)
of a quantum field theory. Due to the fact that QCD is also a gauge theory we have also to discretize the gauge
fields and to find a way to implement gauge invariance. Then, there are still various possibilities to calculate the
derivative in the Dirac operator. At the end of the day, one finds that chiral symmetry, which is very important
for the non-perturbative regime of QCD, is broken at first, but can be implemented in a different way.

Chiral fermions (Chapter @) are much more time consuming than, e.g., Wilson fermions. However, we show
how chiral fermions on the lattice has been rediscovered (Section [E]) and that the additional chiral symmetry
relativizes the efforts (Section [E2). In Part[[Ill we are using Chirally Improved (CI) fermions and in Part [V] we
are using fixed-point (FP) fermions. These are fermions which approximately chiral symmetry properties and
are much cheaper in terms of computer resources than exact chiral fermions. We introduce both fermions in
Sections and

In Chapter [ we give the basic ideas why we have to use Monte Carlo methods and why it is working for our
problem. We discuss the properties of an algorithm which are required to generate suitable gauge configurations.
From theory (Section [[Il) we come to a section for practitioner (Section [[Z), where the individual steps to
create gauge configurations are explained separately. In our simulations we also apply some improvements
discussed in Section [C3

Generating a lot of gauge configurations is only the first step. The ensuing analysis in Chapter Bl applied to
every configuration determines the observables one is interested in. There are many different ways of doing
that depending on, e.g., the lattice size, the fermion types or the way one puts the fermions on the lattice. In
our case after the gauge configuration are generated we compute the propagators and store them (Section BI).
This can be also done in different ways. We present here two types of propagators, the point-to-all and the
all-to-all propagators. Then, we can combine the propagators to correlation functions (Section B2). We also
discuss some important improvements as smearing and the variational method that we used in our calculations
(Section B3). Due to the fact low-mode averaging (Section B4 and covariant operators (Section BH) become
very important in Part [M we have put them in two additional improvement sections.

The final step before comparing the results to experiments or theoretical predictions is addressed in Chapter @
Comparing lattice results with physical values requires to set the scale first. After that we can always convert
our results in lattice units into energy or length units (Section [IIl). The analysis of the correlation functions is
shown via two examples and the AWI mass in Section Aiming for LECs we want to go another way as the
brute force calculation of matrix elements. We want to use the finite size effects in our lattices and access the
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e-regime. There, the LECs can be obtained in a much cleaner way (Section [B3]).

By doing a calculation on a discrete space-time lattice we obviously make discretization errors which are hope-
fully under control. But at the end we have to remove them to get physical results. Additionally due to
the restrictions in our computer resources we are not able to simulate at physical quark masses and volumes.
But we know from chiral perturbation theory how these results, obtained at unphysical quark masses and vol-
umes, should extrapolate to the physical ones (Section Bdl). After that we have to estimate the statistical and
systematical errors for our results (Section [LH).



Chapter 5

Discretizations

In order to put a theory on a lattice, one has to discretize space-time. This has two reasons:

1. We want to do a computer simulation. Therefore we have to cut the theory from an infinite number of
degrees of freedom to a finite number.

2. Computing a quantity in a quantum field theory we always need a regularization. But most of the
regularization methods used in perturbative QCD are not applicable on the lattice. In lattice gauge
theory the lattice spacing a works as its regularization because it is a non-perturbative ultraviolet cutoff.
At the same time the size of the lattice is applied for an infrared cutoff of the theory. Thus, the lattice
itself is an important ingredient for the definition of the quantum field theory.

5.1 The lattice

The hypercubic lattice consists of sites and links. The sites are the points x separated by the lattice spacing a:
z, = a(ni,na,n3,na) with n, €{0,...,L, — 1}, (5.1)

where L; are the extensions of the lattice in the directions ¢ = 1,...,4. The links connect a site at point x with
its neighboring site in fi-direction at point x + fi. [ is the vector of length a in direction . The links are often
denoted by (z, ). On such a hypercubic lattice, the quark fields o, 1 are located on the sites. Due to the fact
that the gauge fields U, (z) are orientated quantities they are lying on the links.

In an analogous way to the discretized space, momentum space has also discrete values only:

2T .
pl": a_L(n15n25n35n4) Wlth nﬂe{o""’Lﬂi]‘}' (52)

Here we are using periodic boundary conditions on the lattice, so that:

eipumu — eipu(mu+Lu) . (53)

We note that the lattice spacing a in the context of a quantum field theory also serves as a regulator, which
makes the whole theory finite. This kind of regularization breaks the Euclidean space-time symmetries O(4) to
the hypercubic group H (4)E Furthermore, the translational invariance of the theory is only present in integer
multiplies of the lattice spacing a. However, in the continuum limit @ — 0 all these symmetries have to be
restored, independently of the choice of the lattice.

n the hypercubic group only rotations about 7/2 and reflexions at the axes are incorporated, but discrete symmetries like
parity and time-reversal are still intact. The choice of the lattice strongly influences the symmetries which can be restored in the
continuum limit. Therefore more complicated lattices, e.g., a Fy lattice, can be used to incorporate more and more space-time
symmetries.

33
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Figure 5.1: The gauge fields are put on the links of the lattice. In Eq. (BI2) we define the smallest loop
consisting out of four links, the so-called plaquette.

5.2 The gauge action

The gauge field is a vector field. It has an index related to the space-time direction. Thus, it is natural to put it
on the links of the lattice (cf. Fig. B21l). The local gauge invariance of the continuum theory has to be reflected
by the transformation properties of the lattice variables which describe the gauge field. At this point the gauge
transporters are introduced which correspond to the path ordered exponentials of the gauge fields. On the link
(@, ) the parallel transporter is denoted by U,(x). The U, (z) are elements of the gauge group SU(3). They
are connected to the gauge fields A, (z) = —igAj(x)t* via

Uy (x) = et4n@ (5.4)
Under gauge transformation A(x) € SU(3) the parallel gauge transporters transform as
Uu(z) = U, (x) = A@) U, ()N Nz + f1) (5.5)

This relation makes the parallel transporters useful for constructing gauge invariant terms which are located on
different sites. In this context there exists also the following common notation:

U (@) = Uf(w — ) = UL, () = A@)U_u(@)A™ (= — ) (5.6)
The discretized gauge action is in general constructed as a sum of products of the parallel transporters along

closed paths. Due to that fact there are several different discretizations of the gauge actions possible. Therefore
we have to define the ordered product along a path P of k links on the lattice connecting the points xy and x;:

P[U] = Upy (20)Up, (w0 + fio) - U, (21 — 1) =[] Unl2) . (5.7)
(z,n)EP

We now introduce a shorthand notation for such paths P[U] using an ordered list of the directions of the links
of the path. We denote a path of length k on the lattice by

PlU =<ly,lay ..., 1 >, (5.8)
with the [; giving the directions of the subsequent hops, i.e., I; € {£1,+2, £3,+4}.
From ([&3) and (E8) one can show that the product P[U] transforms according to:
P[U] — P[U'] = A(zo) P[UJA (1) . (5.9)

We can now construct gauge invariant products of link variables through closing the path P to get a loop £
and taking the trace over it:

Lvl=tr | [] Unl@)| - (5.10)
(z,p)eL
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From ([23) we derive:

LU = tr [Azo) ] Un(@)A™(20)| =L[UT. (5.11)
(z,p)eL

Such loops of link variables are used for the construction of the gluon action. The easiest gluon action is the
Wilson gauge action.

5.2.1 Wilson gauge action

In the Wilson gauge action we use the shortest, non-trivial loops consisting of four link variables, namely the
plaquettes. The plaquette Uy, (x) is defined vieH:

U (@) = Up(2)Up(z + Q)U—p(@ + o+ 2)U_p(z + 0) =< p, v, —p, —v > . (5.12)

Wilson [42] defined the action for the pure SU(3)¢ lattice gauge theory in terms of plaquettes as follows:

Swilson|[U] = BZ Z (1 - % Re tr UW(QU)) . (5.13)

z 1<pu<v<4

Using &4) to expand (12, the Campell-Baker-Hausdorff formula

exp (A) exp (B) = exp <A + B+ %[A,B] +.. ) (5.14)
and finally
Ao +9) = Au@)+a0,A,(a)
Ay(z+p) = A(r)+ad,A(x)

we get a relation containing the field strength tensor:
Upw(z) = exp (a®Fy + O(a%)) . (5.15)

When we expand the exponential in (B2IH), take the trace and keep only the real part of it, we get:
o
Re tr Uy (z) =3+ 5 tr B, F" + 0(a) . (5.16)

Finally, we end up with

4
SWilson[U] = *62 Z <% tr FHUF’“V 4+ O(a6)> s

r 1<pu<v<4

(14
= DS (o B s 0t

T pv
B

D d*z (tr F,, F"™) | (5.17)

where we get the continuum gauge action (1) for the so-called inverse coupling
6

b= (5.18)

2also cf. Fig. Bl
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Figure 5.2: Here we plot the three contribution in the Liischer-Weisz gauge action. On the left this is the
plaquette (BI2) which also occurs in the Wilson gauge action. The figure in the middle is the rectangular (B22)
and on the right we have the parallelogram-like contribution (BZ3).

5.2.2 Liischer-Weisz gauge action

In Section FZl we make an order O(a?) discretization error. This can introduce problems in doing an extrapo-
lation to the continuum limit. Because gauge invariance restricts the available dimension-four operator for the
continuum gauge action to just one:

tr FuFlu (5.19)

we also find higher dimensional operators in the trace over the plaquettes. These operators are responsible for
the O(a?) discretization errors in ([EI3). To remove these O(a?) errors and to get an action with O(a?) errors,
one has to take into account additional higher-dimensional operators in the gauge action.

Here we introduce the Liischer-Weisz gauge action which consists in addition to the Wilson gauge action in
ET3) of auxiliary loops (cf. Fig. B2):

W =5 [1 - % Re ( tr UplaQ)] +a Y {1 - % Re ( tr Ufect)] +amY {1 - % Re (tr UP)| . (5.20)

plaq rect para

The [y term is the Wilson action (&I2):
Urt =y, (z), (5.21)

the ;1 term includes all 2 x 1 rectangular loops:

Ut(z) = Un(@)Uy(z + ap)Uy(x + afi+ a0)U_,(x + afi 4 2a0)U_, (z + 2a0)U_, (z + aD)
= < VU, —p, —U, —V >, (5.22)

and the 3 term contains all 1 x 1 x 1 parallelograms:

Uﬁjga = Uu(x)Ul,(x+aﬂ)U§(z+aﬂJral?)U,u(z+aﬂ+al§+aé)Uﬂ,(z+aﬁ+a§c)U75(z+a§A)
= < ,LL,V,{, — K, =, 7§> . (523)

Using suitable ratiod] for Bo, 1 and By the O(a?) discretization errors cancel and we get a gauge invariant
gauge action with O(a?) discretization errors.

Although it is not shown here, this method can be used to avoid even O(a?) discretization errors by adding more
and more closed loops and their corresponding coefficients. However, usually the other parts of a simulations
have larger discretization errors which would cover the advantages of a gauge actions without cutoff effects,
even if the perturbation theory for higher order would already exist.

3Tn particular we used Tadpole Improved Perturbation Theory [E3] to determine 3o, 81 and S3a.
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5.2.3 Renormalization-group inspired improvement

A different approach to improve the gauge action without adding more and more additional terms to the Wilson
action is inspired by renormalization group transformations (RGTs). In principle we want to use gauge actions
without any discretization errors or cutoff effects. Such actions live along the renormalized trajectory of some
RGT.

We want to relate the continuum theory of free fermions to a corresponding lattice theory by an exact RGT.
This is achieved by defining lattice fermion fields as block averages of continuum fields integrated over hyper-
cubes. The resulting lattice theory is then in all aspects equivalent to the underlying continuum theory, i.e., it
is completely free of lattice artifacts. It also has an exact chiral symmetry.

After performing repeated RGTs the action undergoes specific modifications

g BGT g7 RGT gn RGT — RGT g(n) (5.24)

We can write down the action in a general form, as a sum of all possible operators 0,[¢, ¥, U], each multiplied
with the corresponding coupling constant K,:

S, 1, U) =Y Ko Oulth, v, U] . (5.25)

The operators O,[¢, ¥, U] can be classified in three different kinds:

e Operators are called relevant if the corresponding coupling constant becomes larger after each RGT step.

e Most of the operators belong to the second kind of operators, so-called irrelevant operators, i.e., their
couplings go towards zero after a large number of RGT steps.

e The third kind of operators are called marginal operators. These operatorsﬂ do not change under RGTs.

After a RGT the action can be again expanded in terms of @a(il, ', U"), now with new coupling constants
K!,. Thus RGTs induce motions in the coupling constant space:

(K.} BT gk BT gy BET (5.26)
If we reproduce a point in the coupling constant space under a RGT, we call this a fixed point (FP) of the RGT:

(K2 2Ky (5.27)

Consider a lattice with lattice size L and lattice spacing a in each direction. We define a RGT where we
perform a simple block transformation as in Fig. We average two points in each directions to get one single
point. Thus we get a coarser lattice with lattice size L’ = L/2 and lattice spacing o’ = 2a in each direction. The
action also changes according to &24)). For large n, the action S contains only a few operators O4[t, v, U],
namely the relevant (and marginal) ones.

Let us now set the couplings of the relevant operators to zero by hand as they should be in a fixed pointﬁ.
Then the only operators which remains after n RGT steps are the marginal ones. Those do not change under
RGTs, in other words the action S does not change under further RGTs:

.. 28T g(m) o gFP BOT grp RGT (5.28)

The fixed-point action STF does not change under RGT, the action is exactly the same at different lattice
spacings a,a’,a”,.... Since also physics does not change under RGT, the FP action does not depend on the

4 Actually, we do not have really marginal operators. The name is mainly coming from perturbation theory, where some operators
do not move in leading order, but then move in the second order of perturbation theory. So they are not marginal. The best is to
talk only about relevant and irrelevant operators.

5If we already sit on the fixed point then all the relevant operators have to have zero coefficients, or otherwise they would move,
i.e., we would not be in the FP.
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Lo
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Figure 5.3: We demonstrate here the block transformation used in RGT. Several points of a fine lattice are
merged to a single point on a coarser lattice.

cutoff of the regularization, i.e., it has no cutoff effects and is exact in classical physics. A detailed review on
FP action can be found in [#4].

In a numerical simulation, where we calculate the gauge action very often, the FP gauge action would not be
feasible. But one can parametrize the solutions in terms of gauge loopsﬂ for Sgauge and fit the coefficients to:

FP : FP
Sgauge(v) = ?}}? (Sgauge(U) + Tgauge(‘/v U)) ) (5'29)

where Tyauge(V, U) defines the gauge invariant averaging process from the fine U to the coarse field V:

T(V,U)gauge = 3 (NM(xB) - % Re tr [Vu(xB)QL(xB)D , (5.30)

TB,M

where xp are the coordinates of the coarse lattice after a RGT process. Q,(xzp) is a 3 x 3 matrix which
represents a special averaging of products of link variables U, (x) connecting the sites xp and xp + 2/ on the
fine lattice. The term

N, (z5) = ngsa[%){% Re tr [WQL(xB)]} . (5.31)

is a normalization which ensures the invariance of the partition function. The parameter x, is a positive
constant, which can be fixed by optimizing the action to have a short interaction range.

5.3 The Dirac operator

The fermionic part of the QCD action in the continuum is given by [Z2) and it transforms on the lattice into:

Stermltr, B, A — SK [0, 0,01 = 3. o'F (@)[D(a, 2!, U) + mI | (') | (5.32)

f oz

where D(z,2',U) is a matrix in color and spinor space. Furthermore it is diagonal in flavor space. Sometimes
one rescales the quark fields such that the lattice spacing a disappears

St 0. 0,U] = 3.3 o3P (@)aD(a, 2, U) + am/]ad v (2))
f oz

— S @)D (2,2, U) + m | () (5.33)

f =z

6For parametrization of the FP gauge action the same gauge loops as for the Liischer-Weisz gauge action in Section [2Z3 are

used (cf. Fig. B2).
"We refer the interested reader to for the explicit form of the RG block transformation.
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For practical reasons this is similar as to set the lattice spacing to a = 1, but keep in mind that the dimensions
of the quantities are still important whenever we want to interpret the lattice data.

On the lattice we have to define the discretization of the derivative which is a non-trivial task. The naive
discretization faild] as it produces doublers, i.e., additional mass degenerate states at each corner of the Brillouin
zone.

A general discretization of the derivative acts on the quark fields at different sites. Thus the Dirac operator
has to depend on the gauge fields through products of parallel transporters along paths connecting the quark
fields located at different sites. This condition is equal to the gauge invariance of the fermion action in the
continuum formulation ().

In addition to gauge invariance the Dirac operator should have as many of the continuum properties as
possible, i.e., the action should be invariant under charge conjugation C, parity P, rotations and translations.
Furthermore the Dirac operator should be 75-hermitian:

5.3.1 Naive fermions

In the continuum the fermion action Sterm[t0, 4, 0] for a free fermion is given by the expressiorE
St .01~ 3 [t @l ou(a) + m 1o @) (5.35)

When formulating this action on the lattice we have to discretize the integral over space-time as well as the
partial derivative, where we use a symmetric expression:

L @+ ) — @ — ) - (5.36)

0u(x) = 5

On the lattice we get for (E33):

{ O (x+ p) — ol (x — )

Stermlth, 8,0] — S [0, %) = 3" a* S0 (@) |7, o +mf¢f(z>] : (5.37)
f T,

One can easily see that S}céﬁfn is not gauge invariant on the lattice. To get a gauge invariant action we have
to make use of the parallel transporters U, (z). We can now generalize the free fermion action to the so-called

naive fermion action describing fermions in an external gauge field U:

2 (@ + p) = U_ ()0 (x — [
S, v, U] = Z Zw { “(W(ﬂL)QaU“(W( ”)+mf¢f(z)]. (5.38)

Comparing this action with (B32) we get the naive Dirac operator on the lattice:

Dnalve(x z U Z’yu Z+H ! — U_M(m)(sm—ﬂ,m/] (539)

8cf. Section Bl
Icf. Eq. E3)
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5.3.2 Wilson-type fermions

Before we discuss the Wilson fermion action, let us compute the Fourier transform of ([&39) for the free case,
ie., Af(z) =0or Uy(z) = 1:

a® Z e~ D“aive(z, 2’,0) e~ , (5.40)

= g ;e_i(p“)z ;%i (e_i“q“ — ei“q“) , (5.41)

= —id® V&' (p+q) Y sin (agy) (5.42)
p

= W@V (p+q) Y v sin (apy) (5.43)

= a'Vél(p+q) ﬁ:aive (p) , (5.44)

where we have defined the Fourier transform of the naive Dirac operator as:
AL s 7
D" (p) = — si . 5.45
(p) =~ EM Y sin (apy) (5.45)

Now we calculate the inverse of Draive (p), which has the correct continuum limit:
—ia ), Y Sin (apu) oo =1, VuPp
—
2 2
(ZM Y sin (ap#)) p

In the continuum the momentum space propagator for massless fermions has a pole at p,, = (0,0,0,0). This
pole corresponds to the single fermion which is described by the continuum Dirac operator. However, on the
lattice the situation is different. There the propagator for free fermions has additional poles, whenever one of
the components is either p, = 0 or p, = m/a. It is easy to see that this creates 15 unphysical poles, the so-called
doublers.

Dnaive (p) -1 _

(5.46)

Wilson has found a way to circumvent this issue in defining the fermion action as follows:

{son 4 1 1
DV (g, ! U) = (5 + m) bra = 57 D (U= ) Up(@)0sjiar = 5= D (L4 %) Uma(@)da—par -
Iz Iz

naiv 4 1 1
= DM@, 2" U)+ —bowr — 5o D Un(®@)boier — % D U—u(@)de—par s
u u

_ naiv / a U,u(z)(;erﬂ.,z’ - 251,1’ + U*,u(z)(;zfﬂ,m’

= D™ e(:c,:c,U)§Z< - . (5.47)
"

The additional term is called Wilson term and it is proportional to the negative Laplace operator —0,0,. In

the momentum space one finds:

DWilson(p> _ Dnaive@) +m+ % Z (1 — cos (apy)) - (5.48)

The extra term, the so-called Wilson term, vanishes for components with p, = 0 and provides an additional
contribution 2/a for each component with p,, = m/a. This term acts like a mass term

2l
m — m + — (5.49)

where [ is the number of momentum components with p, = 7/a. In this way the unphysical doublers get an
infinite large mass in the continuum limit and decouple from the theory. However, due to this extra term the
Wilson Dirac operator breaks the chiral symmetry explicitly. The importance of chiral symmetry becomes more
concrete in Chapter [l



Chapter 6

Chiral fermions

In this work we make use of two kinds of Dirac operators, the chirally improved (CI) Dirac operator and the
parametrized fixed-point (FP) Dirac operator. They have one property in common, namely they are tuned to
satisfy chiral symmetry only approximately. We briefly try to explain the idea behind these operators. But
before that, we start to discuss some more general features of chiral fermions on the lattice.

6.1 Chiral symmetry on the lattice

Chiral symmetry and its breaking are very important ingredients for the QCD phenomenology, especially in
the low-energy regime. Although the Wilson Dirac operator (E41) has the correct continuum limit and also
avoids fermion doubling, we find that it violates chirality [Z27) even in the massless case. Nielsen and Ninomiya
[E6], B7 showed that this problem cannot be avoided without violating at least one of a set of conditions, which
all seem to be basically important.

6.1.1 Nielsen-Ninomiya No-Go theorem

The requested properties of a Dirac operator D on the lattice should be:

1. Locality: The Dirac operator D(z,y) has to decrease exponentially fast with e~ l=vl \where M is larger
than any physical mass on the lattice (i.e., M ~ a~!, cutoff). Locality is required in order to ensure
renormalizability and therefore that a consistent field theory is obtained.

2. Continuum limit: The Dirac operator has to have the correct naive continuum limit for a — 0.

3. No doublers: The number of fermion species should be equal to that of the target continuum theory. The
Fourier transform of the Dirac operator can be inverted for p # 0, i.e., it does not have any poles in the
Brillouin zone beyond the expected ones.

4. Chiral symmetry: v5D + D~s = 0. This implies that the fermion action is chirally invariant.

The Nielsen-Ninomiya theorem claims that these conditions cannot be satisfied simultaneously. Violating one
of the conditions [l - Bl somehow would cause severe theoretical problems. In the case of Wilson fermions (A1),
where we want to hold these conditions fixed, the lattice Dirac operator breaks chirality explicitly (condition
@)). In QCD this also creates serious technical problems and in chiral gauge theories it has even blocked
progress from the start:

e Due to the additive mass renormalization the bare quark mass has to be fine tuned. The interested reader
is referred to [A8]. We also discuss this in Section and in Appendix

41
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e Fluctuations of the Dirac operator eigenvalues restrict the computation of the Dirac propagator for light
quark masses. Even the massive Dirac operator D™ can have eigenvalues A ~ 0. The more the eigenvalues
of the massless Dirac operator fluctuate, the larger the bare quark mass m has to be in order to avoid a
break down in the inversion of the Dirac operator.

e Operators of different chiral representations are mixed.

6.1.2 Ginsparg-Wilson equation

Even though the Nielsen-Ninomiya No-Go theorem is correct, the solution to all these problems was published
by Ginsparg and Wilson H9] in 1982. They suggested to introduce a weaker condition for the chirality on the
lattice than condition (@), the so-called Ginsparg-Wilson equation:

5D 4+ Dys = aDvs 2R D . (6.1)

In @) the Dirac operatorﬂ D is the massless lattice Dirac operator, a is the lattice spacing and R is a local
matrix which is proportional to a 1 in spinor spaceE. In the continuum limit a — 0 the equation (B1) is equal
to condition (@) and for this reason chiral symmetry can even be restored on the lattice without violating the
Nielsen-Ninomiya No-Go theorem.

Although the Ginsparg-Wilson equation (GJI) was already proposed in 1982, it was never applied for Lattice
QCD, because no explicit solution was known. Finally, it was forgotten until 1998, when Hasenfratz, Laliena
and Niedermayer in [B0] and Neuberger in [51l, B2 suggested that chiral symmetry may also be preserved in
Lattice QCD. Although both constructions of their Dirac operators, which are chiral in the continuum limit, are
very complicated they all satisfy the Ginsparg-Wilson equation (G1I), which circumvents the Nielsen-Ninomiya
No-Go theorem in this way.

We can always transform the Dirac operator D:

D=+vV2RD V2R, (6.2)

and the fields ¥, U:

- 1 1
=V— =—VU, 6.3
v=Y5E YT R (65)
which is often very helpful to derive relations in a simpler way. We can then use:
V5D + Dvys = aDvys D (6.4)
where the fermion action S} (1,1, U] = Skat [¥, W, U] stays the samd]. In some constructions of a lattice
Dirac operator, R is set to a constant from the beginning, e.g., R = % The more general case 2R # 1 is

discussed in Appendix

Note that the net effect of the extra term on the right hand side is like a contact term for the anti-commutator
of the propagator D~1 with 5. If we multiply @2 with D~! from both sides we obtain:

D™ lys + 45D = avs (6.5)

or equivalently:
D lvs + 45D = ays 2R . (6.6)

1n this Chapter we strictly distinguish between D and D, where the matrix R is local or a constant, respectively. In all the
other chapters we explicitly denote, what Dirac operator we are using.

2Also the inverse of R is in contrast to the Dirac operator a ultra-local matrix (cf. Section B4).

3Note that we have here different measures in the path integrals. Although the fermionic action does not change, the partition
functions differ from each other.
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6.1.3 Neuberger’s overlap projection

Neuberger presented in [21] the overlap Dirac operator and has shown in [52] that it is also a solution of the
Ginsparg-Wilson equation (E4).

Any massless Dirac operator B(O), not suffering from the fermion doubling problem can be inserted into the
following overlap construction:

aDgy =1 — A(ysAysA)" Y2 . A=1-aDO® (6.7)
The so-called Neuberger or overlap operator Dy = D,y respects the simplified Ginsparg-Wilson relation (G4)
with 2R = 1.

If DO is ys-hermitian, then so is A, i.e., y54v5 = Af, and the inverse square root of y5AvsA = AT A in (B0
is well-defined. The convergence of an approximation to A (ATA)il/ % is the deciding factor for the computer

time needed and this depends on the qualityE of the original Dirac operator D©). Then it is easy to see that
D, obeys the Ginsparg-Wilson equation (G2):

aDl Doy = a lvs (11 —A (ATA)*l/Q) 5 (]l 4 (ATA)—UQ) 7
— 4! []1—75A(ATA)_1/275—A(ATA)_1/2+]1} ’
= DZV +DOV 9
= Dov = DGW . (68)

Because of the construction in Eq. (@) the operator D,y is no longer ultra-local, which can be shown for all
Ginsparg-Wilson Dirac operators (cf. [23]). However, locality has to be preserved to obtain a renormalizable
quantum field theory. The Dirac operator satisfies the following constraint:

|D(x,y)| < Ae™Mlrvl, (6.9)

where the constants A and M are independent of the gauge field. If M ~ a~! is a fixed distance on the lattice,
the Dirac operator is still local in the continuum limit ¢ — 0. In [54] it is shown that Do, is local (with
exponentially decaying tails) if the gauge field is sufficiently smooth at the scale of the cutoff.

The overlap improvement can also be applied for the CI Dirac operator D¢y or the parametrized FP Dirac
operator Dyp discussed in Sections and B4 respectively. In this way the exact chiral symmetry which was
lost due to the parametrizations in the CI and FP Dirac operators can be recovered again. Eq. ([20) is therefore
more like a projection of a non-chiral Dirac operator onto a solution of the Ginsparg-Wilson equation (G4I).

6.1.4 Chiral transformations on the lattice

Liischer proposed in [55] a modification of the standard infinitesimal chiral transformations in the continuumfl:
a ) a a e a a

where D is a massless Dirac operator satisfying (B4 and e is an infinitesimal parameter. For finite a the lattice
fermion action (E32) with m/ = 0 is invariant under these transformations and therefore the chiral rotations
in (@I0) allow us to define chiral symmetry also on the lattice.

To implement chiral symmetry on the lattice one can also define 45 via:

V5D + Dvs —aDvys D = vsD + D5 =0, Y5 =7 (1 —aD) (6.11)

4The approximation of the square root in Eq. () numerically converges the faster, the more chirality is already implemented
in the massless Dirac operator D(0).

5¢f. Section 233
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and use it to introduce the projectors Pp, and Pg:

PL:m, PR:]I_%. (6.12)
2 2
Due to ([B3) one finds (45)? = 1 and
P ="r, Pr=p, PrPy =P Pr=0, Pr+PL=1. (6.13)
Using the definitions in [Z23)) for Pp,, Pg and in ([GEI2) for Py, Py one can easily show that:
DPr = P.D, DP;, = PgD . (6.14)

We can use 45 to write down the transformations in ([EI0) in an asymmetric way:
(Sa’lpf = it(;‘fle’ﬁ%wf/ 5 (Sawf = 'L’Ef/’)%t(;‘/fe . (615)
One can easily check that the action is also invariant under these transformations.

Based on the last equations we can write the lattice action in the form:
$DY = $y,Dur, + U Duon = & (PaDPL + PLDPR ) 0, (6.16)
where we redefine the continuum definition [ZZ3)) on the lattice as follows:

P =0Pr, Yr=vP., YL=P, dr=PFry. (6.17)

According to Eq. ([GIH) we transform the mass term into this language:
— — — - - — a
M@ r + L) = m(Prlr + L) = mi (1 -2 D) v (6.18)

Therefore a massive Ginsparg-Wilson Dirac operator can be written in the form:

D™ = pO 4y (11 - gD(O)) =mD® +m1, (6.19)
where we define for later purposes
m:l—gm. (6.20)

6.1.5 Covariant densities and currents

In [B6, b7 Kikukawa and Yamada present a way to find the chirally covariant vector and axialvector currents
in the overlap construction with Wilson kernel. The more general case, which can also be used in numerical
simulations, can be found in [58].

The exact global symmetries in (EIH) imply the existence of covariant densities and covariant conserved
currents, which transform the same way as in the continuum. Inspired by the introduction of the mass into the
Dirac operator in Eq. ([EI8) we define a covariant scalar and pseudoscalar density in a similar way:

S“:E(]l —%D) 9, P =y (11 —%D) 19 . (6.21)

We show in Appendix that these densities satisfy the same relations as their continuum counterparts.

For the vector and axialvector currents it is not so easy to find conserved currents which transform covariantly.
In [58] the authors propose the following covariant and conserved currents (cf. Appendix [C3):

Vi) =9 (PRKM(x)PL + PLKH(x)pR) p, A%x) = (PRKM(x)PL - PLKH(x)pR) o, (6.22)

and give also a numerical procedure to obtain the kernel function K, (z) on the lattice defined in Eq. (C30)).
Note that in addition to their global covariance the currents in ([E22) are also invariant under a local axial
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and vector transformation as defined in Eqgs. (CIH) and (CIA). The fact that the action is a scalar under
these transformations implies also that it is O(a) improved since the mixing of the action density with higher
dimensional operators is forbidden by the symmetries. The spectral quantities are therefore automatically O(a)
improved.

Although having now covariant currents and densities, Eqs. (E2ZI) and [E2Z2) are not related to each other by
a Ward identity. However, we can also define scalar and pseudoscalar densities which are invariant under local
transformations (CIH) and ([CIG) and also satisfying the Ward identities [58:

s'0) = |38 (1 -5 D) 4 (1 - § D) (B) + 3sBla)in)] 0.
Pia) = |3BGns (1 -5 D)+ 1 (1~ § D) GsBl@) + B s (6:23)
where
(E(2))y: = Oyalus - (6.24)

Although Eqgs. (E2Z1)) and [EZ3) look very complicated one can replace them up to contact terms and prefactors
by the naive densities. This is discussed in Appendix

It is advantageous to work with scalar and pseudoscalar densities and conserved currents which transform
covariantly under the global transformations in Eqs. (CI0) and ({CTII). These dim = 3 operators are again
automatically O(a) improved, because they cannot mix with any dim = 4 operators.

For a generalization of the equations in this section to Dirac operators satisfying Eq. ([GJI) the interested reader
is referred to Appendices [ and

6.2 Consequences of the Ginsparg-Wilson equation

We summarize in this Section some of the most important consequences of the Ginsparg-Wilson equation (G4),
which are frequently used in the rest of this work.

6.2.1 Spectrum of a Ginsparg-Wilson Dirac operator

The corresponding eigenvalue equation is
D’U)\ = /\’U,\ . (625)

We also require 7s-hermiticity [&34)) for the Dirac operator. For a ~ys-hermitian Dirac operator one can show
that its eigenvalues are either real or come in complex conjugate pairs. Furthermore real eigenvalues can have
non-vanishing chirality vivysv,. # 0 or

v;%v,\ =0, unless A € R . (6.26)

Combining ~s-hermiticity and the Ginsparg-Wilson equation one finds for the eigenvalues of the massless Dirac
operator D:
A+ N =ad\*, (6.27)

which is the equation of a circle in the complex plane with A = x + iy:

P |

a

The so-called Ginsparg-Wilson circle has its center at (1/a,0) in the complex plane and a radius of 1/a (cf. plot
on the lhs. in Fig. Bl). Since the circle intersects the real axis at two points, the real eigenvalues are not only
sitting at zero, as in the continuum, but also at A = 2/a, i.e., not only zero eigenvalues, but also A = 2/a
eigenvalues can have non-vanishing chirality on the lattice.
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Figure 6.1: In the left figure we plot the Ginsparg-Wilson circle with R =
the spectrum for R # const. is confined between two circles with radii (2a7min
([2armin] =1, 0) and ([2armax] 1, 0) respectively.

, while on the right hand side
1 and (2a7max) "t centered at
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If 2R # 1 one can rescale the Dirac operator D using (E2)) and the eigenvalues of D lie on the Ginsparg-Wilson
circle again. Alternatively, the eigenvalues of D are restricted to lie between two circles of radii (2armi,) " and
(2a7rmax) "t centered at ([2armin] 71, 0) and ([2armax] 1, 0) respectively, where rpi, and ryax are the smallest
and largest eigenvalues of operator R, respectively (cf. plot on the rhs. in Fig. B).

The spectrum of a massive Dirac operator is not only shifted by the lattice mass am, but also the radius
depends on m. If we solve [EIJ) for the massless Dirac operator and apply ~s-hermiticity again, which is also
valid for the massive Dirac operator, and use the Ginsparg-Wilson equation (4] we obtain for the massive
eigenvalue spectrum:

m(A+ A —2m) = a (AN —m(A+ X*) + m?) for all m < 2/a , (6.29)

where m =1 — %am and A = x + iy again. This also corresponds to a circle equation plotted in Fig.

2 2
1+1 12
(x_ﬂ) H,zz(ﬂ) , (6.30)
a a

6.2.2 Topology

In [B0] it is shown that the solutions of the Ginsparg-Wilson relation satisfy the index theorem on the lattice: the
zero modes of D are chiral and the associated index is a topological invariant which represents the topological
charge on the lattice.

Consider Eq. ([E4) and assume the hermiticity property in Euclidean space-time in Eq. (E234)). Then, as it is
shown in Section the spectrum of the massless Dirac operator D lies on a circle with radius 1/a around
the point z = (1/a,0) in the complex plane and has the following properties.

e The real modes A = 0 and A\ = 2/a are chiral (i.e., the corresponding eigenvectors are also eigenvectors of
~5 with £1 eigenvalues).
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Figure 6.2: We show here the spectrum of the massive Dirac operator with 2R = 1. The spectrum is not only

shifted by am, but the radius of the circle is also scaled by the mass via 1 — %am.

e If vy is an eigenvector with a complex eigenvalue A, then vy~ = y5v) is also one and they are orthogonal
to each other: v;%v,\ = 0.

Define the fermionic density
1
q(z) = —5%po (vsD(z,2)) (6.31)

where tr p ¢ is the trace over all Dirac and color indices. Consider now

S ala) = — tr(3D) = 5 tr (152~ D) = 5 tr 32~ N(vhrsva) (6.32)

T A

where tr denotes the trace in all the indices. In the second step we add tr 75 = 0 to the trace. Using the
orthogonality properties discussed above only the A = 0 modes contribute giving

Zq(z) =ny—n_, (6.33)

x

where ny are the number of zero modes of the Dirac operator with positive/negative chirality. The index of D
is, therefore, a sum over x of the pseudoscalar density g(z). It can be shown [A9, 60, 6T} 2] that on smooth
configurations the gluonic quantity ¢(x) is the continuum topological charge density

1 e .
q(z) = ~39.2 B tr B, (x)Fap(z) = index (D) . (6.34)

This is the Atiyah-Singer index theorem on the lattice. We discuss its continuum version in Section
We can use Eq. (B33) to determine the topological charge of a gauge field whenever we are using an exact
Ginsparg-Wilson Dirac operator.

6.2.3 The chiral condensate

The chiral condensate <Ef (z)f (:c)> is not invariant under chiral transformations and is thus breaking chiral

symmetry. It can serve as an order parameter for spontaneous chiral symmetry breaking (cf. Section Phase
diagram of QCD at the beginning of Part ). Furthermore the chiral condensate is also important in chiral
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perturbation theory, where it plays the role of a low energy constant in the effective chiral Lagrangian (cf. Sec-
tion B2), which can only be determined via experiments or lattice calculations.

Having chirality implemented on the lattice, it becomes possible to study also spontaneous chiral symmetry
breaking on the lattice. With the lattice formulation of a scalar density (EZI) we write the chiral condensate
Y2t depending on the quark mass m and the Volume V:

Slet (1, V) = — @f(x) (11 - gD(O)) wf(x)> . (6.35)

We can use the translational invariance of the lattice, because the chiral condensate is independent of z and
after performing the integration over the fermion fields we get:

S (1, V) = %Z ((1-5D0) ¢™ ) (6.36)

U

where G(™) = (D)~ is the massive Dirac propagator. If we use [EIJ) we obtain:

12t (i, = — Z< _ _11>U , (6.37)

To obtain from this the order parameter of chiral symmetry breaking we have to take the infinite volume limit
V — oco. After that we also have to remove the explicit breaking of chiral symmetry through the mass term,
i.e., we have to take the limit m — 0. As a result we get the bare chiral condensate at a fixed UV cutoff !

yhare — Jim lim X'%*(m, V). (6.38)

m—0V—oo

The physical chiral condensate is renormalization scheme dependent and is usually given in the MS-scheme. It
is obvious that the whole calculation is a numerically very demanding approach which needs huge computer
time. In Section we also discuss another approach to determine the quark condensate 3 which is at least
computationally more promising.

6.3 The chirally improved Dirac operator

If we expand the most general lattice Dirac operator D in a basis of simple operators, the Ginsparg-Wilson
equation turns into a system of coupled quadratic equations for the expansion coefficients [63, [64]. The expansion
of D allows a natural cutoff and the remaining quadratic equations can be solved numerically. The procedure
allows us to find Dirac operators which obey the Ginsparg-Wilson equation with arbitrary precision. For a more
detailed discussion the interested reader is referred to [G3].

First step

Typically the derivative term on the lattice is discretized by the following nearest neighbor expressioxﬁ:

4
Z )0wtpy — U—p(2)00—py] - (6.39)

wl»—l

However, it is compatible with all the symmetries to discretize the derivative using higher order terms, e.g.,

»-lkl>—‘

4
Z (@ + 1)0at2p,y — U—p(2)U—p( — )0 —24y] (6.40)

and there are many more possibilities one can think of. Thus an ansatz for the most general Dirac operator D
must allow for a superposition of all the possible discretizations for the derivative term.

6Here we are using convention ([32) again.
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In order to remove the doublers one also needs a term which can distinguish between p, = 0 (physical modes)
and p, = 7/a (doublers) in momentum space. Such a term is provided by the standard Wilson term. Because
of symmetry reasons this term has to come with 1 in spinor space. Again, we allow for all possible terms.
We generalize D further, by including all terms also for the remaining elements I', of the Clifford algebra
(cf. Appendix [A]), i.e., tensors, axialvectors and the pseudoscalar. Thus the emerging lattice Dirac operator
has the following form:

D= Zr D <yl > (6.41)
pEP
where we use the notation defined in Section To each generator I, of the Clifford algebra we assign a set
P of paths p, each p given by some ordered set of links < Iy,la,...[;,| > (cf. Eq. [&8)) where |p| denotes the
length of the path p. Each path is weighted with some complex weight ¢

Second step

The second step is to impose on D the symmetries which we want to maintain: Translation and rotation
invariance and invariance under charge conjugation C and parity P. In addition we require that D is 75-
hermitian. When implementing all these symmetries we find that paths in our ansatz ([GZI) become grouped
together where all paths in a group come with the same coefficient up to sign factors [63].

When we insert our expanded Dirac operator D into the Ginsparg-Wilson equation ([B4]), we get a system of
coupled quadratic equations for the expansion coefficients of D. Due to the fact that we would get an infinite
number of coupled quadratic equations we truncate the expansion of D and find solutions for the finite number
of coupled equations which can be solved and stored on present computer systems. We call the solution, the
chirally improved Dirac operator Dcr. However, the truncation of the expansion only respects the Ginsparg-
Wilson relation approximately. An unfortunate consequence is that the lattice index theorem does not hold for
this operator. The chirality of the real modes of D¢y is no longer an integer £1, but distributed over the range
[—1,1]. Furthermore we get an additive mass renormalization (cf. B22).

6.4 The parametrized fixed-point Dirac operator

The FP Dirac operator satisfies the Ginsparg-Wilson relation exactly. However, it has a very complex structure
and is therefore difficult to use for lattice simulations. Consider the RG transformations in QCD as already
discussed in Section only for the fermionic action Sfepm:

e~ Sterm [XV] /[dU] [dy] [dw]€7(Sferm[avva]‘i’Tferm[YvaV;Ev"va]) _ (6.42)

The averaging function for the fermions Tterm[X, X; %, ¥, U] can be chosen in the following form:
Tferm[?; X5 Va Ea Z/}a U] = Z (XacB Z ’l/):nwz zB)(’if TBYB XyB Z WyB yl/fy (643)
TB,YB

where w,, ,, describes the averaging process in a local neighborhood of the coarse lattice point 2p and

(’if)IByB - ’if(SIByB (6'44)

can be used for optimizing issues. As in ([E29) we have to solve a minimization problem to get the fixed-point
fermion action:

Storm (V) = min (SEFL(U) + Trerm(V,U)) (6.45)
The minimizing fields in {EZ5) are given by:
wO(X)ac = K‘f Z ,y y yBXyB Y (646)
Y.YB
EO(X)I = Z YyBWyB,yA;,; ’ (647)

Y,YyB
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where
A(U)zy = Drp(U)e,y + Ky ZwT(U, V)azn@(V,U)zpy - (6.48)

ZB

For the fixed-point Dirac operator Dgp in Sterm one obtains:

DFP(V)IBJJB - HfaszyB - H?‘ Z W(V, U)IBJC[DFP(U)IW + waT(U’ V)LZBW(V’ U)ZByy]ile(Ua V)yvyB :
z,Y,2B

(6.49)
We can also get a FP equation for the propagator using Wick’s theorem in ([B) on the coarse lattice:

(xX0)=Drp(V)™", (@) =Drp(U)"". (6.50)
We can shift the variables x, X introducing
o=x—wi and d=x—Yw (6.51)

and integrate over ¢, ¢ and v, 1. We obtain:

_ 1 —
(xx) = e +w(dwt, (6.52)
or written in a different form:
_ 1 _
Dep(V); ) yn = K_f‘sm’” +Y wViU)apaPrp (V) yw(U V)], (6.53)
T,y

Inserting the FP Dirac operator from Eq. (E53) in the Ginsparg-Wilson equation (B0 we obtain the operator

R:
1
Rep(V)apyn = K—f(sszyB + > WV, U)apaRep(U)e y(U V)], (6.54)

z,y

In a numerical simulation, where we need to evaluate the matrix-vector product very frequently, there is no
way to calculate a Dirac operator using the FP equations [E4d). One can, however, parametrize the solutions
in terms of a certain number of fermion offsets and paths for Dpp, fit the coefficients to Eq. ([EZ9) and obtain an
approximate solution, Dip ™. While the Dpp is no longer an ultra-local operator, the operator Rpp has a far
simpler structure. Due to the fact that Eq. (B34 is a linear equation the hypercubic operator Rpp is strictly
zero outside of the hypercube. However, as for the Dirac operator Dpp one also has to find a parametrization
for the operator Rpp and fit the coefficients to Eq. (E54), where we obtain REE™™.

The parametrized FP Dirac operator Dhp ™™ being applicable for simulations is an approximation to the exact
operatOIﬁ. It has only a finite number of couplings, but is computationally not too expensive. As for the chirally
improved Dirac operatOIE D¢y the lattice index theorem does also not hold for the parametrized fixed-point

Dirac operator DR ™™ and we also get an additive mass renormalization (cf. Section [IZZ2).

TBecause of its ultra-locality and in contrast to the parametrized FP Dirac operator 'Dgia:,ram the parametrized operator Rgi;am

is exact.
8By construction Dgia;am and D¢y are approximately satisfying Eq. (@) and Eq. (&3], respectively.
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Ensemble creation

A numerical simulation in lattice field theory has the goal to calculate the expectation values of some functionals
Alp, 1, U] which depend on fermion fields v, ¥ and gauge configurations U. This is given by path integrals as:

(A4) =21 /[de [d)[dU)e SV AW, p, U], Z = /[de [d)[dU]e=St-PUL (7.1)
S, 1, U] is the lattice action and for a LQCD simulation it looks like:

S = B8, U]+ > DDy (7.2)
f

where D™ is the massive Dirac operator. If one integrates out the fermion fields the effective action S can be
written adl: , ,
Set[D, U] ~ BS4[U] = > In det D) = BS,[U] + S¢[D), U] . (7.3)
f

For a so-called quenched simulation the determinant in ([Z3)) is set to a constantfl.

Although we do not write the summation over the lattice sites explicitly, you can find it in both the gauge
action S,[U] and the fermion action Sy[D,U]. Since the problem size to find the exact solution of the integral
in ([ZJ) is too large, it is known that only a very small region in the configuration space will substantially
contribute. Dealing with such situations requires Monte Carlo simulations with importance sampling.

7.1 Monte Carlo integration

The basic theorem of simple Monte Carlo integration is:

1 . (£2) = {f)?
— [ dP & +y 4
v | s~ ) iy (7.4)
1 & 1 &
(Fy=52_ @), (=5 f@)?. (7.5)
i=1 i=1
The N points Z1,...,Zn are chosen independently and randomly with a uniform probability distribution in a

D-dimensional volume V. Eq. [Z4) is justified by the law of large numbers and the central limit theorem, i.e.,
in the limit N — oo one gets an exact solution of the integral.

Lef. Appendix Bl
2In the quenched approximation we neglect the fermionic part of the action or equivalently set the quark masses to infinity, i.e.,
this part contributes infinitely less to the action.

o1
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7.1.1 Importance sampling

Simple Monte Carlo integration works best for flat functions but has problems, if the integrand is sharply peaked
or rapidly oscillating. Therefore in lattice simulations one applies importance sampling which greatly improves
the efficiency of the Monte Carlo integration.

The idea is to find a function g(Z) > 0 which satisfies
f(@) = g(Z)n(T) , (7.6)

where [, dPx g(Z) = 1 and h(Z) is as close as possible to a constant. Then the integral in ([ZZ)) can be evaluated
by

%/VdD:cf(f)z %;h(@-), (7.7)

where the Z; are now chosen with probability density g(Z).

The expectation value of an operator A[+), v, U] on the lattice is calculated as followsl:
) =27 [lavesa). (7.8)

This is an integral over all possible sets of link variables U, (x) of the lattice:

v = [ dvg(x) . (7.9)
T,a,
Therefore we apply importance sampling to choose the link variables with a probability distribution of
P[U] = Ce %exlUl =y | (7.10)
where C is introduced as a normalization factoifl to get also the required probability property >, P[U] = 1.
We can identify the probability distribution w with the function g in equation (0.

Our algorithm has to choose configurations U; with the probability P[U;]. Then if we compute on these gauge
configurations some operators A[U;], we get for [CH):

N
1
(A) ~ NZA[UZ-]. (7.11)
=1
7.1.2 Markov chains
Stochastic processes:
A stochastic process is a sequence of events Xy, t = 1,2,... governed by probalistic laws.
Consider a system which can be in one of R discrete states s1, s2, ..., sg and which moves via

an event X from one state to another. Then the probability to find the system in a state s
after ¢ steps is denoted by P(Xq,...,X;—1|X:) and may depend on the previous states of the
system and possibly also on ¢ (see [69]).

A stochastic process is called stationary if the probability remains unchanged throughout
shifts in time, i.e., the probability distribution of (X, X¢4;,,..., X¢+j,) is the same as that
of (Xighy Xtthtjrs- - Xtthtj,) for any h. For such processes the mean E(X;) = p and the
variance F((X; — p)?) = o2 are independent of t.

3Compare this to Eq. (1) in the continuum. In this section we have already integrated over the fermion fields and obtain the
effective action Seg.

4The normalization factor C' is not important in our case, because as we discuss below we are only interested in the change of the
probability in our simulations, i.e., the normalization factor is the same for all probabilities P[U] and is therefore always canceled.
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A Markov chain is a stochastic process which generates a sequence of states with probabilities depending only
on the current state of the system (see [65]). If the current state is s;, then the chain moves to state s; at the
next step with transition probability p;;. The transition probabilities has to fulfill strong ergodicity, i.e., it must
be possible with a non-vanishing probability p;; to go from every state s; to every other state s;:

PlU; - Uj]=pi; >0 for all ,j=1,...,R. (7.12)

The condition ([ZIZ) ensures that every state can be reached from any other state in the system. Furthermore,
the transition probability has to be normalized

S PUi—Uj]=> pij=1. (7.13)
J

{U;}

The idea is to start with a arbitrary configuration and then construct a stochastic sequence of configurations
that follows an equilibrium distribution P[U], where P[U] is the probability to find the configuration U in the
system. This is done with a so-called Markov chain. Starting from an arbitrary configuration U; we get

Uy — Uy — o — U . (7.14)

If the Markov chain is supposed to follow an stationary distribution P[U], we have to find an algorithm which
has to fulfill the detailed balance condition.

Detailed balance:
If an algorithm satisfies detailed balance one gets the correct probability distribution:

W;Pij = WjPji - (7~15)

Note that detailed balance guarantees the fixed-point condition:
ijpji = Zwipij = w; . (7.16)
J J

This condition is sufficient (but not necessary) to generate a fixed probability distribution.

In the language of gauge configurations (I0) means

> PUjP[U; » Uil = Y PU|P[U; — Uj] = P[U;] . (7.17)
{U;} {U;}

7.1.3 The Metropolis algorithm

One simply way of implementing detailed balance is the Metropolis algorithm [66], where we select a candidate
state s; at random and then accept it with transition probability

pE5° = min <1, %) = min <1, 1;[[?]]) (7.18)

or otherwise keep the initial state s; as the next step in the Markov chain.

It is easy to see that ([LIX) satisfies the detailed balance condition:

wipy© = wipy©=w;  for o 2h (7.19)
wipls© = wipi© = w; for Yoq, (7.20)
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A Metropolis sweep

In [67) it is described that if we have two Markov steps P, and P, which both have the desired fixed point
distribution ([ZId), but are not necessarily ergodic ([LIZ), then the composition of the two steps Py o P is a
Markov step that also has the desired fixed point and it may be ergodic.

This result allows to sweep through a lattice performing single site Metropolis updates. Each single site
update has the desired fixed point. Therefore the entire sweep of the lattice has the desired fixed point also and
furthermore it is ergodic, although it does not satisfy detailed balance in general.

Overrelaxation

In the Metropolis algorithm a candidate configuration U’ is always accepted if it does not change the action
and so the probability P[U] = P[U’]. The idea is to find a candidate configuration U’ which has the same
probability weight as the valid configuration U and thus is automatically accepted. The advantage in doing so
is that we can speed up the motion through configuration space. Therefore we get a shorter autocorrelation
length in the Markov chainf]. However, the overrelaxation algorithm alone is not ergodic. Therefore one has to
combine the overrelaxation steps with other updating algorithms, such as Metropolis steps.

7.2 Running a simulation

The simulation consists of several steps, which are equally important. To start a Markov chain Monte Carlo
algorithm one needs an initial configuration U;. Next one has to create a Markov chain which has to reach
equilibrium first. This step is called thermalization or equilibration. Technically this is the same as to wait for
the stochastic process becoming stationary. As soon as the system is in equilibrium one can use the ensuingly
created configurations to compute expectation values of operators. Due to the Markov chain two consecutive
configurations U; and U,41 are usually strongly correlated, which would introduce artificially small statistical
errors. Therefore, one has to determine the autocorrelation first, to use only largely independent configurations.

7.2.1 Initializing

To start a Markov chain it is possible to use any configuration. But using just a random configuration (hot
start) or all link variables set to unity (cold start) would elongate the thermalization. In our simulation runs we
start always from Yang-Mills configurations. Here we start either hot or cold and create a Markov chain using
only the gauge part of the configurations. This is equal to using a quenched configuration to start with.

During the simulations it becomes necessary to split up the run into several subsequent runs. However, in this
stage we always start with the last configuration which was created. This does not disrupt the Markov chain as
long as one does not change the run parameters. In the initializing stage of a simulation we can only run one
line of a Markov chain, because we always need the previous configuration to get a new one.

7.2.2 Thermalization

Here we have to consider whether we did enough steps in the Markov chain, so that it becomes a stationary
process. Only after this check is satisfied all subsequently generated configurations in the Markov chain are also
thermalized. One way to check this would be to start with both a hot and a cold configuration, and compare the
behavior of some observables. If they produce the same values within statistical errors we are in equilibrium.
In dynamical simulations this would be too expensive in terms of computer time and one has to estimate the
beginning of the equilibrated phase in a different way.

In general how fast the system approaches the equilibrium depends on the updating algorithm and on lattice
specific parameters like the gauge coupling 3, the size of the lattice and the type of the action used. A

5¢f. Section [CZA
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rough estimate can be obtained from some quantities, e.g., the plaquette and its autocorrelation length. If the
autocorrelation length stays the same and does not change after several steps in the Markov chain, then this
could indicate that the stochastic process is stationary and the system has approached the equilibrium.

In practice, thermalization is a subtle issue requiring careful treatment. Whenever possible, it is preferred to
initialize a Markov chain with an already thermalized configuration from a previous run of the Markov chain.
However, if one starts a simulations it is a very difficult task to find the first thermalized configuration exactly.
Due to the fact that one is always constraint by available computer resources one often has to use results from
previous runs with the same action and lattice size.

7.2.3 Production runs

One has two choices to reach equilibrium and speed up the generation of independent configurations:

1. Increasing the number of processors speeds up the creation of configuration, because on every single node
the computer has to handle a smaller local volumes and therefore the memory requirements are smaller.
Unfortunately, it is not always possible to go to a larger number of processors. This could have different
reasons which are lying in the computer system or in the implementation of the algorithm. For instance
if the speed of the algorithm does not scale with the number of processors due to the need of more
communication we would need a larger amount of our limited budget.

2. One finds a sensible parallelization for the code which does not have to be the largest possible parallelization
and split the run into several lines which can be executed independently. Because we have started with
a thermalized configuration we are still in equilibrium. In this way if the code would not scale with the
numbers of CPUs within one run we are still able to scale with the over-all budget, i.e., we obtain in the
same time from each production line independent results and have therefore managed to speed up the
production by a factor depending on the number of the different lines.

7.2.4 Autocorrelation

We have an ensemble of N (thermalized) configurations {U;} which look as if they are drawn from some
probability distribution P[U], but were actually produced in sequential order by a Markov chain. The Markov
process introduces serial autocorrelations [67] into the ensemble which increases the true variance of the estimate.
This implies that estimates of the variance will underestimate the true variance, which can in fact be much
larger. In other words, our error bars are too small if our data is correlated.

Consider the autocorrelation of some quantities X; measured on a sequence of successive configurations U;
from a Markov chain. Without loss of generality we may assume (X) = 0. The variance of the estimator is the
sample average X which is

1 N 1 N N—-1 N 0_2 9 N—-1 N XX
@%:Rﬁ > Xan=R§[§jxi+2§: > XWX4::j§<1+Rf > XmX">.(zm)
m=1

m,n=1 m=1n=m+1

and if we introduced the autocorrelation function

X Xom
OX@)z—szgﬂ (7.22)
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In the case of a Markov chain, Cx (k) falls exponentially with k, and for sufficiently large N we have

2
g in
0% — == (1+27%") | (7.24)

where we have defined the integrated autocorrelation function

=Y "Cx (k). (7.25)
k=1

int

This result tells us that on average 1+ 27y" correlated measurements are needed to reduce the variance of X by
the same amount as a single truly independent measurement. In practice, the Markov chain updating method
has to be tuned to reduce the autocorrelation of the analyzed quantities to negligible levels. Note that 718 can
drastically vary for different observables and thus it is a good advice to compute the integrated autocorrelation

function for several different observables.

7.3 Improvements

After the ensembles are generated we are still not ready to start with the analysis. Here we discuss some
improvements for the gauge configurations.

7.3.1 Pruning

The consecutive gauge configurations in a Markov chain are very strongly correlated. Using such strongly
correlated configurations in the analysis would artificially decrease the statistical error. Therefore one uses the
trick of pruning, whereas we first have to estimate the autocorrelation length 74 of some observable on these
configurations. How this is done one finds in Section [LZZAl From the autocorrelation length one derives the
length of the Markov chain which feels the impact of a previous configuration. Pruning means now to skip n —1
configurations from the Markov chain and keep only every n-th for the analysis, where n ~ 7. This procedure
has two advantages, but also one caveat:

1. The autocorrelation length of the pruned configurations is much smaller and so are the statistical errors
including the autocorrelations.

2. The amount of produced data which has to be stored is reduced to a feasible amount. Also the amount
of analysis is reduced.

3. The autocorrelation time depends on the observable. Pruning too much would mean to waste configu-
rations which are already independent from each other for a certain observable. A good strategy is to
calculate the autocorrelation for those observables one is interested in and uses the obtained 7o as an
upper limit for pruning. We discuss this also in Section [L57

7.3.2 Smearing of gauge configuration

In the analysis we are mainly interested in the long distance (IR) behavior of correlation functionsﬁ, but in gauge
theories there are typically very strong short distance (UV) fluctuations in the gauge fields. Smearing the whole
gauge configuration helps to improve the correlator signal by suppressing these short distance fluctuations.

Smearing means in this context to replace the links of a gauge configuration through averages over short paths
connecting the endpoints of the link. The propagators and the correlators are then constructed on the smeared
configurations. There are many different ways to do the smearing. However, if the smearing is kept local the
long distance behavior is not affected in the continuum limit.

6¢f. Section
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Every CI gauge configuration is stored as the HYP smeared configuration, because of the advantages described
above. For the FP configurations we also apply smearing for the FP gauge configurations, but this is more
complicated, because there we use both, the APE smearing [68] and a RG inspired smearing [69], which enter
in the different parametrization steps [Z0)].

HYP smearing

In [71] one finds the so-called HYP-smearing, which is a non-differential way of smearing. The fat links of
the hypercubic blocking (HYP) are constructed in three steps. At the final level the blocked link V,(z) is
constructed via projected APE blocking [68] from a set of decorated links V., (z) as

Vul(z) = Projsy s) (1 —a)Uu(x) + — Z VV;H(x)Vu;u(x + 19)‘7;#(36 +a)| (7.26)

where U, (z) is the original thin link and the index v in V,,, () indicates that the fat link at location i and
direction p is not decorated with staples extending in direction v. The decorated links V)., (z) are constructed

with a modified projected APE blocking from an other set of decorated links, V,,;, . (x) as

~ . a2 AN\ T N

Vu;u(x) = PrOJSU(s) (1- a2)Uu(9€) + 1 Z V;J;Vw(x)vu;pw(x + p)VpT;V,u(:E +a)| (7.27)
EpFv,p

where the indices p, v indicate that the fat link Vi:pw () in direction y is not decorated with staples extending in

the p or v directions. The decorated links V)., ., (z) are constructed from the original thin links with a modified

projected APE blocking step

_ . « A N
Vispr (2) = Projspry [(1 = a)U(@) + 5 Y Un(@)Uule+ U@ + )| - (7.28)
ENFp,vip

Here only the two staples orthogonal to i, v and p are used. With the construction in Eqs. ([L2Z0)-([CZ25) the fat
link V,(z) mixes thin links living only on the hypercubes attached to the original link U, (z). The parameters
a1, ag and as can be optimized to achieve the smoothest blocked link configuration. The construction in
Eqgs. (CZO)-[C2]) can also be iterated. Most of the positive effect, reducing the UV fluctuations, is achieved
already after the first step.

RG smearing

The basic idea of the RG smearing is to combine the effect of a minimization and a blocking step into one local
transformation of the coarse gauge links. Therefore, the RG smearing consists of a minimization step from the
configuration V' to the configuration U[V] and a subsequent blocking step from the configuration U[V] to the
configuration V[U[V]].

The first step is an inverse blocking. In the inverse blocking we want to find the smoothest among the
configurations that block back to the original configuration, which is in words the same as to find a solution to
the RG fixed point equation (29):

Srp(V) = IFUI? (Spp(U) +T(V,U)),

where T'(V,U) is the blocking kernel. In the second step we perform a blocking transformation using the same
kernel T" as for the inverse blocking.

The result of the RG smearing is a configuration that has much smaller UV fluctuations than the original
configuration. It however still encodes the same long-range properties as the initial configuration due to the
properties of the RGT. As the HYP smearing it is a non-differential smearing and cannot be used in Hybrid
Monte Carlo algorithms.



Chapter 8
Analysis

Generating gauge configurations is the first step in a lattice QCD simulation. The ensuing analysis is done in a
completely self-contained second step using the stored gauge configurations from the first step. In the quenched
approximation this is the most time-consuming part of the calculation. However, using dynamical fermions the
production of independent gauge configurations is very expensive and so more and more groups justify with
that also a more expensive analysis part.

Analysis means literally to break a complex problem down into smaller, independent parts. In our case this
includes the calculation of the propagators and store them. Only after that we have the ingredients to obtain
physical quantities from the lattice combing the information of both, gauge configurations and propagators into
the correlators.

8.1 Propagators

A propagator gives the probability amplitude for a particle to travel from one site on the lattice to another.
From the Wick theorem in Eq. (BJ) one gets:

(Ol ()P ()]0) 5 = Gl,y) = D™ (x,y) - (8.1)

On the lattice it would be far too time consuming to invert the whole Dirac operator D. Although the Dirac
operator is a sparse matrix its inverse is not. So one would have to calculate and store the propagator from every
source site, Dirac and color index to every sink site, Dirac and color index on the lattice. Both are technically
not feasible problems which have to be solved by other methods.

8.1.1 Point-to-all

Here we invert the Dirac operator on a source vector, which is located on a single site. We are using conjugate
gradient (CG) methods on every Dirac and color index, which is also called dilution in Dirac and color indices:

3 Da,g(fv, y)Gg,w(% 2)my(2) = ne(x) = 64 (x — 20)daagdec, - (8.2)
de y,z © €
By
We get finally the propagator Ga,ao(z,x¢) for the source at xp and for all sink points . As every site on
c,Co

the lattice, the source and the sink points have also Dirac and color indices, (a0, ¢0) and (v, ¢) respectively,
which are connected via the propagator separately. Using the 7s-hermiticity of the Dirac operator in (34 it
is possible to get also the propagator starting from the sink and ending at the source:

Glx,x0) = 75G (20, 2)7s5 - (8.3)

o8
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In meson correlators this property is necessary to calculate closed loops of fermion lines which are needed for,

e.g., non-flavor-diagonal meson correlators like they are used to do spectroscopy for 7* or p mesons.

The numerical costs are 12 (3 color x 4 Dirac indices) inversions per valence quark mass. These inversions
are usually done via solving 12 linear equations with an iterative Krylov space solver. To improve the condition
number of the inversions one can use the spectral decomposition of the Dirac operator.

Spectral decomposition

Denote the right and left eigenvectors of the massive Dirac operatmﬂ

1
D=D" =(1- §m)D(O) +m (8.4)
by
Duy = Ay, wT\D = /\w; ;. (8.5)
From v5-hermiticity it follows that the left eigenvectors can be obtained from the right ones:
w; = ’UI\* 5 for complex eigenvalues , (8.6)
w; = SA’UI\’Y5 , for real eigenvalues , (8.7)
where s) = 1. The eigenvectors w; can be chosen to fulfill the normalization condition
’LUI\’U)\/ = (5)\,\/ . (88)

In particular, this fixes the sign factor of the modes with real eigenvalues:

vf\%v,\ =35\, ==+1. (8.9)

It is convenient to introduce the projectors
Py = vl | (8.10)

which due to [&X) satisfy the projector relation P2 = Py. Then the Dirac operator can be written as

D:Z)\P,\. (8.11)

Assume now that we know a few (smallest) eigenvalues and the corresponding right eigenvectors, and separate
the spectral decomposition of the Dirac operator accordinglyl:

p=3"ar+ 3 2R, (8.12)

Here we denote the sum over the eigenvectors with the smallest eigenvalues with 3, the so-called low-mode
contribution of the Dirac operator. The sum over all the remaining eigenvectors is denoted by 3. and called
the high-mode contribution of the Dirac operator.

We introduce the projector to the high-lying modes:

A A
Pp=1-Y vw&:ﬂ—z Py, (8.13)

If we already have the smallest eigenvalues and their corresponding eigenvectors, we can calculate instead of
Eq. B32) the following:

D Gnn = Pun , (8.14)
where
/|
Gp = XPA . (8.15)

IFor Dirac operators obeying Eq. (1] we have to use Eq. (3) here.
2We assume that the complex eigenvalues used explicitly are in complex conjugate pairs.
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We then get the complete propagator via:

71 I/
G=> XPAJFZ TP =G+ G (8.16)

Because the propagator G, does not contain small eigenvalues anymore the condition number for the inversion
becomes smaller and the needed CG steps are drastically reduced although we get the same precision. However,
instead of the larger condition number we have to add an Arnoldi algorithm which finds the lowest-lying
eigenvalues and -vectors (cf. Chapter [2).

8.1.2 All-to-all

Calculating an all-to-all propagator on the lattice we have to use another method as that mentioned in the
previous Section In [72] one finds a method which uses random noise vectors and tries to minimize the
errors of the Dirac propagator at least to the point where other errors, e.g., discretization errors become equally
large.

The standard method of estimating the all-to-all quark propagator is by sampling the vector space stochasti-
cally. One generates an ensemble of random, independent noise vectors, {77[1], e ,n[NT]}, with the property

(" (@) @ " ()T = bay (8.17)

where (- - -)) is the expectation value over the distribution of noise vectors. Each component of the noise vectors
has modulus 1,
ne(z) na(x) =1 (no summation) . (8.18)

C (&

The solution vectors ¥["l are obtained in the usual way by using CG methods,

Dyl (@) =l (y) . (8.19)

The quark propagator from any point x to any other point y is given by

N,
— M o™y = tim 2 S @ )
G(@,Y)anr = (0 @0 Do = Jim N 21/;% (@), (y) - (8.20)
c,c c,c r=1 c

This method is noisy because we would need many samples to find a suitable signal. In [72] they propose to
remove the random noise by diluting the noise vector in some set of variables ¢ such that n = )", n;, resulting in

an substantial reduction in the variance. Each diluted source is inverted, yielding N4 pairs of vectors, {¢;, n;}:

Dyl (@) =" (y) , (8.21)
which then gives an unbiased estimator of G,
1 oA i
Glr,y) = Jm <= Z Z wl@)enly) . (8.22)

The numerical costs are very high. For each valence quark mass we have to do N,. x Ny inversions of the Dirac
operator. On the other hand generating dynamical gauge configurations is even more expensive in terms of
computer resources, so it makes sense to investigate the configurations more intensively than in the quenched
approximation. Furthermore, it is easy to reduce the statistical noise in the propagators also in a later stage of
the calculation without changing the analysis code. One only has to compute more noise vectors and therefore
to increase IV,.
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Hybrid list

We also try to calculate as many of the low modes as possible exactly and correct the truncation with the noisy
method described in the previous Section Again we follow here mainly the ideas in reference [2.

We use the low-mode contribution G; exactly and estimate G}, using the stochastic method:

1
Gi=Y svwl,  Gu= (o) (8.23)
with N, noise vectors {nl}, ... 5[N]}, The solutions are given by
I = Gl = D! (phnm) _ (8.24)

We now apply the idea of dilution to the stochastic estimation of Gj. Each random noise vector, nl"), that is
generated will be diluted and orthogonalized with respect to the eigenvectors of the Dirac operator vy, so that
it can be used to obtain ). In other words, we now have the following set of noise vectors:

(™) e (el ) (8.25)

where the lower indices denote the dilution and the upper indices in squared brackets label the different noise
samples. Note that the noise vectors are mutually orthogonal due to the dilution before an average over different
random vectors are taken, i.e.:

T S T . .
n @ @) =0 foralliz ;. (8.26)
This results in smaller variance than the standard method which mixes noise, as Eq. (B117) shows.

The similarity in the structure of Eq. 8I0) and Eq. (B20) suggests to construct the following hybrid list for
the source and solution vectors:

T R R 521
M_Jun UNev ) [r] [r]
ni _{)\_1,“.’)\NC\,’ 1 a"'7de} ) (828)

where the indices 7 run over Ny, = Ney + Ny elements. The unbiased, variance reduced estimate of the all-to-all
quark propagator for a single random noise vector is then given by

1 Ny t
Gla,y)= Jim =33 n'@@) @m"(y). (8.29)
" T r=1 =1

In contrast to point-to-all quark propagators we do not have to calculate the dependence of correlation functions
on the propagators using the Wick theorem in Eq. (B). The differences in the implementation of the point-
to-all and the all-to-all propagators are discussed in following Sections.

8.2 Correlators

This is, as the inversion of the Dirac operator, a self-contained part of the analysis. Here one makes use of
both, the gauge configurations and the propagators, which were computed and stored in previous steps. The
importance to study correlators at all, will be discussed in Section Initially, we will explain what we are
able to compute and give afterwards the motivation for it. I start to define a correlator:

Cap(za,zp) = (Oa(za)OL(zp)) (8.30)
where (...) is a path integral over all gauge configurations U and quark fields g, g.

A single correlator for a particle is constructed by the interpolator O 4 = Op which generates a particle state
from the vacuum at xp and annihilates it at x4 respectively. However, we discuss the general case where the O 4
and Op are independent interpolatorsﬁ. In Section we calculate in two successive examples the correlation
functions first for non-flavor diagonal mesons and second for three-quark baryons explicitly.

3For a single correlator it would be enough to use @4 = Op, but in Section B3 we need the general case, where O 4 and Op
are different from each other.
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8.2.1 Meson interpolators and correlators

A typical meson interpolator looks like:

O{Z{ (Z') = Z 5(;(;/(1& aa/qf ( ) (831)
= ( )F((m/q () (using summation convention) ,

where o, o, ¢,¢ and f, f’ are Dirac, color and flavor indices and the I' matrices are a representation of the
Clifford algebra in Dirac space, respectively. To get an overlap with a physical state it has to have the same
symmetries as the physical particle in terms of flavor, parity, charge conjugation, spin and so on. The conjugated
interpolator of (B3I reads as:

(o @) = - z See (qf’);, () (rw);a @)} @),

= Z 6ccq (741“( )74) (@),
= —s(Z Z ¢ rq I‘S ( ) = —s(i)(’)(fi)f(ac). (8.32)

The sign of the conjugated interpolator depends on (cf. Appendix [Al):
GIAY @\ ()
(741“ 74) — (r ) yy = sOTO (8.33)
Back to the general case, using two operators of the type in [B3I]) we get for the correlator:

A BJB f iB) A BJB
Canteacan) = (015 a) (06FF) (wn)) =~ (025 wa)0fhS )

C

—  _gnB) <5CC qjoiA(ZEA)F( iA) fA(:L,A)(de, fB( )Fggl) (ZEB)>
d/

(8.34)
= 7S(i5)5fAf,/45foBF( A)F(gzéi) <Q£f‘ (zA)qng (ﬂc,q)qéi3 (zB)qéB (:cB)>
c ¢ d d
s0B)5 o 6p, o TUATUE) 5 (15)q f“( ) f“(:c )P (x5)
fafp%fef)y BB’ ﬁ B)qdo (TA)qQ A qB B .
¢ d
(8.35)

Using point-to-all propagators for mesons

We can integrate out all fermion fields from the correlation function using the Wick theorem (B) and perform
a Fourier transformation on the sinks:

Ol wita) = e O (@ ta). (8.36)

Za
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We get for the projection to zero-momentum p = 0:

Cap(t,zp) = S(iB)F(ojg')Fgg’)X

INZINDD <G§§éa<<f3, tp), (T + §ts + )G (s + Gt +1), (fB,tB>>>
7 d,c c,d U

_6fAfQ6fo]'3 Z <G£;‘,a((ff3 +¥,tp +1), (fB +9y.tp + t))Gg’ig((fBatB)a (fBatB))>
Yy U

c,c d,d
(8.37)

where t =t4 —tp and (...)y is now the path integral over all gauge configurations. Using the Wick theorem
([BX) we can do the integration over the fermion fields in an extra step. In the flavor-diagonal case we would

need in the sum over ¢ the propagator Gi‘,‘a((fB + 4, tp +t),Tp + ¢, tp +t)). If we have only point-to-all

c,c
propagators we cannot calculate this, thus for this type of propagator we are restricted to flavor-non-diagonal
mesons.

Omitting the flavor-diagonal case and using ~s-hermiticity of the Dirac propagator [B3) we get:

Cup(t,zp) = 0855 1 b (%F(u)) /(F(iB)%)ﬁ/BX

> < (G{;B((fB +i.ts +1), (75, tB))> G (@5 +1,ts +1), (Z5, tB))> , (8.38)
c,d U

c,d

Yy

where (...)* denotes complex conjugation. These correlation functions are even with point-to-all propagators
calculable and can be used to compute all possible correlation functions using operators O{Z{ (x), where f # f'.

Using all-to-all propagators

To address correlation functions with flavor-diagonal meson operators or with operators which are not localized
at a single lattice site one has to use all-to-all propagators. Following the construction of all-to-all propagators
in Section it is finally not necessary to make use of the Wick theorem (B at all. All-to-all propagators
eliminate this complication as both source and sink operators are constructed purely from local vectors and

Eq. (B3 changes into:
N + . ,
[r,s] — (ml™h @) (nlshyf
(ol )(i) () = M) (@)D @)/ (@) . (8.39)
It is even possible that the I'™ is space-dependent and contains gauge links U, (x) or derivations which connect
lattice sites x with y. The aim would be to get a larger overlap between the interpolators and the physical
states. Here we have only used interpolators localized on a single site.

For a meson correlator at least two pairs of noise vectors, (ml”), nl"l) and (ml*], nl*), are needed to get the
two independent noisy estimators in the correlation functions, which are then obtained from these interpolating
operators sitting at different lattice sites [72]:

Cap(t,zp) = Z<ZZ( TT])f_AfA(fBer*,tBnLt)(Oﬁf’js,])(ff];B (fB,tB)>

r<s jj
T,8 faf — - s,r fsf -
(S ) @t (03) o ) s

To increase the statistics we can also sum over xp using the translation invariance of the lattice.

CAB ZCAB t rB) . (8.41)
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Figure 8.1: Here we show the difference between the same correlation functions obtained using all-to-all propa-
gators with 5 noise vectors on 52 configurations and point-to-all propagators on 511 configurations. Due to the
low-mode averaging in the point-to-all propagators we get quite the same signals for the (PP) or the mixed
(AP), (PA) correlators. We find that the (AA) correlators are less fluctuating by using all-to-all propagators,
although the noise stays the same compared to the noise of the correlators using point-to-all propagators with
low-mode averaging.

This removes fluctuations which come primarily from the random noises in the all-to-all propagators. One
can find a comparison of point-to-all and all-to-all propagators in Fig. Furthermore, using translational
invariance of the lattice as in Eq. (B4 we only need to store the already Fourier transformed operators

L\ faf
((9%’/5]) ! B(t) and obtain the correlation functions through:

(ia)
Nur,
“ 1 . fafa e a\ fBSB “ fafs AT fBfa
Cap(t) = — (OW]) tg+t (O[f’fi}) tg) — (O[-T-’f]) tg+t (O[f’”) tg) ) .
A5 (t) VZ<;Z 5, e (057) ) = (057) e+ 1) (05 (t5)
8.2.2 Baryon interpolators and correlators
For baryons we need at least a three quark operator. We start with an interpolator for a spin-1/2 baryon:
(O{il)fzfs) (z) = Z (ng))

Qi ,Cq
Even in this simple operator we see that it have to be a color singlet where color indices ¢, c2, c3 are anti-
symmetrized by €¢,¢,c,- In contrast to a meson interpolator the one for the baryon carries an additional spinor

cacae afy (@) [y (0) () o] (549

@ [e7e%] Q203 C3
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index « which indicates that baryons are fermions. The conjugated interpolator of ([BZ3) looks like:

(0829) (@) = 5058 Y s, [q£i< )(18))ak >] @) (1) o (84

[eY ca aro
Qj,Cq

The sign of the conjugated interpolator depends only on the product of sg )sé) which are defined byE:
)\| i) (i
( 5)274) =74 (Fg)z) = {501 . (8.45)

Parity

Under parity transformation P (cf. Appendix [AZT]) the interpolator transforms as:

(O{Q)MB): (x) = Z (ng)m) o, 10205 qigl (Pz) [qa2 (Pz) (’Y4F( %)am qgg (Px)} :
NONT >~ (aas (Of™)  (Pr). (8.46)

where 551)2 are defined in (BZH).

After a projection to zero-momentum the change of the spatial vector Z into —Z is irrelevant because of the
sum over all spatial components in the Fourier transformation. To project out a distinct positive or negative
parity state we also have to multiply the interpolator with the parity projectors P* which are defined a%

pE = %(11 +) . (8.47)

We then consider the following parity projected interpolator:

(of+); 0 = 53 (o), @ (o) n)

[e3

5o S (PI) | o alh (@) [l @) (1) a@n]  tor s =1
oo Q23

c3

5 S (PTIV) | ercacs ali (@) [qézr n(re) @ t)} for {75y = -1.
ao Q23

c3

In the final result the signs are not important, thus we set them to one, i.e., ng)sgz =1.

Using point-to-all propagators for baryons
Here we discuss only the point-to-all case and the interested reader is referred to one of the subsections in

Section where the application of all-to-all propagators in meson correlators is discussed in detail. The
correlation functions for a spin-1/2 baryon consisting of three quarks reads:

Ciplta,zn) = <Z (@f'{a])c?f?)i(t ) (1) ag (OQZZB&B);(:CB)> : (8.48)
B
Z Z Z €cicacs €didads (F(ZB)) s (ngB)PingA))ﬁlal (ngA))

Ta 0,0 ci,di azas
A A A B

<q£1 (xA)7 <:cB>q£2 (xA)7? (zB>q£3 (2A)7% (zB>> : (8.49)
€1 d1 d2 d3

4cf. Appendix Bl
5Note that parity is only well-defined for zero-momentum. Thus the parity projectors always have to be combined with a
zero-momentum projection.
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Unlike 30) we insert in ([848) a y4-matrix between the two interpolating fields in order to get the parity
P =+ for Cfy(ta,zp) and parity P = — for C,z(ta,zp), but this is just a convention and does not change

A
the physical content at all. We introduce in the (...) a abbreviated form of the indices via qé”i (xa) = qa, and
ci

B
Eé (rp) = qp, multi-indices, then:
d;

(44,Tp, 04,0, 045Tp,) =
= dpasp (Opapp Opape (a5, a1a,0aiTn,) = Ogpsp 7255 (44,75, 00sT5,04T5,) )
+ gagp (9ra0p Opasp (00, T,000T3,000T5,) = O3 g Op g 001 T3,000T5, 04T, )
+ Opppp (5f;‘f{3 Osp5p (44,08,94505,945Tp,) — Opp g2 Oppsp <qA1§Bs‘1Az§quA3§BI>) - (8:50)

Now we perform a Wick contraction as in ([B3), where we get a product of three point-to-all Dirac propagators:

<ququ qA2qu qAs qu > -

Opapp (5f2“f213 Oparn (GarpiGayB,Gagiy)y — Opppe Opage (GAl;BlGAz;BsGAs;Bz>U)
+ 5f14f213 (5f2AfSB 5f3Af1B <GA1;BZGA2;B;:.GA3;B1>U - 5f2“f1’3 5f§‘f3’3 <GA1;B2GA2;B1GA3;B3>U)

+ 5f1‘4ff (5f2"‘f115 5f§“‘f25 <GA1;BSGA2;31GA3;32>U - 5f2Af25 5f§“‘f15 <GA1;BSGA2;B2GA3;31>U) : (851)

Spin-3/2 baryons

Changing the matrices ng), ng) or the flavor content of the interpolator in [BZ3) baryons with spin J = 3/2
can also be obtained. These baryon operators have in addition to a free Dirac index «, also a free Lorentz index

1 obtained either from ng) or from Fg), e.g.:

(Of) @)= 32 (1), cereaes i (2) [qézz(z) (r$) qé@(x)} . (8.52)

«

n s azas  c3
Usually those baryon interpolators are a mixture of both, spin-3/2 and spin-1/2 contributions. As in the parity
case we need a projection to definite spin. We use the continuum formulation of a spin-3/2 projection for a
Rarita-Schwinger field [73]:

1 1

Pil?(p) = Ol — 39 — 557 (7 PPy + Py P (8.53)

where p,, is the 4-momentum, in our case for zero-momentum given by p, = (0, m):

1

Pi?;‘/2 = 051 — 3% (8.54)

p? = P=o0, (8.55)
1. 2

P = 1-1-21=0. 8.56

44 3 3 ( )

The corresponding spin-1/2 state can be projected by applying the projection operator

Pﬁf(p) =01 — ij(p) . (8.57)

60ne can also define the parity projector as Pt = %('\/4 =+ 1), but this is very unusual, because it would mean that the proton
and the neutron have negative parity.
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or in our case

P = 3w, (8.58)
p* = P{*=o0, (8.59)
P2 = 1, (8.60)

(8.61)

Combining the results for the spin projector with a zero-momentum Fourier transform we get the final result
for a interpolating field with definite spin:

(Oﬁm&) ®=> Z P (O{Z)M) (z), (8.62)

7 =1 v
(@(fil)fzfg)iZBM Z Z P3/2 (Of1f2f3)? (z). (8.63)
7 ig—1

8.3 Improvements I

8.3.1 Smearing

In order to get clear and strong correlation signals, which allow a reliable analysis, we have to optimize the
interpolating fields. The overlap can be improved considerably by providing more realistic spatial wave functions,
which one gets, e.g., by smearing the source. There are various ways of smearing functions possible, but those
we use have in common that the smeared source ¢(y, z) (a 12 x 12 matrix) is a gauge covariant expression built
from a sum of paths from z to y. We have an operator ¢ which has to be hermitian:

oy, 2)t = p(z,y) . (8.64)
Note also that smearing takes place only within a timeslice:
<,0(y, Z) = <,0(y, Z)(Syo,zo . (865)
The propagator with a smeared source é(y, z) is defined by
> D(x, )Gy, 2) = (x,2) (8.66)
y

which can be expressed through the point-like propagator G(y, ) by:

2)=> Gy, x)p(x,2) . (8.67)

We define
(z) =Y elzyun) . =) => w@ie,2). (8.68)
and get - ) )
G=Gp= Z Xw\wf\(p = Z X’U)\’LET\ , (8.69)
A A
Gz, 2) = Z %v,\(x)@,\(z)T . (8.70)
A

One can also define the propagator G which is smeared at both, the sink and the source:

%m(xm(z)f . (8.71)

G (z,2) = w(z,y)é(y,z) = Z

A
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Jacobi smearing

A gauge covariant type of sources, which has a shape similar to a Gaussian, is obtained by Jacobi smearing

14, [75]:

() = paao (, 2o)nao (z0) , (8.72)
where
77% (:C) = 5&040 50(;05II0 (873)
and the smearing function is defined as
N
(,0622400 (‘T"TO) = daao ZO (H(tO))cco (m,wo) ) (874)
Hc(/tzl)/ (xla ZC”) = Z |: i x tO C C//6I’+'Z,z” + U—i(f/) tO)c/c”(er,g,zu . (875)
=1

The operation connects different sites of the timeslice to the central site via gauge links. Therefore it is gauge
covariant.

Jacobi smearing has two free parameters, N and x, which can be used to adjust the width of the source. The
width is defined by

o 2z |T = TP 0t (@, to)n(do, o)
o2 = — - , (8.76)
n (SC, to)n(:COv tO)
where | ...| is taken as the minimum distance from & to Zp on a periodic lattice. To have a good overlap with
physical states we try to extend the size of a smeared source to the size of the physical hadron tuning the two

free parameters N and .

8.3.2 The variational method

In Part [Tl we use the variational method [76] [77] to extract the masses of ground and excited states. Starting
from a set of basis operators O;, ¢ = 1,..., N, which have the required symmetry properties, we compute the
two-point correlation matrix

Cij(t) = (Gi(t)O1(0)) - (8.77)
In Hilbert space these correlators have the decompositiorﬂ
Cij(£) = D _(01Os|n) (n|Of [0)e =~ . (8.78)

n

Using the factorization of the amplitudes one can show as in [77] that the eigenvalues A*)(t) of the generalized

eigenvalue problem A
CHT™ = XD ()C (o)™ | (8.79)

behave as
AW(t) = =t Ot tAMN) (5.50)

where M, is the mass of the k-th state and AMy, is the difference to the masses of neighboring states. In (&9
the eigenvalue problem is normalized with respect to a timeslice ty < t.

Not only the eigenvalues A(¥) (¢) are interesting, but also the eigenvectors of the generalized eigenvalue problem
E3) contain additional information. If one plots the entries of the eigenvector as a function of ¢, one finds that
they are essentially constant in the same range of t-values where plateaus of the effective mass (cf. Section [ZRTI)
are seen. These plateaus can be used to optimize the interval for fitting the eigenvalues. Furthermore, the eigen-
vectors encode the information which linear combinations of the basis interpolators couple to which eigenvalue
and thus provide a fingerprint of the corresponding states. Comparing these fingerprints for different values of
the valence and sea quark masses is an important cross-check for the correct identification of the states.

"This is only true for the thermodynamic limit, where the lattice has a infinitely large extension in the time direction. For
feasible lattices this is not true. This issue is discussed in Section in greater detail. To understand the idea of the variational
method it is sufficient to focus on &ZD) for the moment.
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Narrow source Wide source

P — 0=027fm — 0=041fm

0.8

0.6

04}

0.2}

0.0

Figure 8.2: These are shapes of the narrow and wide smeared sources. Using both smearings in the variational
method enlarges the basis of the interpolators with the correct quantum numbers. Furthermore it is possible
that the two smearings are combined in an anti-symmetric way creating a node in the wavefunction. Such a
node could be an indication for a radial excitation. The free parameters x and N of the Jacobi smearing were
adjusted such that the narrow source approximates a Gaussian with a half width (i.e., standard deviation) of
0.27 fm and the wide source a Gaussian with a half width of 0.41 fm.

Narrow-wide smearing

To get a better signal we have just to extent the basis of operators used in ([E77). A simple way to enlarge
the basis is the application of sources with different widths. Jacobi smearin£ has two free parameters, the
hopping parameter £ and the number of smearing steps N. They can be used to create sources and sinks with
approximately Gaussian profiles of different widths. In Fig. we show two such profiles P(r) as a function of
the radius r. For mapping these profiles we use the definition

P(r) oc Zﬂlzﬂ =) (@, to)l - (8.81)

Using narrow and wide sources as basis in the variational methods it is possible that both sources are combined
anti-symmetrically. This gives us a node in the wavefunction which should have an improved overlap with radial
excitations. In the search for excited baryons it is not excluded that some of the particles also possess a radial
excitation of one of their valance quarks.

8.4 Improvements II - Low-mode averaging for meson correlators

The methods presented in this Section are also applicable for baryons, but using it in this work only for mesons
we restrict ourselves to non-flavor-diagonal mesons. For flavor-diagonal mesons we would have to use all-to-all
propagators anyhow.

So we want to calculate the meson correlator in ([B38) using the fact that we already have calculated some of
the low-lying eigenmodes of the Dirac operator. These eigenmodes are responsible for large fluctuation in the
propagators and therefore also in the correlators. Thus we split up the propagator according to Eq. (8I4) and

8We discuss Jacobi smearing in Section 231
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set s(8) = 1 in [B3H). We find that the meson correlator can be written in four parts [78, [79, §0):

/ (F(iB)’75) X

éAB(taxB) = _6fAf£g6foi1 (751"(“)) 83

[e7e%

Yy

> < ((Gz)if’g((fB +4.ts+1), (@5,t5)) + (G2 ((@s + 7.t +1), (s, tB)))

c, c,d

<(Gl)£f’gﬂ’((fﬁ’ + ?jv i+ t)a (fBa tB)) + (Gh)irfgﬂ’((fB + y_: g+ t), (fBa tB))) >
c,d c,d U

= CZB(t"TB) + éfLXhB(t’xB) + éﬁlB(t’xB) + éﬁ%(t’xﬁ’) . (8'82)

After we have replaced the G; propagators as in Eq. (BI8) through their spectral decomposition these four
parts individually read as:

CXB(tawB) = - 6fAf,B6fo,,4 (F(ZA)) ) (F(ZB))ﬁ/B %
1 T r 7 = — —
Z< ) FUB) (wrp)ly (@5,t8) (0x1)p (Fp,ts) (wa)h (Fp + 0.t +1) (1) (5 + G ts +t)> |
i Mg (ANE d d c X .
(8.83)
Alh B ; .
CAB(ta-TB) = — 6fAf256fo,/4 (F( A))aa, (1"( B))ﬁ/ﬁ %
1 T . T i g —
Z <Z /\_ (’LU)\A)L ($B +9y,t + f) (Gh)gffﬂ,((mB +v,tp + t), (xB,tB)) (/U)\A)ﬁ (-TB,tB)> ’
Y Aa A ¢ c,d d U
(8.84)
Clhlp(twn) = = dpasydpap, (WD) (F(iB)%)ﬁ,ﬂ x
1 ~ . B - ) ) }
Z <Z s (wAB)I;r (ZB,tRB) (Gh)gfﬁ((SCB + 4yt +1),(@p,te)) (Vrp)y (T + 7, ts + t)> :
g AB B d c,d c o
(8.85)
Cllb(top) = =0y 8pap, (W00D) (D003

Y

Z <(G;<L>£?ﬁ((fB +ga tB+t)7(vatB)) (Gh)£§75/((fB +ga tB+t)7(vatB))> . (886)
c,d c,d U

The correlators have the hermiticity property
Cas(t,zp)t = mnaCpalt,zB) , (8.87)
where we have introduced n;I'; = 751";[75 and have used the relation
oA (@) X jwx(2) = wa- ()75 X750+ (2) = Mywa- (2)T Xj0a- (2) - (8.88)

Our choice of the Clifford algebra basis (1, vu, 0puw, V5, Yu¥s) gives ns = np =na = 1 and ny = n = —1. One
also hadl A A
Chp(t,zp)t = mn2CEA(t, 2p) . (8.89)

9Note that for A # B the parts é,lath (t,xp) and éﬁ% (t,xp) are not directly related to each other.
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8.4.1 Low-low averaging
For the low-low part of the correlation function C'fi 5(t,zp) we have an all-to-all propagator in principle [Z8, [[9,
R0]. Thus we are able to use the translational invariance of our lattice to increase the statistics and at the same

time to decrease the fluctuation at least in that part of the correlation function. We have to replace Eq. (EX3)
by:

Kha(t) = —ZC G, 2s) o
= —0rafp0ms, (F(“))aa/ (F(ZB )ﬁ B8V 2

Y, ZB,tB

Aa,AB

)\A/\B w/\B) (ZB,tB) (U,\A)g (Zp,tRB) (w/\A)% (Zp +7,tp + 1) (U/\B) (Zp + U, tp +t)> ;
U
(8.91)

where V' is the volume of the lattice. Now we call this low-low averaging of the correlation function in ([BX2):

Cap(t,zp) = Kip(t) + Clp(t,zp) + mmCrat.ap)’ + Cip(t ap) . (8.92)

8.4.2 Low-high averaging

For the [h and hl parts one can also use the translational invariance of the latticd:

K (ttB):—ZC (t,z5),

) (Fm))w (ﬂm))w x

> <Z Ny (0aa) Vo (Ep + 3,5 + 1) (Gr)F (@ + Gt +1), (Fs,t8)) (14)s (fB,tB)> :
¢ ’ d

Y,ZB c,d U

= 05051, (F(“‘)) X

aa’

1 - ~ - i
> <Z = ()b (@ te +1) (GIE (@ te + ), ti T B>>> , (5.93)
g A ¢ U
Here V is the spatial volume of the lattice and

(GA)& ((7.0),15: D)) = 3 (G55 (@5 + 4,1). (T, 1p)) (r@'B)) (v31)5 (Tp,ts) - (8.94)

ZB c,d

This is obtained by solving the equation

S DO () (G , 5T) = PPAy, A4, T) (8.95)

with the source

Ny, t, Aa,T) =Tdy, 10x, () - (8.96)
In Eq.833) PP =1 — PP is the projector corresponding to the low modes of D(™s5) | For the low-high parts
one needs to store ((AJQA)fB (x,t;T).

In the final correlator we can now replace the low-high contributions by the averaged ones:
Cap(t,rp) = Kig(t) + KYs(t tp) + mm K9 (t,t5)" + Chl(t,2p) . (8.97)

10Note that one can do this also for the time directions and using also in the low-high case the 4d translational invariance of the
lattice, but this would increase the already very high numerical and storage costs by another factor of L4. However, using only
the 3d translational invariance we need for every valence quark mass my and every I' and every eigenvector v 12 inversions of the
subtracted Dirac operator P D.
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8.4.3 Low-mode averaging in the smeared case

In a natural way one can also apply smearing techniques to the low-mode averaging. Here we will only discuss
the smearing at the source, while the sinks are kept local. For smeared-smeared propagators the procedure
is easy, because in that case we simply have to replace every local field or propagator by its smeared field or
propagator, respectively. For the local-smeared case one has to pay attention more carefully.

In the local-smeared case we also nee
- 1. -
%Gz, ) 's = D S0 @ws @) # Gly.2) (8.98)
A

But the correlator we want to calculate has the form

Ztr (2, )T ap(y, 2 )G(Z,2)['g) = tr (é(x,y)FA'ysé(:c,y)T'yg,FB) . (8.99)

This means that it is enough to know the propagator with the smeared source G (x, z) to obtain the correlator,
again.

We get for the local-smeared, low-low part:

Al Al
Kaplt) = = ZC’AB (t,zp) (8.100)

—05atsOn (F(“))m, (F(m))ﬁ 5V )

Y,%B,tB

1 - S _
< > o (wAB)Lf (Zp,tB) (UAA)Z (Zp,tB) (wAA)% (@ + 9,15 +1) (ap)a (T8 + 3,15 +t)> ,
AAAB U

(8.101)

and for the local-smeared, low-high part:

~lh Llh
Kap(tts) = _ZCAB (t,zp)

Py (rm))w (rum)w x

Z <Z i (’LU)\A)% (mB + v, tn +t) (éh)irrgﬂ/((fB + 4, tp +1), (fBatB)) (5/\;1)5 (fB’tB)> ’

Y, TB Aa c,d U

= ~OparSary (T0V)

aa’

A)\A
Z <Z A w)\A L yvtB + t) (Gh )a ((:‘77 tg + t) tBaF(ZB))> ) (8102)
i ‘ ¢ U
where we defind3:
=4 f ’ f / ’ N (= /gl
(G, )a” ((7,1),¢5T) = D (GRIPA@ +§.6), (2, 8)) g o(2,2') (UAA)g @.t). (8.103)
i c,d
We can obtain G similar to E33) by solving the equation
~Aa
S D) (y,2)(G, ) (@, 6 T) = PPy, £, Aa,T) (8.104)

1 Note that G is not vys-hermitian: G = (ng))1L = oGt = 50Gvs # 15(Gp)ys = 75 Gs.
12We note that the smearing ¢ acts only in the spatial directions.
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200
# confs

Figure 8.3: Here we compare three levels of low-mode averaging in the pseudoscalar channel. We plot the value
of the pseudoscalar correlator for timeslice t = 5 on ~ 440 different 8% x 24 dynamical FP gauge configurations
first without any low-mode averaging, second only with low-low averaging and third with both, low-low and low-
high averaging. We get a large reduction in the noise if we do low-low averaging, but only a minor improvement
of the signal if we apply low-high in addition to low-low averaging.

with the source
Ay, t,Aa,T) = Tdyer Y p(y, 2)0r4(2) - (8.105)

The procedure is the following: the smeared eigenvector v ,(z) is restricted to the timeslice ¢ of the source,
smeared again on this timeslice and then multiplied by I'. In the next step this vector is projected to the
high modes of the basis of D(™/5). Finally the Dirac operator D(™4) is inverted on this source vector. This
inversion has to be done on each Ag and I' to be use

8.4.4 Comparison

In Fig. we show the values of correlators on timeslice t = 5 obtained on different gauge configurations. We
get a very large improvement if we apply low-low averaging and a minor reduction of the noise if we also replace
the local low-high contribution by the averaged one. Low-high averaging should become very useful for vector
and axialvector currents, because there the low-low averaging has not the effect as for the pseudoscalar and the
scalar densitiedd. In K1) they show to what extent the meson correlator can be approximated by using only
the 200 lowest eigenmodes. These approximations of the pseudoscalar and the scalar densities are valid within
a few percent, while the vector and axialvector currents cannot be approximated by using only the lowest-lying
eigenmodes at all.

13The timeslice t used here does not need to coincide with the position of the source used in the hh part. In fact, it is even better
to use the furthest timeslice to have a more independent estimator.

14This has still to be verified for our case. Because of limited computer resources we could not investigate the more expensive
way of low-high averaging in greater detail for other channels.
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8.5 Improvements III - Correlators using covariant operators

Covariant operators are O(a) improved operators which satisfy the same relations as the operators in the
continuum (cf. Section BIH).

Although we can apply covariant operators for the CI fermions also, we only show it here for the FP fermions.
The FP Dirac operator satisfy the original Ginsparg-Wilson equation (GJI). Therefore we have to take care
for the operator R also in the covariant operators. For further details the interested reader is referred to
Appendix

In the following we use the notation (...)coy for correlation functions of covariant currents (cf. ([E22)) and
densities (cf. (@ZI) and ), i.e
Cip(wa,25) = (Oa(@a)Op(wB))eor (8.106)

where in this case both operators O4 and Op are either covariant currents or densities.

8.5.1 Using point-to-all propagators for covariant densities

We show now the implementation of the covariant scalar and pseudoscalar densities (cf. ([O221])) using point-to-all

propagators. In the following we use:
1 1 1

My = == : 8.107
T = omy ~ 21—my/2 (8.107)

We have to calculate:

C(ty) = —MgMpy Y (2R)” 22) TG (w2, 1) (2R) " (1, )G (y, (£,1)) |
T Ta2y1
= MyMpmgp Y 3" (2R)TH(E, 1), 22) DG (2, ) (2R) ™y, y2) D' G (2, (7,1)) |
T T2y2
— MyMpnppy Y (2R) ™ (o, (,)TG)((F,1), 1) (2R) " (yr, y)I'G ™) (y, 21
T xT1y1
— MyMpmgpmppy > (2R) ™ (z1, (& 1)PG™) (1), ) (2R) ™ (4, y2)T' G 1) (y2, 1)
T x1Yy2
(8.108)
where
_(lome2 Lemp2y g oo (8.109)
=\ T w2 T 1 my)2 . - '

for a scalar-scalar correlator C$% (£, y) = 3" -(S(2)ST(y))cov and

1 1fmf//2 1+mf//2 ,
;5 = — d szl—‘ == 11

for a pseudoscalar-pseudoscalar correlator C$% (¢, ) = 3 HP(@)PT(Y))cov-
We also have to compute the sequential propagators H. While G(™) (x,y) = (D(m))_l7 the propagators H are

defined as:
H™ (2,y) =Y (D)}, 2)(2R) ™ Zc““ z,2)(2R) " (z,y) - (8.111)
Note that H is not ys-hermitian:
Y5 H ™) 275 (G (y,2)(2R) " (2,2)) s

= Z% (2R) ™ (z,2) (G (y, 2)) 175 = > _(2R) (2, 2)75(G ™ (y, 2)) T

= 3 2R (.2 () £ 3 G (@, 2)(2R) T (2y) = HW(a,y) . (8.112)

z
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Using that operator (2R)~! is a one in the Dirac indices we get:

C¥(t,y) = — MgMp Y TQR)((Z1t),2) H") (z,y)T" 3G ((F, 1), y) s
— MyMpmgp Y T2R)™N((#,t), )G (2, )Ty H ™) (1), ) s
— MyMpmpyy 6, D2R) ™ (2, (&, t2)) H ™ ((E,t2), y) TG0 (2,9) s

rz

— MyMpmgpmps Y 6m,DRR) ™ (2, (&, t2)) G ((E,t2), y) Ty H™) (2,) s

xrz

(8.113)

We introduce the following terms:
o7 = fhz) = TG (a,y) sl (8.114)
fetz) = ) 0w, (2R) (2, (F, )G (), 1) | (8.115)
o) = D QR)TN(E1),2)G M) (2,y), (8.116)

and obtain:
C(ty) = — MeMp | Y fat B G + ngp Y fE0E) f(tE)

tnpy > [ 2)E) + nppmpg Y fE(2) fR(2)| (8.117)

All these steps can be avoided by using all-to-all propagators. A comparison of the methods obtained by using
in the correlation functions different propagators for the same channel is given in Section

8.5.2 Using low-mode averaging

For the low-low part we have G(z) = Y., oA ® w; and we calculate finally:

N 1
Ci™ (t,mymy) = > Ci*(w,y) (8.118)
zy
MM . 1= f — !
= — R ST Wl (@ 6)2R) TN, 1), 22)vf (w2)why (51) (2R) ™ (1. y)T"v], ()
VAN
AN Tyxay1
M ¢ M ¢ .. _ N f — !
- S S W @0 CR) (@0, 220 () () (2R) 7 sy, (1)
AN Tyxaya
MM f! _ - S f — !
=S R 3wt L) @R) e, (7 )P wt () R) )T ()
AN Tyw1y1
MM ¢ f/ _ . . f B "
S S g 3w e R) e, (7 0)Pu (0w () 2B) 7 ()T )
AN Tyr1ys

(8.119)
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We introduce = (£,t+t,), y = (¥, ty) and t =t, —t,:

’ 1+n ’ - _ — !
nile = 5ttITﬁsz§($,tm)(2R) Y(#, 1), )] (2) | (8.120)
/ 1 / o o o
BRIt = 5ttIXZwT§/(z,tz)(2R) Y(#,t,), )] (2) (8.121)
’ n £ f/ _ = =
BLL0) = 6, =LY i (2)@R) Tz (@ )T (@ 1) (8.122)
N f! _
= %;attzwu(z)(m) Y(z,2)To (z) . (8.123)
Also:
A MMy / , /
Cso¥ (t;mpmyr) = 7% 3 (Fgg‘,{(t +t) + Bl (¢ + t’)) R . (8.124)

ANt

8.5.3 Using all-to-all propagators for covariant densities

As we already mentioned at the end of Section from a theoretical point of view it is easier to use all-to-all
propagators. Here we do not have to calculate the Wick contractions which would be a huge task on its own,
before we are able to code the correlator itself. Using all-to-all propagators only demands to code the operators.
For simplicity we still calculate the pseudoscalar and the scalar densities only after neglecting the contact terms

(cf. Eq. (XZ1))). We obtain

NS 1 1 1 1
[r,s] _ - [T] f —
1 1—mf//2 1—|—mf//2 1 BINZ
Z E ‘s . , (8.125
+2(1+mf/2 * 1—m¢/2 ) 2R,y (@)= 15(057)7 (=) 5 )

for the pseudoscalar case and

I 1 1 T 1
[_7‘_75] — _ [T] ! ) —
(Sjj’ ) (1") 1 _mf’/22(m] ) (y) {E(z)yz 2Rz’z
1<1mf//2+1+mf//2) 1

2\1—ms/2 " 1+ms/2) 2Ry,

E(z)y/z} (i) 7(z), (8.126)

for the scalar case. Using these operators we can again build and store correlation functions as they are needed

in Eq. (22).

8.5.4 Using all-to-all propagators for conserved currents

We write the conserved current operators in Eq. (22) in a suitable form to use them in our all-to-all method

in Section BT 2
s\ oy 5 5 Yl
(@057) " (@) = ) ) (Pak(@),ePr — P, (@),:Pr) 5 (2) (8.127)
and
J

((Vu)g’;f})ff (@) = @l () (Paku(@)y-Pr + PLKu(@),Pr) (i) (2). (8.128)

The most time consuming task is to determine the kernel K, (z) defined in ([24)). Therefore we have to
discretize the gauge derivation of the Dirac operator:

' D(O)(U(a)) _ D(O)(U(*a))

Ku(z) =—i 20n(7) , (8.129)
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where we have to build up the Dirac operator twice on the gauge configurations U™ and U~ where only
one single link U, (z) is replaced by:

Uu(z) — Uﬁ(f‘) (z) = @y, (z) . (8.130)

However, it is possible to replace all links within a timeslice at once, where we use a constant a,(t) for all links
on a single timeslice ¢t. Thus, we have to implement the following:

((A#)gg’f])ff (t) = %Z (I () (K (@)Fs — 35K (0)) ) (2), (8.131)

= fo @ 2 ) ) { [P0 ) - DO 5, -
— [Dw)(U(a)) _ D<o>(U<fa>)} 4
—a [D<0>(U<a>) - D<0>(U<-a>)} 752R(U(0))D(U(0))} (mh7'(z) | (8.132)

and

()" = 130 @l ) (K(e)  35Ku@is) @l (2) (5.133)

x

N 4a_:(t) Z (m{)’ ‘) { [D“’)(U(a)) - p<0>(U<fa>)} B

s {pw) (U@ — DO (U<—a>)} s +

+ arys [D(O)(U(O‘)) - D<0>(U<-a>)} 752R(U(0))D(U(0))} (). (8.134)

Differently to the naive operators in Section B2 these covariant operators are very time consuming. However,
using translational invariance of the lattice as in Eq. (8Z1]) we only need to store the already Fourier transformed
I N
operators ((A#)E-Tj’,s]) (t) and ((V#)[T’é}) (t) and obtain the correlation functions through Eq. &Z2).

33’

8.5.5 Comparison

In this Section we have used various methods to calculate covariant densities or conserved currents. Correlators
using those operators have a defined prefactor, i.e., in contrast to naive operators we exactly get Z = 1. In our
case using only approximately chiral fermions we expect Z-factors close to 1.

For the densities we neglect contact terms, which only contributes to the short-ranged correlations. In this
region the correlators are contaminated by higher excitations and do not provide useful information anyway.
Due to the fact that neglecting the contact terms simplifies the calculation drastically, we can justify this
systematical error. An additional complication for the FP fermions comes from the fact that the FP Dirac
operator satisfies Eq. (BJ). In this case we have to handle the operator R, whereas for the CI Dirac operator,
which obeys Eq. (B4, the bare Z-factors for the naive density operators can be calculated analytically if one
neglects contact terms (cf. Appendix [(). The operator R increases the region where the contact terms would
contribute and furthermore it is no longer possible to calculate the bare Z-factor analytically.

For the covariant point-to-all densities we need sequential propagators H (Eq. (BIL)) in addition to the
propagators G (Eq. [Bl)). Therefore the difficulty in this method is to calculate the correlator in terms of
G and H while it is relatively cheap to compute the correlator numerically. However, as seen in Section
low-mode averaging is unavoidable and this will again increase the computational efforts.

Although the theoretical derivation is much simpler for covariant densities using all-to-all propagators, we
still neglect the contact terms to frequently save expensive matrix-vector multiplication with the operator R.
Note that all-to-all propagators are using translational invariance and therefore include low-mode averaging
implicitly.
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For conserved currents the computational effort does not significantly change if we also include the contact
terms. Due to the fact that the quark masses do not occur in the correlator, the correlators become simpler for
those cases, where the correlators contain quarks with different masses.



Chapter 9

Data Modeling

In this Chapter we discuss several important steps of the analysis. One of the first measurements on gauge
configurations is the scale setting. Due to the fact that the lattice spacing is created dynamically one have to
guess the initial parameters of the simulation to get the wanted lattice spacing and is only able to verify it after
the calculation is done. A second important step for non-exact Ginsparg-Wilson fermions is the determination
of the additive mass renormalization, i.e., the masses in our action are shifted from the actually simulated quark
masses. To extrapolate the results via chiral perturbation theory this mass shift has to be considered. The
most important tools in data modeling are the correlation functions in which the physics is encoded. From
them we can extract hadron masses or LECs. Finally one has to extrapolate every result from the lattice
to physical points. Because of limited computer resources one has to make approximations which should be
under control. Using these approximations allows us to get results which would not be feasible via brute force
contrariwise. Therefore error estimation becomes also a very important to compare the results with experimental
data afterwards.

9.1 Setting the scale

When we compute observables on the lattice they are given in lattice units a. Therefore, we have to determine
the physical length of the lattice spacing a, before we can compare them to experiments or use them as non-
perturbative input in perturbative calculations. This can be done via comparing observables on the lattice to
hadronic masses, e.g., the vector meson p or the Nucleon N mass.

However, in our calculations we use the Sommer parameter 7o [82] to set the scale. This method involves
the computation of the static quark/anti-quark potential V' for different values of the inverse gauge coupling 3
which can be done very precisely. One defines a hadronic length-scale 7(c¢) which depends on a dimensionless
parameter ¢ through:
2,0V

or

- =c. (9.1)

r=r(c)

Choosing ¢ = 1.65 corresponds to r(1.65) = ro = 0.49 fm [83] B4]. Now we have a dimension-assigned quantity
ro both in physical and in lattice units. Using this dependency connects every observable on the lattice to a
physical dimension.

9.2 Two-point correlation functions in Hilbert space

We want to calculate the correlation function of two operators O4,Op on two different points on the lattice

(cf. Eq. (B3M)):
Cap(za,2p) = (Oa(za)Op(2B)) -

79
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On the lattice every particle propagates in both directions of time. Let T' = aL,, then it is:

(Oa(T4,t4)0B(ZTB,tg)) = lim K[O4,08,T,ta 5],

T—o0
_ i tr [OAe_(tA_tB)HOBe_(T_tAthB)H}

T—oo tr [e=TH)|

; (9-2)

Inserting of 1 = " [n)(n| between all operators, where all states |n) are chosen to be eigenstates of the
Hamilton operator, one gets:

60l Gle k) (k| Op 1) (lje=T-DH|;
K[Ox, 05T 1] — > ik (0al5) .|7>< |-B| {1 i) |
>ilile=THld)
325, (110alj) (j|Op iye B~ (T E:
Z.efTEi 9
Zi,j<i|OA|j><j|(93|i>e‘t(E:‘—Eo)—(T—t)(Ei—EO)
[T e T B 4 TEB)

(9.3)

Here we factor out the ground state energy Ey due to the fact, that all energies can be defined as the energy
difference to the ground state energy. Normalizing the expectation value by

Z70 = (w[eTH])T (9.4)
is equally to normalize the unity operator to one, i.e., (1) = 1.

Due to the dispersion relation
E@) = vm? +p?,
the masses of the eigenstates are obtained by E(p'= 0) = m. Therefore, in spectroscopy we are mainly interested
in the Fourier transform of ([B30):

Cap(ta,zp) = Z (Oa(Zp + ¥, ta)Op(ZB,tB)) . (9.5)
7
9.2.1 Hadron masses

To get hadron masses we have to compute the correlators and let them propagate in temporal direction. After
a while one should see only the ground state in the the correlator, which can be measured via an exponential
fit. We give in this Section two examples why and how we can get masses in this way.

Example I: flavor-non-diagonal mesons

In the special case of flavor-non-diagonal mesons and where O4 = O and Op = Of, K [(9, onT, t} can be
expanded in the lowest energy states |a), |a’), ..., which have a non-vanishing overlap with O, OF:

Klo,oh1 = 2z (<0|O|a><a|c9*|0> e~Pa 4 (a@|0]0)(0|O"[a) e—<T—t>Ea)
+ 271 ((010la') (0110 e + (@|0J0) (0[O @) e” TTOE ) L

’<a/|@’r|0>’2 e—tBar 4 o—(T—)E, .
(alOt0)[* e=Fe + e (T=DE

= z! ‘<a|(9T|O>|2 (e7Fe 4 e~ (T=1)Fa) <1 +

(9.6)

Here we assume |(@|0|0) |? = |{a|Ot|0) |2, which is at least valid in the case of meson spectra because of their
invariance under charge conjugation C. All states |a), |a’), ... have to be projected to the momentum eigenstates.
Therefore we apply a Fourier transform which is denoted as in (B30):

O@t) = > e MO(jt). (9.7)
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Inserting this in (@8] gives:

C5(t,0) = (OFHOT(Z,0) = Tnmzc[@,of,T,t} (9.8)
/C[@,@T,T,t} = S K [0,00,T,4] . (9.9)
Y

To get the energies of the lowest state E, from ([3) as good as possible, one has to go to large T and at the
same time one has to use operators which minimize the following ratio:
(|00

9.10
|(alO1]0)* 10

This can be achieved by increasing the overlap of the operator Of with the lowest state |a) using smearing
techniques or improved operators.

Thus one gets zero-momentum projected two point correlators:

C5(t, (#,0) = C(t, (7,0)) = (O(0,)0"(#,0)) = lim ] K [O(y), 01(x),T.1],
= A(e™ e ™ T4 =R(t), (9.11)

where A and m are real constants for large T'. In order to improve statistics we can symmetrize R(¢) via:

R(t) = % (¢ @0) + o -1 @) . 9.12)

Example II: baryons

For baryon correlation functions we have a look at ([E4F):
Cc* =(0*0) ,

where O = Oy, and OF = PTO the parity projected baryon operator. Due to the fact that the interpolating
baryon fields are a mixture of both parity states, Eq. [@3)) changes into:

Kot Dy = ZuslIOHDGI R EOM e -0
S = S (ileTHi) |
St GO ]) Gle k) (RO + O [1) {tle(T=0 i)
S (ile TA ) ’
3, GO ) (GO i)™ B = (T=DB L5 (|01 (1O |kye=tEr ~(T=0E;

S e TEn

(9.13)

We expand K [O*,0, T, t] into the lowest energy states |a), ... and |b) = Pla), ... with the opposite parityll,
which have only non-vanishing overlap with OF and O, respectively. As in the meson example we have already

IWe choose |a) to be a positive parity state.
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factored out the ground state energy Ey. We get two cases:

Kot o1 = 27! (<0|o+|a><a|ﬁ|o>e*tEa + <a|o+|o><0|W|a>e*<T*t>Ea)
+ 27 ((010*b) (BOF|0)e ™ + (BlO*0) (0[O [Be 71
+ 27 ((010*a){a[O=|0)e ™ P + (@O |0) (0[O a)e T+ )
+ 270 ({00 [B)p[O=|0)e P + (O 0) (0[O~ [BheT=IE) 4. .
(9.14)
K[o-, 0,1, = z (<o|0—|a><a|W|o>e—tEa + <a|0-|o><o|W|a>e-<T-t>Ea)
+ 27 ({010 [B)p[OT0)e P+ + (BlO~0)(0[OF [B)e~ (T )
+ 271 ({0107 [a) ([~ [0)e P + (@O~ |0) (0[O~ [a)e~T-1F+)
+ 27 ({0107 B) (O |0)e "+ + (B~ [0) (0[O~ By~ T ) 4 ...
(9.15)
Now we can use:
(0|07 |a) = (0|OTp) = 0,
(al0=]0) = (plO*]0) = 0,
where OF annihilates and OF creates a particle with parity P = +. Furthermore it is:
@otjo)y = @lo~j) = o,
(0[O0F[a) = (0[O-[p) = o0,
where OF creates and OF annihilates an anti-particle with parity P = F. One can also show that:
AT = (0|07 [a)(a|OF]0) = (@|O~]0)(0[O—[a) > 0,
AT = (0|O"BYB[O-10) = BIOT0)0]OFB) < 0.
Finally we find:
K[ot, 0,1, = 7z (A*a”fa - A*e*T*t)Eb) o, (9.16)
K[o-, 0,14 = z* (—A_e_tEb +A+e_(T_t)E“) o (9.17)

This is the result for the periodic boundary conditions in the temporal direction. But for spectroscopy one
usually uses anti-periodic boundary condition to simulate the fermionic characteristics of the quarks. Boundary
conditions in the temporal direction are introduced via:

K [0*,0,1,t] = Z(—1)"€/c (0,0, T,t +nT] , (9.18)
nez
where € = 0,1 denotes periodic and anti-periodic boundary conditions, respectively. After neglecting all states
propagating more often than once around the lattice, i.e., it is 0 <t < T, we get:

KO [0t 0,1, = 7z (A%*”fa - (f1)fA*e*<T*t>Eb) o, (9.19)

KO [0, 0,1, = z7 (fA*e*tEb + (f1)fA+e*<T*t>Ea) o (9.20)

Thus one gets zero-momentum projected two point correlators like [85]:

CE (L, (7,0)) = (O (0,00(z,0)) = lim K© [@i,am} : (9.21)

T—o0

= +AF exp[-mTt] T (1) AT exp[-mT (T — )] +... = R*(t),
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where AT and m¥ are real constants for large 7. In order to improve statistics we can use:

RE() = %éi(t,(f,o»+(—1)6é¥(T—t,(f,O)) . (9.22)

Using both periodic and anti-periodic boundary conditions in the time direction would allow combinations of
correlators which would only depend on one parity state. Therefore one can use a larger interval in the temporal
direction to find longer effective mass plateaus, if one has a good overlap with the ground state. However, for
small lattices the extend in the time direction would also be too small to satisfy still the thermodynamic limit
T — oo using periodic boundary conditions, i.e., the simulated temperature would give non-negligible effects.
For anti-periodic boundary conditions, which are the usually ones in spectroscopy due to the fermionic nature
of the quarks, these effects are more suppressed.

9.2.2 AWI mass

If we consider a non-singlet axial transformation as in ([CI0) for the expectation value of a local operator O(y)
on the lattice (cf. Eq. [ZT)) we getfd:

<Z%> — <(9(y)8ZAi2(z)> +2m <O(y)P1’2(z)> =0, (9.23)

where the first term only gives a contribution for y close to x and the other terms come in via the axial
transformation of the action as shown in ((C34).

In the calculation we also choose an arbitrary operator O which has adequate overlap with both, A}f(x) and
PY2(z), and compute the ratio:
O(y)o:AL2(z
AW _ (O(y) 1 1u2( ) 7 (9.24)
2(O(y)Ph23(x))

where x has to be sufficiently far away from y.

In this way the AWI mass mawr = mP?™® is the bare mass which occurs in the Lagrangian for u and d quark
mass (m = m, = my), respectively. For GW-like fermions and using covariant densities and currents the AWI
mass and m are exactly the same.

Additive mass renormalization

We want to do QCD simulations with only approximate GW-like fermions. Due to this approximation we have
a non-zero additive mass renormalization like in the Wilson case [A8]. In this section we only discuss the case
a=1,2.

Bochicchio et al. found for Wilson fermions a slightly different operator identity as in ((C50):
0, AL () =2mP*(z) + X"(x) , (9.25)

where X?(x) contains all chiral symmetry breaking terms of the Wilson Dirac operator. One finds that in the
continuum limit only dim = 3 or dim = 4 operators contribute. With an analysis of the allowed quantum
numbers we can write:

Xx) =X"(z) — 2moP"(x) — (Za — 1)0; Al (), (9.26)

where in X' (x) all operators of higher dimension are included whose contributions vanish in the continuum
limit @ — 0. The prefactors mg and Z4 are at first not known. Later, we can identify them with a mass shift
mg or renormalization constant Z4 for the axialvector current. Using GW fermions, conserved currents and
covariant densities all terms in (Z20) vanish:

mo=0, Zs=1 and X ()=0.

2For the flavor singlet axial transformation we would get an additional contribution of the measure due to the fact that the
measure is not invariant under this transformation (axial anomaly, cf. Section EZRZ).
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We have to modify this statement if one only applies naive currents and densities together with GW fermions:

a

mo =0, Zp#Zs#1 and X (r)=0. (9.27)
However, using approximately chiral fermions we also get a different AWI mass m”W!:
ZA0, Al (z) = 2(m — mo)P*(z) + X (), (9.28)
which gives instead of (LZ4):

ZoZa (W0 Aw) 2o (OWX'®) (g 2 (OWIALE) _ Za
2Z0Zp (O(y)P(x))  2ZoZp (O(y)P(x)) 2Zp (O(y)Pe(x)) — Zp ’

(m —mg) =

Zp (9.29)

where the operator Ya(ac) is a higher dimensional operator and vanishes therefore in the continuum limit.

The AWI mass m*W! has by definition no additive mass renormalization. So if we compare the AWI mass
mAWI with m used in the simulation we get for the slope of the chiral extrapolation [S6]:

mAWI 1

=" —=_ 9.30
T (9-30)

AWI

and can determine the additive mass renormalization mg by writing m as a function of m:

m*™W(m) = Z (m —mg)  with m*V(mg) =0. (9.31)

All these steps can also be done for the CI and FP fermions which are only approximately chiral invariant
fermions. With these fermions we also get a mass shift mg which is very small compared to Wilson fermionsﬁ,
but not negligible. We need to know the additive mass renormalization for the CI and the FP fermions, e.g., to
interpret the hadron spectrum correctly or to estimate how large the quark masses have to be in our simulation
not getting exceptional configurations in a subsequent run.

9.3 LECs from ”unphysical” regimes

In Section we have already discussed finite volume effects. To obtain masses or matrix elements we need
a sufficiently large box size in order to keep the systematical errors coming from the finite size as small as
possible. The situation is quite different for LECs. Although we can determine LECs also on lattices with a
large physical volume there exists also another approach. In the e- or §-regime one utilizes the fact that in those
regimes NLO predictions are less contaminated by higher order effects and so the LECs can be determined by
fitting less parameters in principle.

However, using a small finite box does not mean that those calculations in the e- or §-regime are, e.g., cheaper in
terms of the computer time. Contrariwise, one faces additional problems which can be neglected in spectroscopy
at all. Lattice simulations both in the e- and the d-regime require very small quark masses. Due to the fact that
the spectrum of a Ginsparg-Wilson Dirac operator is bounded from below and that this ensures stability of the
dynamical simulations it is highly desirable to preserve chiral symmetry at finite lattices. In addition to small
quark masses there is also another reason that makes those regimes particularly challenging. In the region,
where mXV ~ O(1), one expects large fluctuations of the low-lying modes, which can induce large uncertainties
on the observables. These can be, however, substantially reduced by adopting the low-mode averaging technique
in Section

For a brief introduction on the determination of LECs from lattice simulations in general the interested reader
is referred to [87] and the references therein.

3Due to the fact that the CI or FP fermions have good chiral properties, but not exact chirality, the size of the mass shift of
the CI or FP fermions is small. While for the Wilson fermions the operator X can be written explicitly, this is very difficult for
the CI and the FP fermions. Nevertheless both, X1 and Xyp, also mix with the pseudoscalar density and the derivative of the
axialvector, because of quantum number considerations, plus with operators of higher dimensions.
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9.3.1 Meson correlators in the e-regime - The bare X

The bare quark condensate ¥ can be extracted by matching density correlators in the e-regime with the NLO
predictions. In [32] Hasenfratz and Leutwyler show the corresponding relations for the O(4) spin model which
can be matched to the massless SU(2)r theory. For the pseudoscalar-pseudoscalar correlators we derive:

T . t t t t
W chog(t) =ay+ by hl(f) +cy hQ(T) +dj hg(T) +er (5 (T) — 1) R (932)

where the kinematic functions are defined by

me = 3\(-3) %) 039
ho(r) = 5{72(1#3—10], (9.34)

1 [ cosh g (T —1/2))°
h = hi :
5(7) T(r) + ; { 2 sah g/ : (9.35)
and ¢, stands for

1

n = 21T (9.36)

3
> (2)
p=1 Ly
The sum in Eq. ([@33) runs over all integers n = (n1,n2,n3) on the lattice except for (0,0,0) denoted by the

prime. Here we compare a O(4) spin model with the SU(2) flavor theory, where the magnetization in the first
model corresponds to the quark mass in the latter.

In the O(4) spin model with magnetization or equally in the massive SU(2) flavor theory the constants
ar, ... ,er in Eq. ([@32) are given throug}ﬂ:

1 N\2
a, =%? {P%U +2p2 (W) } ) (9.37)

ar =
T? s & B
b= b= (1o {1 + —FQLQ} , (9.38)
T2 ’ 2¢4 1 ° 2
T2\ 3o/ 1Y
dy = (7) dy = 3%% (FQLQ) m, (9.40)
1 (1 \°
er = peL=25"{ g5 ) 2= (1-mps], (9.41)
where
368 3/ 1 \°T[., 1
P1 = 1+ §F2L2 — g <F2L2> |: 1 — 252 - 4—71_2 In (A]\/[L) 5 (942)
3 1
P2 =7 [62 + 322 In (AEL)} ) (9.43)
3 1 1
ps. = Pt s m(ArL) — oo In(Anl), (9.44)
1 1, 4
= 1 oY +O(u"), (9.45)
u = 20mXIV . (9.46)

4Without magnetization both the parallel and the perpendicular components of the spin fields are the same, because there is
no privileged direction. Therefore we can average over the components of the spin fields. Considering the massive case we are only
using the perpendicular components or equally the pseudoscalar density.
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are defined in [B2] explicitly and £ = T'/L, 51 and (2 are known shape coefficients of the lattice. Ay, and Ap are
renormalization group invariant scales, which corresponds to the LECs L3 and L4 in Eq. (B2Z0), respectively.

We can combine a; and ej for timeslices ¢ # 0 to cancel the po:

2
1
GII:GJ—€]:EQ {p%?’]—f—2(1—n)p3 (m) } 5 (947)
and obtain:
lécov(t)—a’—i-bh DY ferho( L) +dpnf £ fort #0 (9.48)
o PP = ay 171 T 11782 T 173 T ’ : :

Using covariant pseudoscalar densities we can obtain $2 from the amplitude of the correlator via a single
parameter fiffl.

9.3.2 Meson correlators in the e-regime - The bare F

The pseudoscalar decay constant in the chiral limit F' can also be extracted by matching current correlators in
the e-regime with the NLO predictions. In [88] we find:

T . t t
SO0 =a+t bhl(f) + Chg(f) +O(5) (9.49)

where the functions hy and hs are defined in Eqs. (@33) and [@34). In SU(2) the coefficients are given byll:

1 1 3
o = =2 [1- 1) - 3% (1- 31w ) + o) (9.50)
M) ¢
b = Fi—S— a7 (9.51)

c = F? <1 - %I(u)) <F§L2>2 , (9.52)

where F; is the pseudoscalar decay constant, the integral function

8Y"(u)
— ~ 9.53
(1) = S (9.53)
are given by the Bessel function Y (u) and w is defined in Eq. (@Z4).

Fitting the covariant axialvector-axialvector correlator to the form in Eq. ([ITZd), we can extract F2 from the
amplitude. To obtain F out of F we have to use the ChPT formula in [89]:

M2 A2
Fo=F|l+—2_-1n L], 9.54
T Tomerz s (9:54)
where we can apply the Gell-Mann-Oakes-Renner relation in Eq. (B2H) to cancel M2:
2md
M? = T (9.55)
Therefore we have to solve the following equation with respect to F' numerically:
2md F2A?
F,—F— 1 F— 9.56
1672F3 " 2my (9.56)

5We have to insert the resulting 3 recursively into the fit again, which relatively fast converges to a constant 3.

6Note, that we apply these Ny = 2 formulas also for the Ny =2+ 1 case. We treat the excitations containing the strange quark
as all the other non-Goldstone-boson excitations whose effects are coded in the low energy constants. This is certainly the source
for a systematical error, which should become negligible if m,; < ms.
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9.3.3 Quark condensate from the eigenvalue distribution

At LO in the e-expansion, the partition function at fixed topology is equivalent to the one of a chiral Random
Matrix Theory (RMT) as discussed in Section It follows that RMT reproduces the same microscopic
spectral density p%(&, p) as the chiral effective theory, where £ = aXV, = mX¥V and i« are the eigenvalues of
the continuum Dirac operator. Moreover, it is possible to extract the probability distributions of the low-lying

eigenvalues [37, BT, 90]:
p5(& ) =D pi(& m) . (9.57)
k=1

By matching the low-lying spectrum with these expectations

(k) PRV (1) = (Eor) ™M (1) = /OOO d&k §kpi (S 1) (9.58)

one can then extract the low-energy constant X.

Similarly, we can compare RMT with the lattice results by considering the shape of the distributions of the
k-th eigenvalue in the topological sector v:

(A& ™ (1) = \(€25) — (€ur)? = (Bawk) YV (1) . (9-59)

It is also possible to compare the cumulative distributions of the eigenvalues:
&k , , a2V , ,
culén) = [ dipilgon) = [ dofplagon) = elan)ZV (9.60)
0 0

Note that using these methods for approximately chiral fermions have a drawback. Due to the fact that the
index theorem does not hold for approximately chiral fermions we cannot exactly determine the topological
sector v. This problem is addressed in Section [33.11

9.3.4 The pion decay constant from the rotator spectrum

In the d-regime (cf. Section B33 one considers a lattice where

r §

PP AmnFRE (9.61)
so that the low-lying rotator spectrum can be measured. This spectrum is given by an O(4) rotator having in
LO a mass gap which is not disturbed by higher excitations (cf. Section BZ3H)

3
Mz = SERLE ¢
Determining this mass gap can be used to calculate F'. Note, however, that for a small box size one expects
non-negligible corrections to this LO result [91].

(9.62)

9.4 Extrapolations

Doing a LQCD simulations we have to discretize space-time and truncate the infinite volume of the universe
to a small finite volume. Therefore we take special care in the previous chapters to have these unavoidable
approximations under control. We are using lattices, gauge actions and Dirac operators which have small
discretization errors, so that it becomes easier to extrapolate our lattice spacing to zero a — 0. This is the
continuum limit. When we choose the lattice size in our calculations we have to go to sizes where the truncation
of the volume does not change the physical content of the theory. However, at the end of the day we have
to correct the finite size effects by extrapolating the volume to infinity V' — oco. A numerical problem occurs
going to very small quark masses. The easiest way to circumvent this is to do the calculations with larger quark
masses than with those which are realized in nature. Doing this for several unphysical heavy quark masses one
can use chiral perturbation theory to extrapolate to the chiral limit m, — 0.
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9.4.1 Scaling analysis

The lattice spacing a is not only the discretization error of our calculations, but also the regulator of our
quantum field theory. Without a finite lattice spacing a we would get UV-divergences which would not allow us
to compute physical quantities, i.e., all results would be infinite. As in every quantum field theory the regulator
has to be removed from the theory and the physical quantities must not depend on the regulator at the end of
the day.

The lattice spacing a is not a parameter which can be set like the quark mass or the volume of the lattice.
Its size is produced more or less dynamically. So one has to measure the lattice spacing of a simulation after
generating gauge configurations with the same parameters (cf. Section [@d)). However, the lattice spacing is
driven by the gauge coupling 3, where the limit a — 0 corresponds to  — oo and vice versa.

On the lattice one usually works with small discretization errors, but they are still there and contaminate the
results. A typical a — 0 extrapolation is done on several lattices all with a different lattice spacing a, but the
same physical volume V, i.e., if we make the lattice spacing smaller we have to increase the lattice points in
very direction to stay in the same physical volume. This is very important in order to be not fooled by other
effects, but this in turn is increasing also the costs for the simulation.

9.4.2 Infinite volume corrections

Our lattices have all finite volumes introducing errors if it is too small. Therefore one has to study the dependence
of the results on the lattice size and extrapolate to infinite volume V' — oo removing these errors. In [02] effects
from interaction around the torus have been studied, which lead to exponential corrections to the mass. The
leading contribution comes from the smallest hadron mass and is O(e~™=1). Therefore it is important for
spectroscopyﬁ to satisfy the relation m,L > 4 allowing to ignore finite size effects.

Working in the Euclidean space-time and taking the limit V' — oo has also a different meaning. Enlarging
the lattice in time direction 1" — oo is connected to a lowering of the simulated temperature. Thus, ideally one
would perform the so-called thermodynamic limit first and put the continuum extrapolation a — 0 to second
place to be sure that we are not simulating quark-gluon plasma (cf. beginning of Part [ll). However, in a real
simulation of today this cannot always be done.

9.4.3 Chiral extrapolations

Because of numerical difficulties LQCD simulations are always done for unphysically large quark masses. Also
this error has to be removed. Actually we a interested in physical quark masses, but due to the fact that
the theory for higher quark masses is known, we can save very much of the confined computer time. The
extrapolations have to follow formulas predicted by ChPT. Therefore we have to use several masses of valence
quark masses.

We have to distinguish three different ChPTs. If we are in the quenched approximation the sea quark masses
are set to infinity and we have to apply quenched ChPT. The second case is where the sea quark masses are
equal to the valence quark masses Msea = Myalence. 1N this case the number of valence quark masses is restricted,
because typical dynamical simulations are done for 2 or 2 + 1 flavors and so we have at maximum two valence
quark masses which obeys Mmgea = Myalence- If the valence and sea quark masses do not coincide this is the
so-called partially quenched case. The simulation is done with mge, and in the analysis one also inverts the
Dirac operator for quark masses m = Myalence 7 Msea- NOW one can perform the chiral limit m — 0 using
the partially quenched ChPT. In Fig. the regions are shown schematically where we have to make use of
partially quenched chiral perturbation theory.

"Hadron spectroscopy is done in the p-regime (cf. Section ).
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Figure 9.1: Schematic representation of the space of partially quenched theories for light quarks. On the lhs. the
approximate range of simulations is shown as they were typical for the year 2000. The rhs. is an update from
the year 2006 from the same author. These figures are taken from [93] [94], respectively.

9.5 Interpreting the data and its errors

9.5.1 Effective masses

Due to the fact that the correlation functions always contain higher excited states one has to find an interval
t € [tmin, tmax] With i, high enough such that only the lowest mass contribution dominates. Therefore, before
fitting with an exact form, we compute the so-called effective masses:

R(t)
R(t+1)’
where the definition of R(t) can be found in ([@I) or (ZI). A plot of the parameter meg vs. ¢ will then show
a plateau if only a single mass, the lowest one, controls the correlator.

Mmeg(t) = In (9.63)

If the lattice size in the time direction is too small the interval where one can find a plateau is disturbed by
the backwards propagating particle. Taking into account both the forward and backward propagating particle
one can do the following:

R(#) e=Tmn(t) 4 o(26+2)mn ()
mo(t) = 1In RE+1) Mp41(t) = mo(t) — In T () 1 g2t (9.64)
meg(t) = mui1(t), it |mpy1(t) —mp(t)] <e. (9.65)

For a correlation function like in ([ZI]) this recursive method makes it much easier to identify the plateau.

If one wants to calculate the masses of excited states, both determinations of the fit range are not suitable.
Therefore one uses the variational method, which is described in Section There the excited states are
separated by the diagonalization of a correlation matrix. For every obtained eigenvalue one can then use the
effective mass methods again, because every eigenvalue contains a different ground state which can be identified
with the mass of an excited state afterwards.

9.5.2 Least square fits

To fit a function f(x;;0) as close as possible to some data points (x;;7, & 0;) one can use the method of least
square fits:
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Let 3, be N independent measurement at known points x;. Assume the data points are Gaussian-like dis-
tributed around the average f(x;;0) with a variance of o7, where @ = (61,...,0,) is a vector of the n different
and unknown parameters. One has to find @ which fits the data points best. Therefore the function x? is
introduced:

(¥; — f(2i;0))
X2 (0) = Z % . (9.66)
i=1 i
If the measurements ¥, are independent from each other one gets via minimizing of X2 in the parameters 6 the
ensemble averages 6. For simple fit function f(z;;0) one can even derive the optimal parameters 8 analytically.

In the limit of an infinite number of measurements and if the theoretical predictions f(@) are valid, then the
ensemble average of y is given by the ensemble average of 6:

7=£0), (9.67)

<

where we set for independent measurements [95]:

_ 2
0=0+0y with U§Z<%) or . (9.68)
j J

Goodness-of-fit tests

In order to estimate, how good the data points agree with the theoretical predictions, we have to determine the
degrees of freedoms v first:
v=N-n. (9.69)

Here N is the number of measurements and n is the dimension of 8, the degrees of freedom in parameter space.
To estimate the goodness-of-fit we have to normalize x? by the number of degrees of freedom v, i.e., we accept
the fit only in fitting ranges, where

x?/dot = Xj ~ 1. (9.70)

Correlated fits

If the measurements are not independent anymore, i.e., it exists a non-diagonal covariance matrix:

1 N

. 1 — —
Vij = N_1 (yiyj - yiyj) = m — (yf —7;) (ygs - yj) ) (9-71)
where y; is the s-th sample within the i-th measurement, correlated fits are necessary. Again one obtains the
least square estimates by minimizing the following;:

(O =T~ f0) V@~ f0) , (9.72)
where ¥ = (7,...,7x)7 is the vector over all measurements and f(@) the corresponding vector for the most
optimal parameters. It is:

x> 8]”(5) -1 i
0 - 2——=V 0) — . 9.73
20|, 5 5 [£(6) — 7] (9.73)

We find the minimum at 6 = 6.

For correlated measurements we get in a linear approximation [96]:

0, =0 +\/A; Yi=1,....n, (9.74)
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where

1 0F0),, 1 0F@)
1] - 42 891 ag Hmj ) (975)

and H;; is the so-called Hesse matrix:

82X2

H;; = . 9.76
700,005 |5 (9.76)
For accepted fit ranges using ([@Z0) it is also:

0, =0, +/2H;" Yi=1,...n. (9.77)

9.5.3 Error estimation for smaller data sets

The best estimate for a secondary quantityﬁ can be obtained from the average over all samples, but not from
the average over all subsamplesﬁ. If the subsamples are too small, one uses some techniques to estimate the
magnitude of errors in the secondary quantities.

Jackknife

Let A be a primary quantity and A, Ao, ..., Ay are the independent measurements of A, then it is:

— 1
A=-3N"4,. 9.78

M=

The best estimate of the secondary quantity y = y(A) is

7=y(4). (9.79)
We define the so-called Jackknife averages:
1 N
A = — N4, 9.80
N—-14& ( )
i#£S
We get the so-called Jackknife estimates for the secondary quantity via:
1 & 1 &
7)) — = () — = ()
7 =+ ;y ~ s:zly(/ls ) - (9.81)

The error of the Jackknife averages is:

s = Lt Z( ) 7y<J>)2 , (9.82)

Note that for primary quantities we get back the usual definition of the variance:

N

25N, _ N-1 oy 2

o (A ) - N ; (As A ) )
1 N 2
= —— Ay —A)" . .
N(N*l) ;( S ) (983)
We get as a final result: B

7T=7+0@"). (9.84)

8A secondary quantity is a function of primary quantities, which themselves are determined directly from the measurement.
They are depending on primary averages, which can be directly measured. Note that the averaging of primary and secondary
averages do not commute with each other typically, i.e., we obtain the secondary quantity via 7 = y(A) and it is y(A4) # y(A).
9Subsamples are disjoint subsets of all samples.
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Bootstrap

A generalization of the jackknife method is called bootstrap, in which a large number Np (typically O(1000))
of bootstrap ensembles are each created by selecting N members (with replacement) from the original ensemble
{A;}. The secondary quantity y = y(A) is then evaluated on the bootstrap ensembles to yield Ng bootstrap

replicates ygB). The bootstrap estimate of the variance of y across ensembles is given by:

1 & 2

2B = ( (B) 7—<B>) , 9.85
@) N ; ys =7 (9.85)

where v

1 B
7B = — (B) 9.86
7 o ;y (9.86)

For the final result we get again:

7=78 +oF?). (9.87)

9.5.4 Binning

After obtaining the errors either with Jackknife or with Bootstrap we only know the statistical errors in the
data. We do not know if the input data were still correlated. Therefore we build averages of different sizes of
the data and use these averages as input for the error analysis. If the errors obtained again with Jackknife or
Bootstrap grow faster than /m, where m is the bin size, then we probably have used correlated data.

To solve this issue we replace our data by the averages of m data points and shorten our statistics. However,
obtaining the statistical errors in that way also includes the autocorrelation of the data points and gives therefore
more reliable error estimates. Using instead of the original data the averages of m data points as the input data
is called Binning.

This is also the logical consequence of Pruning (cf. Section [[3]). If we prune our data too rigorously, we
probably waste configurations which are already independent for observables with smaller autocorrelations.
In that case Pruning would even increase the statistical error because we throw away statistics unnecessarily.
However, combing Pruning and Binning helps us for both reasons, not wasting independent configurations for
certain observables and obtaining sensible error estimates without autocorrelation.
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LQCD with chirally improved fermions
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In this part of the work we want to discuss results obtained with the chirally improved Dirac operator in
the quenched approximation. The aim of the first project is to calculate the masses of baryons in the baryon
octet and decuplet. In the second project we go a step further and try to predict whether there is a pentaquark
©7(1540), which should be the lightest exotic baryon with strangeness S = 1. My contribution to these projects
was the writing and optimizing of the analysis code, where we mainly made use of already generated quenched
gauge configurations.

Excited baryons

We calculate the Dirac propagators using multi-mass Bi-CGSTAB solvers and combine different baryon inter-
polators to get also the excited states from the variational method. We use a very simple ansatz to model radial
excitations on the lattice by combining two sources with two different smearing widths. At the end of the day
we are even able to make predictions for excited baryons which have not been listed in the particle data book

[ yet.

Pentaquark

In this project we implement interpolating fields for the pentaquark on the lattice. We compare interpolators
which have already been used by other lattice groups to new ones never considered before in lattice calculations.
We give a brief survey of quark models and our considerations for the quantum numbers of the ©1(1540) baryon.



Chapter 10

The baryon spectrum in the quenched
approximation

The reproduction of the hadron mass spectrum from first principles is an important challenge for lattice QCD.

Ground state spectroscopy on the lattice is by now a well understood problem and impressive agreement with

experiments has been achieved. However, the lattice study of excited states [II, 2, G B, 97, 08, 99, 00, [T0T]
[[02), 03], 04, 105, 06, 07, MO8, M09, [T0, [T, T2, T3, M4, [T, [CT6], [T7), [IT8] is not as advanced. The reason
for this is threefold: Firstly, the masses of excited states have to be extracted from subleading exponentials
in the spectral decomposition of two-point functions. Secondly, the construction of hadron interpolators which
have a good overlap with the wave functions of excited states is much more challenging than for the ground
state. Finally, excited states need a larger volume not to feel the boundaries. We are using 2.4 fm boxes in
spatial directions which could still squeeze the extended wave function of a excited state. A infinite volume
extrapolation is not known for these excited states.

Concerning the first issue, the extraction of the signal from the subleading exponential, several approaches such
as constrained fitting or the maximum entropy method can be found in the literature [TT9, [[20]. Here we apply
the variational method [76, [[7], where not only a single correlator is analyzed, but a matrix of correlators is
used. This matrix is built from several different interpolators, all with the quantum numbers of the desired state.
The variational method also incorporates in a natural way a solution to the second issue, the wave function
of the excited states: One uses a set of basis interpolators which is large enough to span ground and excited
states and the variational method finds the optimal combinations of them. In principle, no prior knowledge of
or assumption about the composition of the physical hadron state has to be used.

However, the variational method can succeed only if the basis set of hadron interpolators is rich enough to
span ground and excited states. On the other hand, the basis should also be constructed such that it can be
implemented numerically in an efficient way without the need for many different quark sources. In this article we
use a twofold strategy for building our basis interpolators: We use interpolators with different Dirac structures
and furthermore compose them using different types of smearing for the individual quarks. In particular,
we apply different amounts of Jacobi smearing [74, [[5] and in this way create narrow and wide sources. A
combination of these allows for spatial wave functions with nodes, which are essential for a good overlap with
excited states.

Following a first test of the outlined strategy [II, 2, [[T0, [T2], we focus in detail on the results obtained for
baryons. In Section we collect the basic equations for the implementation of the variational method. We
detail the construction of our sources and give an overview of the parameters of our numerical simulation in
Appendix Here we discuss effective mass plots, the eigenmodes of the correlation matrix, as well as the
baryon masses and their chiral extrapolations.

95
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Figure 10.1: Effective mass plots for nucleon ground and excited states. We compare the results from our
coarse (16% x 32, a = 0.148 fm, am, = 0.05,0.1,0.2 top to bottom), and fine (20° x 32, a = 0.119 fm,
amg = 0.04,0.08,0.16) lattices. The solid lines are the results from correlated fits of the eigenvalues. They
represent the fit results plus and minus the corresponding error.

10.1 Computing the baryon masses

We have summarized the parameters of this simulation in Appendix There, one can find the corresponding
characteristics for the used lattices and the baryon interpolators. After choosing an interpolator one has to
project it to definite parity and for the A and € baryons also to definite spin. We build the correlation matrix
C'ij (t) from interpolators with correct quantum numbers and use the variational method to obtain the energy
levels of the sought-after baryon. We use antiperiodic boundary conditions in the temporal direction and periodic
ones in the spatial directions on our lattice and so we can use both correlation functions CA’Z'S (t) and CA’Z; (t) to
obtain the energy levels of the interpolator. The positive parity states are obtained from the correlator at small
t running forward in time, while the negative parity states are found at large time arguments, propagating
backward in time with 7" — ¢. How this is done in detail is shown in Section [IZJl We also symmetrize the
correlation matrix] by replacing Cii (1) by Cij(t) = [Cij (t) + Cji(t)]/2 before diagonalization to further increase
the statistics.

10.2 Effective masses, eigenvectors and fit ranges

In Fig. [T we compare the effective mass plots for positive and negative parity nucleons N from our two
lattices at different values of the bare quark mass; am = 0.05, 0.1, 0.2 for 162 x 32 and am = 0.04,0.08,0.16 for

IThe correlation matrix should be symmetric within the statistical errors. We use this fact explicitly.
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Figure 10.2: Eigenvectors for nucleon ground and excited positive parity states. From top to bottom we show
the eigenvector components of ground, first and second excited state.

203 x 32. These numbers were chosen such that they give rise to approximately equal pion masses for the two
lattice spacings used. The plots also contain the nucleon masses in lattice units as obtained from a correlated
fit of the eigenvalues of the correlation matrix (horizontal bars giving the central values plus and minus the
statistical error). The figure shows clear long plateaus for the ground state masses, while the signals for excited
states have larger error bars and shorter plateaus. Furthermore the quality of the data decreases as the quarks
become lighter, which is well known in lattice spectroscopy.

Another important piece of information comes from the eigenvectors. In Fig. we show the six entries of
the lowest three eigenvectors corresponding to ground, first and second excited state (top to bottom) in the
positive parity nucleon channel. Again we compare the results for our two lattice sizes using quark mass values
which give rise to essentially the same pion mass. For each value of ¢ the respective eigenvectors are normalized
to unit length.

It is interesting to note that the eigenvectors depend only weakly on ¢ (actually this can be shown from the
generalized eigenvalue problem). The entries form plateaus which are very long for the ground states but also
for the excited states often contain 4 to 8 values of ¢. Typically these plateaus extend at least over the same
number of ¢t-values as the effective mass plateaus, i.e., often they are even longer by one or two points.
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As in the case of effective masses, the formation of the eigenvector plateaus indicates that the channel is
dominated by a single state. Thus, the eigenvector plateaus provide an important tool for the reliable identi-
fication of the t-intervals, where the eigenvalues can be used for a fit. Indeed, sometimes it is the eigenvectors
which prevent one from fitting quasi-plateaus in the effective mass. Due to relatively large statistical errors
in the effective masses, the data sometimes resemble a plateau and it is only the absence of a plateau in the
corresponding eigenvectors which allows us to conclude that a quasi-plateau is not conclusive. We implement
this strategy and now fit the eigenvalues only where we see also eigenvector plateaus.

We finally remark that the values for the eigenvectors are almost exactly the same for the two values of the
cutoff we consider (in Fig. A the left hand side plots are for @ = 0.148 fm, the right hand side is for « = 0.119).
Although the entries of the eigenvectors cannot be expected to scale (they are linear combinations of matrix
elements of our interpolators with the physical states), it is reassuring for the application of the method that
no large discrepancies are observed.

10.3 Nucleon

For the nucleon we use the following three interpolatOIE:

N® = e TP ug(uI TP d, — dI T u,) . (10.1)
For positive parity the combination of the six operators n(ww)®, w(wn)®, w(ww)®, n(ww)®, wlwn)®,
w(ww)® | (the upper index denotes the choice of Dirac structures according to Table[G3) gives the strongest sig-
nal. For negative parity we use the 4 x 4 correlation matrix built from n(nn)®, w(nn)®, n(nn)@, w(nn)@. Of
course, these combinations are used for all quark masses. For the positive parity ground state we can determine
its mass for all our quark masses. For the excited nucleon states of positive parity the combined assessment of
effective masses and eigenvector plateaus do not allow for a trustworthy extraction of the corresponding nucleon
masses for the two smallest quark masses.

We identify two excited states of positive parity which have not very different masses for the whole quark mass
region where we see a signal. This is consistent with our previous observation on a smaller lattice [T10, T2, [T}, 2.
These are two physically distinct states since they are observed in different eigenvalues of the correlation matrix
and the corresponding eigenvectors are orthogonal. Some additional efforts are required to properly identify the
nature of our quenched excited states. We follow the strategy of Ref. [IT0, [[12, [T, 2], i.e., we trace the states
from the heavy quark region towards the physical limit.

In the heavy quark region, where we obtain the best signals, the quenching and chiral symmetry effects
are less important and the naive quark picture is adequate. Then we know a-priori, that there must be two
approximately degenerate excited states of positive parity. The first one is a member of the 56pg-plet and the
second one belongs to the 7T0rg-plet. In the excited 56rg-plet state, as well as in the ground state 56pg-plet,
all possible quark pairs have positive parity. Then it follows that the signal from the ground state 56pg-plet, as
well as from the excited 56rg-plet state, can be seen with those interpolators that contain two-quark subsystems
of positive parity (these are the ones with ¢ = 1,3 from the Table [@3]). On the other hand, the positive parity
TOrs-plet state contains both positive and negative parity two-quark subsystems, and can be seen with the
1 = 2 interpolator, where the diquark has negative parity. This picture is confirmed in the heavy quark limit
of our results. If we construct our correlation matrix with the ¢ = 1 and/or ¢ = 3 interpolators, we find both
the ground state and two excited states of positive parity, while only one state is observed with the i = 2
interpolator. This state corresponds to the first positive parity excited state.

But there is still another explanation for the N(1710) resonance. In [IZI] Diakonov, Petrov and Polyakov
predict a pentaquark state in the flavor antidecuplet. For their model they have to fix the parameters with the
nucleon states in this antidecuplet. In their article they recommend the N(1710) to be in the antidecuplet and
thus also being a pentaquark. This is not taken into account in our calculations here. In their considerations
the N(1710) has an quark content of uwudss and would be classified as a non-exotic pentaquarkﬁ. Using this

2¢f. Table G for T{" and T{" with i =1,2,3
3Exotic pentaquarks have an antiquark of a different flavor as the other quarks.
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Figure 10.3: Ground and excited state nucleon masses versus m2 for our two lattices. Filled symbols are used
for 163 x 32, a = 0.148 fm, open symbols for 20% x 32, a = 0.119 fm. The left hand side plot shows the positive
parity states, the right hand side is for negative parity. The experimental data are included as filled circles.

identification Diakonov, Petrov and Polyakov have been able to calculate the masses of the other flavor antide-
cuplet masses, which fit very well into the baryon spectrum. However, in the light quark sector a universal
experimental evidence of pentaquarks is still missing (cf. Chapter [[T).

Using the fingerprint from the eigenvectors, we are able to trace these states from the heavy quark region,
where their physical nature can be safely identified, to the light quark region (down to m, = 450 MeV), where
they still remain approximately degenerate. Clearly these signals, extrapolated to the physical region, remain
essentially higher than the experimental states N(1440) and N(1710) (cf. Fig. [L3)).

The discrepancy between our results and the experimental numbers is probably partly due to quenching, where
a significant part of chiral physics is absent. Also finite volume effects cannot be excluded (our physical volume
is 2.4 fm and large finite volume effects can be anticipated for excited states [T03, 06, T3, [IT6]).

Note that the perturbative gluon exchange between valence quarks, characteristic for the naive constituent
quark model, is adequately represented in the quenched calculation. The discrepancy of our results with the
experimental ones hints that it is the chiral physics, partly missing in quenched QCD, that could shift both

positive parity excited states (and especially N(1440), the so-called Roper state) down [122 [[23] [124].

state | Mass [MeV] I(JY) | status
N(938) | 938 LTy | e
N(1440) | 1420 to 1470 | L(17) | #wx
N(1535) | 1525 to 1545 | L(17) | e
N(1650) | 1645 to 1670 | 1(17) | e
N(1710) | 1680 to 1740 | L(17) | ##x
N(2090) | ~ 2090 117 *

Table 10.1: Here we list the nucleon and its excitations with spin-1/2 from [I7].

Our results for the nucleons are presented in Fig. The left plot is for positive parity, the right for negative
parity. Filled symbols are used for the 163 x 32, a = 0.148 fm lattice, open symbols for 203 x 32, a = 0.119 fm.
The filled circles represent the experimental masses. The experimental values are taken from [I7] and are listed
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Figure 10.4: Eigenvectors for nucleon ground and first excited negative parity states. The data are for our
203 x 32 lattice at am = 0.06.

in Table [Tl

The results for the positive parity ground state (left plot, downward pointing triangles) agree well with the
experimental value (for the chiral extrapolation of our data see Section [L). Furthermore, the data show
almost no cutoff effects. For the first excited state (circles) the results for the two values of the cutoff differ
by about one sigma, while for the second excited state (upward pointing triangles) the two data sets agree.
However, both excited states extrapolate to values about 20-30% larger than the experimental numbers.

For negative parity we mainly fit ground and first excited states. Only for the two largest quark masses on the
finer lattice we can extract the second excited mass. We find that the lowest two states are nearly degenerate,
but extrapolate to the physical masses within error bars (cf. Section [IT). Cutoff effects are clearly seen only
for small quark masses. Since the negative parity ground and first excited state are nearly degenerate, we have
checked that they are indeed different by inspecting the eigenvectors and following their behavior down from
the heavy quark region. Entries of the eigenvectors at quark mass am = 0.06 are shown for our 203 x 32 lattice
in Fig. M4 In contrast to the positive parity excited states, the negative parity states fit the experimental
data well. This is expected since the negative parity states have the mixed flavor-spin symmetry 70ps and

experience only small chiral effects [122, 123, [124].

10.4 > and =

The ¥ and = resonances which belong to the flavor-octet are structurally identical to the nucleon: only one and
two, respectively, of the light quarks are replaced by a strange quark. We use the interpolators:

(@) eabcrﬁi)ua(uﬁg)sc — stng)uC) (10.2)
and _ ) ) )
=20 = eachgl)sa(ngg)uc - ufl“él)sc) . (10.3)

Consequently, their analysis and also the results are only a variation of what has been found for the nucleon
system. We use the same combination of interpolators in the 6 x 6 (for positive parity) and 4 x 4 (negative
parity) correlation matrices as we did for the nucleons.

We present our results for the octet ¥ in Fig. [ and = masses in Fig. [MLA As for the nucleon system,
the positive parity ¥ and = ground states are compatible with the experimental numbers and essentially no
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Figure 10.6: Here we plot now the ground and excited state = masses versus m2 for our two lattices.

cutoff effects are visible. In the case of the = baryon only the ground state is experimentally well settled
(cf. Table [2). Concerning the excited positive parity states, only the first excited states show notable cutoff
effects, while the masses of the second excited states from the two lattices are compatible within error bars. For
the X, where at least the first excited state is classified, our data extrapolate to a number which is about 20%
larger than the experimental result, similar as in the nucleon case.

For negative parity, we find two nearly degenerate states which show clear cutoff effects for the smaller quark
masses. For the Y the data are compatible with the known states. For the negative parity = our data extrapolate
to two states near 1800 MeV (see also the discussion in Section ).
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state | Mass [MeV] | I(JP) | status
1189 1($7T) |

= | 1314 ATy | oer
¥(1620) | 1620 1(3) o
$(1660) | 1630 to 1690 | 1(17) | *+*
$(1750) | 1730 to 1800 | 1(17) | ***

Table 10.2: Here we list the ¥ and its excitations with spin-1/2 from [I7]. The quantum numbers for = are only
known for the ground state.

10.5 A

state | Mass [MeV] | I(JF) | status

A | 1115 0(3F) |
A(1405) | 1406.5£4.0 | 0(3 ) | ****
A(1600) | 1560 to 1700 | 0(37) | ***
A(1670) | 1660 to 1680 | 0(5 ) | ***

Table 10.3: The A with spin-1/2 and its excitations from [I].

For A we have considered two different kinds of interpolators: one which is a pure flavor singlet

Ay = eabcl"gl)ua(del"gl)sc - stl"él)dc) + cyclic permutations of u, d, s (10.4)
and one which has mainly overlap with a flavor octet
A = €ane { T sa (0l T de — al T ) + T (5718 d0) = T do (57T ) (10.5)

For the flavor singlet A; we are mainly interested in the ground states in both parity channels. We have
therefore used only a single interpolator, the one where all quarks are smeared narrowly n(nn) (choosing a
different smearing combination does not change the results).

For the flavor octet Ag we obtain results which are similar to the results of the other flavor octet baryons.
Even the same combination of sources used for N, ¥ and Z turns out to be the optimal one also for the Ag
octet channel.

The interesting observation is that while the negative parity flavor-singlet state extrapolates to a mass which is
essentially higher than A(1405), but consistent with previous quenched lattice results, the flavor-octet negative
parity ground state signal is consistent with the A(1405). Within the simple quark model picture the negative
parity pair A'/2 (1405) and A3/2" (1520) is a flavor-singlet. However, starting from the early Dalitz’ work [T25]
it is also understood that at least a significant part of A(1405) could be due to K N physics [I7]. The K N bound
state system can couple to the flavor-octet interpolator and our results hint at the KN nature of A(1405). It
would be very interesting to study also the A3/2” (1520) resonance and to see whether it is a flavor-singlet or
flavor-octet state. But this has not been included in this study.

3 3
10.6 A> and 22
As already discussed in the previous Section, our interpolators for A% and Q3 have to be spin projected to

obtain correlators of states with definite quantum numbers:

A, = PE,{Q €apelia (Ul Cyue) (10.6)
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Figure 10.8: Ground and excited state masses obtained from our A octet interpolators.
and
3/2 T
Q, = Pué €abeSa(Sy Cyuse) - (10.7)

After the spin-3/2 projection we are left with a set of eight interpolators which differ only in the smearing
combination of the quarks. From these we have chosen different subsets and found that the dependence on the
chosen subset is only marginal. In the end, we decided to use the combinations n(nn), w(nn), n(nw), w(nw),
n(ww), w(ww) for both parity channels.

In Fig. @3 we present the results for the A3 and Q2 masses. The positive parity states are shown in the left
plot, the right plot is for negative parity. The vertical lines in both plots mark the values of m?2 corresponding
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state | Mass [MeV] | I(JF) | status
A(1232) | 1231101233 | 3(37) | *xx
A(1600) | 1550 to 1700 | 3(37) | ***
Q | 1672 0(3T) | wexx
A(1700) | 1640 to 1750 g(g:) ook
A(1940) | 1940 3(37) *
Table 10.4: Ts is shown the spin-3/2 A and € baryons from [I.
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Figure 10.9: A masses Ma versus m2. The vertical lines mark the values of m?2 corresponding to the physical
strange quark mass.

to the physical strange quark mass, which has been determined from a fit to the K-meson mass in a separate

. . . 3
calculation on the two lattices. At these values of the pion mass we extract the masses for the {22 resonance
from our results for the Az. It is remarkable that the ground state 22 lies right on top of the experimental
value.

The results for the positive parity ground states of A% show significant discrepancies with the experimental
results. However, this is not unexpected and has already been observed by other groups [97, [99] [TO0, [TOT, [T04].
The Roper-like state, A(1600), is not reproduced either. In both cases the most probable explanation would
be a lack of the proper chiral dynamics in quenched QCD. Given the fact that the () ground state is perfectly
reproduced, we conclude that the missing chiral dynamics becomes especially important at the quark masses
below the strange quark mass.

On the negative parity side we have only been able to fit the ground state reliably and only on the fine
3
lattice our data reach the strange quark mass such that the mass of the negative parity 22 can be determined.
Extrapolation to the physical limit is consistent with A(1700).

10.7 Chiral extrapolations for the fine lattice

Where the data are sufficient, we perform a chiral extrapolation of our results. For excited states the form of
the chiral extrapolation is not known from chiral perturbation theory and we extrapolate linearly in m?2:

M = Am2 + B (10.8)
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Figure 10.10: Chiral extrapolation of our results. The left plot is for positive parity, the right for negative
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respectively. The shaded square symbol for the excited A represents the chiral limit of the data from the singlet
interpolator. Filled symbols are used for those states where no corresponding state is listed by the particle data

group [I7.

Since in this paper the focus is on the excited states, the extrapolation for the ground states is also kept simple.
We use second order polynomials in m, there, which is the structure of the leading terms in quenched chiral
perturbation theory [T26]:

M = AmZ + Bm, +C' . (10.9)

Since for some of the states we still observe cutoff effects, we extrapolated only the data from the finer lattice.

For positive parity the results of the chiral extrapolation are presented in the left plot of Fig. [T, We remark,
that the numbers for the €2 are obtained by an interpolation to the strange quark mass. While the ground states
come out reasonably well for a quenched calculation, the results for the excited states are systematically 20% -
25% above the experimental numbers (where known). The most likely explanation is that quenching removes
some important piece of chiral physics, which is actually responsible for the proper mass of excited positive
parity states. Significant finite volume effects cannot be ruled out either.

For negative parity states (right plot of Fig. [IIT) the results are compatible with the experimental numbers
(where known), although the statistical errors are larger. Also here we cannot exclude that cutoff effects push
our numbers up a little bit, but from the comparison of the results on our two lattices we estimate that this effect
is not larger than the statistical error. Again the result for €2 is obtained from an interpolation to the strange
quark mass. One may expect that quenching effects are essentially smaller for the negative parity channel states
than for the positive parity excited states. This is expected a-priori, since all low-lying negative parity states
are in the mixed flavor-spin symmetry class of a 7TOpg-plet and hence are affected by the chiral dynamics only

slightly (except for the A(1405)) [T22, 123, 124].

10.8 Predictions

In some of the channels, we have analyzed corresponding baryons which are not yet classified in the particle data
book [I7]. For four of these channels we believe that our data are strong enough to quote the final results as
a prediction: The first excited positive parity €) state, the negative parity €2 ground state, and the ground and
first excited negative parity = states. The two () states are included in this list since at the strange quark mass
the chiral dynamics is less important and also our results do not need to be extrapolated to the chiral limit.
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state | Mass [MeV]
Q, positive parity, first excited state 2300(70)
Q, negative parity, ground state 1970(90)
=, negative parity, ground state 1780(90)
=, negative parity, first excited state 1780(110)

Table 10.5: Collection of our final results for some states not classified by the Particle Data Group [I.

Concerning the two negative parity = states we believe that the good results of the structurally very similar
negative parity nucleons and ¥ baryons justify the prediction of the mass of the negative parity ground and
first excited state in the = channel. Our final numbers for the masses of the four states are listed in Table A



Chapter 11

The pentaquark

All known hadrons can be considered as a combination of two or three quarks, but there is no theory which
excludes the existence of particles composed by more than three valence quarks. Particles which are bound
states of 3 quarks and additional particles are called exotic baryons. In [I21I] Diakonov, Petrov and Polyakov
predicted a pentaquark which consists out of four quarks and one antiquark and is supposed to have a very
narrow decay width. The possible discovery of this pentaquark called ©7(1540) by the LEPS Collaboration
at SPring-8 [I2§ has initiated great interest in exotic baryons. Since then, there has been a large number of
experiments that have confirmed this result [127, 129} [[30] [[3T), 32 33| 34, 35, 36 137, but also about

the same number that could not confirm it [I38, 39, 40, [T47], 42, [T43, 144, [[45]. Presently the experimental
situation is still highly unsettled [146, [T47, [T48]. Because of the discrepancy in the results of the experiments

several quark models have been developed to explain the experimental data.

Also lattice QCD has not been able to give a conclusive answer so far to the question whether there might exist
a bound OV state or not [T49, [[50, [[51], 152, 53], 54 155, (56, 57, [58]. To confirm or disprove the existence
of the ©F by lattice calculations is a huge challenge in both men and computer power. But if a clear conclusion
can be reached and will eventually be experimentally confirmed, this would give a substantial boost to lattice
QCD. Therefore, many lattice groups have started to work on this problem. In this Chapter we discuss our
results using some interpolators which have not been tested by other groups on the lattice yet [].

We start with a brief survey of the proposed quark models for the pentaquark in chronological order. First we
discuss the quark soliton model and its origin to show the reason why one should believe that model. Diakonov,
Petrov and Polyakov have used this model in [I2] to propose a new exotic baryon, the ©®T. After that we
consider a model where Jaffe and Wilczek in [I59] introduce a force between diquarks which is attractive and
explore the possibility to describe with their model the pentaquark ©T. Also Glozman uses in [I60] such a force
in his model to make predictions about a possible ©F. In addition, we present our considerations about the
quantum numbers of the pentaquark.

Starting to calculate a particle mass one has to choose an interpolating field which has the correct quantum
numbers, i.e., it has to follow the same symmetry properties as the particle one is interested in. However, this is
not so easy for the ©T. Due to the fact that the ©F could not be confirmed experimentally, we do not exactly
know what quantum numbers we have to hold fixed as this is the case, e.g., for nucleons (cf. Chapter [T).

In our calculations we perform a qualitative study using different types of spin—% operators with possible
quantum numbers of the ©F. We compute all cross correlators and use the variational method [0l [77] to
extract the lowest lying eigenvalues. These are used to create effective mass plots for a comparison to the n-K
scattering state which we compute separately on the same lattice.

11.1 Quark models

Here, we summarize the quark models which have partially induced the search for the © pentaquark.

107
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detectors

Figure 11.1: This is a schematic plot of an experiment searching for the ©F pentaquark at CLAS [I27. The
OT baryon is an intermediate state of a bound excited neutron state n, which decays into a neutron n and a
K meson.

11.1.1 Chiral soliton model

The most important success of the chiral soliton model [T}, [T62], in which nucleons can be viewed as solitons
of the pion field (the so-called Skyrmionsﬂ), is the classification of light baryons. The topological stability of
the solitons is interpreted as the conservation of baryon number B. The generalization to hyperons in [163] [[64]
makes the success of the chiral soliton idea even more impressive.

The chiral soliton models of baryons can successfully explain the relations between octet and decuplet baryons.
In these models all baryons appear as various rotational excitations of the same object. The two lowest rotational
states of chiral solitons are the octet with spin-1/2 and the decuplet with spin-3/2. The next rotational state
is the antidecuplet with spin-1/2; where most of its properties can be predicted from symmetry considerations
only.

In the two flavor case the next excitations would lie very high and would be cigar-shaped, i.e., they are very
hard to observe [IZI]. In the three flavor case, the radiation by the soliton includes the Goldstone bosons of
SU(3), the K and n mesons, which are substantially heavier than pions. Hence, such radiation is to some extent
suppressed. Therefore, the antidecuplet baryons may not necessarily have widths comparable to their masses.
It is thus expected that a relatively light and narrow antidecuplet of baryons exists.

There is only a single unknown parameter (a specific SU(3) moment of inertia) which can be fixed by identifying
the nucleon-like member of the antidecuplet with the observed N (1710) resonance (cf. Fig.[[TZ). The calculated
decay modes of the N(1710) are found to be in reasonable agreement with the existing data. At least it seems
that the standard description of this state as a member of an octet, is in trouble with the data. Therefore the
antidecuplet idea would even fit better (cf. Ref. [T21]).

Using the chiral soliton model Diakonov, Petrov and Polyakov [IZI] have predicted an exotic ©F (having
positive parity, spin 1/2, isospin 0 and strangeness S = +1)E with a relatively low mass of about 1530 MeV and
total width of less than 15 MeV and the authors mentioned that until the year 1997 this region of masses has
been avoided careful searches in the past.

IThe Skyrmion [[62] models the nucleon as a topological soliton in a non-linear SU(2)f pion field.

2The ©F was used to be called Z1 in the beginning of its research. Also in [IZI] it was still called Zt and they predicted that
it has a mass of 15630 MeV. The first positive experimental results found a resonance at a mass of 1540 MeV, which is now also
listed in the particle data book [I7].



11.1 Quark models 109

11.1.2 Diquark model - Jaffe & Wilczek

Jaffe and Wilczek propose in [159] that the @ baryon should be a bound state of four quarks and an antiquark,
containing two highly correlated ud-pairs and an s-quark. The four quarks are bound into two spin zero, color
and flavor 3 diquarks [ud], i.e., they are in 1g, 3¢ and 3.

29 ®@2¢ = 3gdls, (11.1)
3c¢®3c = 6c®3c,
3r®3p = 6p®3F.

The diquarks obey Bose statistics, but may be expected to experience a repulsive Pauli blocking interaction at
short distances. Because they are not color singlets they cannot be observed as free particles, but being bound
states within a hadron is allowed as a start. In order to form a singlet together with the antiquark, the two
diquarks must combine to a color 3¢.

3¢®3c = 6c®3c.

Since the 3¢ is the antisymmetric part of 3¢ ® 3¢, the diquark-diquark wavefunction must be antisymmetric
with respect to the rest of its labels. The spin is symmetric and also fixed:

ls®1lg = 1g. (11.2)

For [ud][ud] only space labels remain, so that the lightest state must have a wavefunction antisymmetric under
space exchange (¥ — —Z), i.e., it must have negative parity. When combined with the antiquark, the resulting
¢*q state therefore has positive parity and consequently the same quantum numbers as in the soliton picture.

11.1.3 Diquark model - Glozman

In [T60] the ©T pentaquark is described within the chiral constituent quark model. Color-orbital and flavor-spin
quantum numbers are fixed through 15¢c0 and 21ps:

606 = 15321, (11.3)
323062 = a3 e 6>e3l), (11.4)

which gives two combinations of diquarks:
di = 6¢c,10,3p,1s L=1,S=0;J=1;P=—, (11.5)
dy = 3¢,30.3m1ls L=0;S=0;J=0P =+, (11.6)

and

di = 6¢c,10,6p,33 L=1,S=1;J=0,1,2;P=—, (11.7)
d» = 3¢,30,6¥,3s L=0;S=1;J=1;P=+. (11.8)

Within this picture the flavor-spin interaction between valence quarks inverts the (1s)* and (1s)(1p) levels of
the four-quark subsystem and consequently the lowest-lying pentaquark is a positive parity, I = 0, J = 1/2
state of the flavor antidecuplet, similar to the soliton model prediction. Contrary to the soliton model, however,
the quark picture predicts its spin-orbit partner with J = 3/2, since the coupling of L = 1 tetraquark (one of
the diquarks is in a p-wave) with the strange antiquark produces both J = 1/2 and J = 3/2 states.

11.1.4 Diquark-triquark model - Karliner & Lipkin

In [T65] Karliner and Lipkin propose another way to combine the quarks in a 3¢ ud-diquark d; coupled to 3¢
uds-triquark in a relative p-wave, where we denote the ud-diquark within the uds-triquark as ds:

di = 3¢,30,3r, 1g L=0;5=0;J=0;P =+, (11.9)
dy = 6¢,30,3F,3g L=0;S5=1J=1P=+, (11.10)
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Y’\
Ot = wudds
Ni5 = uudss
) Y15 = u%dsa
I3
==~ =ddssu =t = wussd

Figure 11.2: In [TZ1] Diakonov, Petrov and Polyakov interpret the © as an antidecuplet baryon with strangeness
S = +1. Identifying other baryons beside the ©F as a member of the 10 would also increase the probability
for the existence of the ®%1 baryon if they can be found. The multiplets are always drawn in the Y-I3-plane,
where Y = B+ S is the sum of the baryon number B and the strangeness and I3 is the third component of the
isospin vector.

Combing the dy diquark with the antiquark to a triquark, one gets:

— 1 1
t = 30)2056F72S LZl,S:§,J:§7

N W

P =— (11.11)

b

The difference of the diquark-triquark model compared to the soliton model and the diquarks model is that the
pentaquark here is a negative parity state.

11.2 The Quantum Numbers of the Pentaquark

Before we present any pentaquark result we also want to discuss our considerations for the quantum numbers
of a pentaquark with strangeness & = +1.

11.2.1 Flavor

We want to find a pentaquark state with strangeness S = +1 and charge C' = +1e. Thus we have to construct
the responding flavor multiplet for SU(3)r. It is easy to show that the claimed pentaquark can only be in the
antidecuplet 10p, i.e., every other symmetry clasd] would result in a different strangeness S or charge C.

= quark content: uudds

This is also the minimal quark composition of an object with baryon number B = 1 and positive strangeness
S=+1.

3All possible SU(3) Young tableaus can be found in Section [E311
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11.2.2 Isospin

The isospin quantum number of the pentaquark depends only on the tetra-quark which is built by the u and
d quarks in it. There is only a sole possibility for the tetra-quark particle to form a pentaquark in the SU(3)p
antidecuplet 10p:

alb
cld] = (" 4 ¢*%€")gaqpgeqa
ulu uld d|u
dld dju uld] = isospin I=0 particle . (11.12)

3 )

The isospin of a pentaquark can only be I = 0 and its wave function is lying in the SU(2); singlet. The apparent
absence of the I3 = +1, ©F" in KTp experiments argues also against [ = 1.

11.2.3 Color

The pentaquark has to form a color singlet like all the other physical particles. There are three different
projectors into the color singlet [160]:

QIO |2
ol ||

= (e‘wdélg + ede(Sg)qaqchda (11.13)

SIS IS
ol ol

= (™6 + €62)4av9c0aT° (11.14)

(oallis]
o |l |

= (eabcég + edbc5g)qaqchqd§e (11.15)

11.2.4 Spin

Since there are no experimental predictions for the spin of the pentaquark we only know that the quarks are
fermions and thus we are allowed to handle the spin structure within the SU(2)g group. For the pentaquark
the spins can be arranged in the following ways:

LITTT] = spin—gparticle (11.16)

L] = spin-gpartide (11.17)
1l
L]
1 .
= spin-g particle (11.18)
1]t
L

Because the ©T is the lightest pentaquark most of the models predict that it is a spin—% particle. In our
calculation we are also using this assumption.
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11.2.5 Orbital

We want to calculate the pentaquark on the lattice. A the moment we can only work with s-wave propagators,
in the near future there will also be p-wave propagators available. Assuming there are only s- or p-wave
excitations in the pentaquark, then we are in the SU(2)o:

[(TTTT] = parity P = + | (11.19)
[ 1]

L] = parity P = £, (11.20)

= parity P ==£. (11.21)

Depending on the excitations of the quarks within the pentaquark, it could be either a positive or a negative
parity state. Since all experimental searches for the pentaquark have failed, one should include always both
possible parity states in lattice calculations.

11.3 Details of our lattice calculation

11.3.1 Lattice interpolators
We considered the following interpolating fields as basis for our correlation matrix:

e Currents suggested by Csikor/Fodor [I49):
Iy = eabc[uZC"yg)db] [ueSeiysde F (u «— d)] . (11.22)

Here the diquark and the triquark have the quantum numbers:

UZC’%db — dgC’}/5ub = 3¢,30,3r, 15 L=0;S5=0;J=0;P =+, (11.23)
_ 1 1
UeSeiVsde — deSeivsue = 3¢, 40,0F,2s L=0;5= 5 J = 5;] =0;P=—, (11.24)
1 1
UeSeiY5de + deSeivsue = 3¢,40, 15w, 25 L=0;5= o J= 5;] =LP=—. (11.25)

This interpolator has only overlap with a J = % state. The lowest mass that Csikor/Fodor find has

negative parity and is an isospin singlet. In their analysis in [T49] they found a mass of 1539 + 50 MeV for
their I” = 0~ state and identified it as the ©7.

e Currents suggested by Sasaki [T50)]:
el = eabceaefebgh(ueTCdf)(ugC]'yg,dh)CEZ

uTCdy = 3c,10,3p,3s L=
ulCysdy = 3¢,30,3r,1s L

@%nu = eabceaefebgh(ueTC%df)(ugC%vudh)CEZ, (11.27)

ug Cysdy = 3¢,30,3r, 1s
U§CV5'Yudh == 3C; 10; 3F7 1S

(11.26)

<.
I

eabceaefebgh(ueTCdf)(ugc%vudh)CEZ . (11.28)

uiCdy = 3c,1o,3r,3s
U§CV5'Yudh = 3C; 10; 3F7 1S

One can rewrite the color structure of Eqs. ([(T20)-([[T2X):

€abc€aef€bgh — (6be6cf - 5bf60e)€bgh s (1129)
= 5cf€egh - 5ce€fgh . (1130)
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One sees very easily that the relative sign in the color projector differs from that one proposed by Glozman
in [I60]. However, it is expected to have overlap with the color singlet on the lattice, too.
The analysis in [I50] gives a null-result for a positive parity state and favors the ©F pentaquark in a

JP =17 state.

e Currents which are suggestions by L. Ya. Glozman [I60], however, using only s-wave quarks instead of a
mixture of s-wave and p-wave quarks in ([(L31])) and [T32)):

ug Cup dZ (Cyu)da
IM = (6ae(sbg + 6b66ag)€gcd %(UECdb + dgcub) %(u?(cf}ﬁu)dd =+ dzj(cf}/,u)ud> CEZ ;
dr' Ca, ul (Cyu)ua
(11.31)
dy = 6¢,10,6F,3s L=1S=1,J=0,P=—
dy = 3¢,30,6F,3g L=0;S=1J=1P=+ ’
and
X ug (Cyuys ) ) ¢ (Cyu)da
I = (5a65bg + 5b65ag)€gcd 7_( (07u75>db + dT 07u75 ub ﬁ( Zj(C'Y,u)dd + dz(C'Y,u)Ud) ng R
(C'Yu'75)db “Z(C'Yu)ud
(11.32)
dl = 6C;1056F73S L:1’S:1’ 7
d2 = §C530;6F73S :O,Szl, 7 =+

e Other currents related to suggestions by L. Ya. Glozman [I60], using only s-wave quarks and a factor
(04edbg — Obedqg) instead the factor (dgedng + Opedag) in ((I3J) and [T34):

L = (Baelbg = Gbebag)egealug (Cruvs)dy — di (Crpys)us)[ug (Cs)da — di (Cs)ualC5;
(11.33)
di = 3c,10,3p, 15 L=1S=0;J=1P=—
dy = gc,So,gF,ls L=0;5=0;J=0;P=+ ’
and
UZ(CUW)UZJ (C'Yu>dd
II/ == (6ae5bg - 5be5ag)€gcd %(UE(CU#V)db + dz(CU#V>ub) %( (C’Y,&t)dd + d (C’Yu)ud) ng 5
dg (Copy)ds ud (Crp)ua
(11.34)
dl = 50,10,6F,3S = 7S: ; 29 = -
ds = 3¢,30,6F,3s 0;S=1J=1P=+ ’

While the interpolating fields (TI2) to ([[I28) have already been used in other lattice calculations the inter-
polators ([I3T) to (CI34) have been tested on the lattice by our group first.

Note that we do not have the resources to produce p-waves. Therefore, the Glozman interpolators in ([CI31)-
([T34) cannot be reproduced in a proper way. Furthermore, we have to adjust the color projectors in (((T33)
and ([[I32) which also gives the interpolating fields other color quantum numbers as proposed by Glozman.
However, all considered operators have in principle overlap with a 5-quark state, which consists out of four light
quarks and one heavier strange antiquark. Putting this combination on a lattice, we expect to have a reasonable
large overlap with the ©T, although we might miss its exact quantum numbers.

11.3.2 Spin and parity projection

In order to get only spin-1/2 pentaquarks, we have to project our interpolators to definite spin. This is done using
the spin projection operator for a Rarita-Schwinger field. The corresponding spin-1/2 state can be projected
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by applying the projection operator defined in (BX7) and 8RF). In Section we show that choosing the
temporal components of the Lorentz indices at zero momentum is sufficient to get only spin-1/2 contributions.

Our baryon correlators are also projected to definite parity using the projection operator P+ = %(1 +74). We
have antiperiodic boundary conditions in the temporal direction and thus we obtain two matrices of correlators:

CiH(t) = Zfe P 4 ZgenTOET (11.35)

.

when we project with PT and
Co(t) = —Zge P — Zfe T-0ET (11.36)

when we use P~ as shown in [85]. These two matrices are combined to
1/~ N
e = 3 (C*(t) (T - t)) , (11.37)

to improve the statistics. The parity channel of the ©T is not known. There are conflicting theoretical predictions
and no conclusive experimental data. Thus we look at both channels.

11.4 Analysis

For the interpolators ([[I31)-([[T34) p-wave quarksE would be required. Since we do not have p-wave sources
we had to adjust the color structure in the interpolators ([CI33) and ([[I34) to obtain a signal at alll. By doing
so one immediately sees that the interpolator ([[I33)) becomes, up to a constant factor, the same as the operator
([T2X0). Performing a small test simulation on a few configurations, we find that the interpolator [II32) is
numerically the same as interpolator ([LZ0). Therefore we exclude the interpolators (IT2H) and ((IZ10) from
our analysis.

The interpolator (II33) contains two diquarks with I = 0 and so it has isospin I = 0. In contrast the
interpolators ([[L31), (I32) and ([[T34) are linear combinations of two diquarks with I = 1. Thus they are a
mixture of isospin I = 0 and I = 2 states.

We also have to exclude the interpolators [[IZZ) because the cross correlations between them and the other
interpolating fields are more complex and thus more demanding in computation.

We use the remaining five interpolators to calculate a cross correlation matrix C‘ij (t) which is then inserted
into the generalized eigenvalue problem as in Section B3 Ordering the five eigenvalues according to their
absolute value the largest eigenvalue in the positive parity channel should give the ©1 mass if ©T is a positive
parity particle. The second largest eigenvalue in the negative parity channel should give the © mass, where
the largest eigenvalue corresponds to the n-K scattering state at rest.

The parameters of our calculation are collected in table

11.5 Results

The results of our calculations are shown in Fig. [l where we plot the effective masses of the two lowest lying
states of both parity channels obtained with the cross-correlation technique (cf. Section BZZ). These states
are approaching a possible plateau very slowly as we expected, since states consisting of five quarks are very
complicated and therefore should contain a large number of excited states which have to die out before the
effective mass reaches a plateau. We use in addition to the cross-correlation technique Jacobi smeared Gaussian
quark sources for all our quarks to improve the signal for the lowest lying states.

The lower dashed horizontal line in the negative parity channel is the sum of the nucleon and kaon mass at
rest in the ground state obtained from a separate calculation on the same lattice. Since we project the final

4Quarks with an orbital p-wave excitation in their spatial wave functions.
5We changed the color factor (0aedpg + Opedag) into (daedpg — dpedag)-



11.5 Results

115

Figure 11.3: Plot of the eigenvector components for am,
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0.08 which corresponds to the pion mass m, =

0.66 GeV. The left hand side plot shows the eigenvector components of the negative parity ground state, the
right hand side plot is for the negative parity first excited state. The eigenvectors are obviously stable and
different. Thus, we conclude that we observe two independent states.

state to zero momentum a scattering state can also be a two particle state where the two particles have the
same but antiparallel momentum, i.e., p,, = —px. We use the relativistic F-p-relation to calculate the energy

of such states,
E= @ T 4+ \[o + i,

where the smallest momentum is 27/L & 700 MeV on our lattice. In Fig. [T this energy is represented by the
upper solid horizontal line.

(11.38)

In contrast to similar calculations we performed for ordinary mesons and baryons we do not find clean mass
plateaus in this case. This implies also that we cannot perform any systematic chiral extrapolation. The signals
we get are compatible with n-K continuum states, but do not unambiguously identify them. For the latter we
would have needed results for different volumes, which would have been very expensive. Furthermore, we are
not interested in identifying such a continuum state, but only want to know whether there is any indication for
a novel bound state.

In the negative parity channel we find effective mass plateaus which are consistent with the lowest n-K
scattering states. We find that the second state is noisy but within errors consistent with the energy in
Eq. (I33). Therefore, it is most likely that we do not observe a ©% state in the negative parity channel.
Naturally, if the ©F were broad, which implies that it would mix strongly with the continuum, our conclusion
would be weakened. However, for the ©F this possibility is excluded experimentally.

From the composition of the eigenvectors, shown in Fig. [[T3 we conclude that the two lowest-lying states are
really independent of each other. One can also see that some of the interpolators which have not been used in
previous studies actually give large contributions to the low-lying states.

In the positive parity channel one expects to find either a bound ©% or an excited n-K scattering state. For
such an excited state there are several possibilities, e.g., n*-K, or n-K with relative angular momentum, and
SO on.

On the positive parity side, we also show the two lowest lying states obtained from our calculation. Both of
them are too heavy to have anything to do with the ©. They probably correspond to excited n-K scattering
states. If there would be a signal belonging to the ©7 it is supposed to lie below the solid line in Fig. [T4
assuming that the chiral extrapolation of the ©T does not lead to dramatic effects below our smallest quark
mass. (A serious chiral extrapolation would require cleaner mass plateaus as noted above.)
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11.6 What is still missing?

Due to a lack of computer resources we could not compute what would have been needed for either a clear
identification or a null-result of the ©T. In this Section we show a program of what is done by other groups to
get further access to the properties of the ©7T.

11.6.1 Width of the ©*(1540)

One of the curious features in the predictions by Diakonov, Petrov and Polyakov in [IZ1] is the small width of the
©1(1540) of less than 25 MeV. A small width is equal to a long lifetime because of the Heisenberg uncertainty
principle. But the ©T(1540) occurs in experiments as an intermediate particle which decays in a neutron n and
a KT meson. The channel to the n-K scattering state is not suppressed because it does not involve any quark
pair production and thus it is expected that the ©% should have a very wide decay width of several hundreds
of MeV. Michael in [I66] even claims that a narrow pentaquark above n-K threshold is not possible in QCD at
all.

In [T67] Liischer proposes a way to determine the decay width from the scattering phase shifts §(k) for different
momenta k calculated on the lattice where one particle decays into two particles with masses m; and msy. One
uses here the fact that these phase shifts can be fitted to a Breit-Wigner model:

I'/2

where I' and Ej are the parameters of the fit and W (k) is the two-particle energy on the lattice carrying
momentum k. We can identify the fit parameter I' with the decay width of the particle.

If the decay width is very narrow, it may be difficult to extract its width from the two-particle energy spectrum
in finite volume. Only if the spectrum is determined very precisely, it is possible to use this technique. However,
this is not possible for our data, i.e., the size and the statistics of our 123 x 24 lattice data are too small.

11.6.2 Determination of the n-K scattering state

If there is a bound state it does not depend on the finite volume extrapolation V' — 0. In the case where we
have two particles on the lattice, the situation is different. The result for their masses is strongly related to the
volume in which they still feel the presence of each other.

On the lattice one has to determine the volume dependence of a particle to exclude that it is a two-particle
state and vice versa. It was advocated in [[56] to study the volume dependence of the spectral weights. If it is
a one particle state, the spectral weight for the correlator constructed with point source and zero momentum
point sink has essentially no volume dependence. On the other hand, if it is a two-particle scattering state with
relatively weak interaction, it is inversely proportional to the spacial volume from the normalization factor. In
our case we have only the resources for one single lattice. Therefore we are not able to determine the volume
dependence of the O,

11.6.3 p-waves

In (T33) and [I34) we have to change the color structure from duedpg + dpedag N0 Juedpg — Opedag. The
remaining interpolators still have overlap with a pentaquark state, but for the other color structure it is believed
that the overlap is much more enhanced. In order to get there a signal at all, we would have to use a p-wave
for at least one out of the 5 quarks.

There is a possibility to implement p-waves on the lattice by applying in a covariant derivative to create a
node in the wavefunction. But also this would exceed the computer resources we have access to within this
project. For these derivatives we would need all-to-all propagators probably, but this is usually not done for
quenched configurations.
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11.6.4 Boundary conditions

The question is how to identify the pentaquark signal in the correlator, because the correlator at large Euclidian
time is dominated by the ground state, the n-K scattering state. In [I68 a new method is developed which uses
that a scattering state is sensitive to the spacial boundary condition (BC), while a compact one-particle state
is expected to be insensitive. Practically, one calculates the correlator for two spacial boundary conditions: (1)
periodic BC (PBC) for all u-, d- and s-quarks, (2) hybrid BC (HBC) where antiperiodic BC for u-, d-quarks and
periodic BC for s-quark are used. Now, with PBCs, all of ©F, n and K are subject to periodic, spacial BCs,
while with HBCs ©F = wudds remains subject to periodic BCs (it contains an even number of u- and d-quarks),
n = udd and KT = Su are subject to antiperiodic BC (they contain an odd number of u- and d-quarks).

Therefore, the energies of n-K states are shifted, if we compare PBC with HBC, due to the momentum of n
and K, while there is no energy shift for ©1. In this way, the different behavior between the n-K scattering
state and the ©T can be used to identify either the ©F or the n-K scattering state.

However, also this method is not feasible within our limited computer resources, because this would mean to
calculate all the Dirac propagators with the lighter masses again, but now using the HBCs.

11.6.5 Dynamical simulations

In all simulations in the quenched approximation we neglect fermion loops and thus, we do not necessarily
reproduce the real world out of our results. Especially the spectroscopy of positive parity excited baryons
is very sensitive to this. We show this also in the previous Chapter [ and we conclude for baryons that
the excited positive parity states always come out 20% - 25% above the experimental results, because of the
quenched approximation, where we miss a significant part of chiral physics. All published quenched lattice
calculations are facing the same problem, that they cannot estimate the effect which arises from quenching.
Differently to the excited baryons we do not have settled experimental results with which we can compare our
results. Therefore, we are not able to estimate the quenching effects at all.
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Figure 11.4: Results from cross-correlation of our final set of interpolating fields, i.e., (IL2Y), (I31)), (T332,
[T33) and ([[I3dl). We show effective masses for the two lowest-lying eigenvalues computed according to
Eq. [@63)). The dashed line represents M,, + Mk obtained from a separate calculation on the same lattice. The
solid line is the energy for the smallest momentum calculated according to Eq. ([I38). For all our quarks we
use Jacobi smeared Gaussian sources.
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These projects were done within the BGR collaboration, especially together with the Bern group around
Prof. Dr. Peter Hasenfratz and Dr. Ferenc Niedermayer. One of our first tasks was to port and to optimize
an existing code running already on the Hitachi SR8000 in Munich onto the new SGI Altix 4700 system in
Garching ranked on 10th place in the Top500 list from June 2007 (cf. [[OP500 Supercomputing Sites). On this
system it is possible to do dynamical simulations on larger lattices with even smaller pion masses.

Algorithm

In Chapter we describe the algorithm for our dynamical simulation of quarks with 2 + 1 flavors. Due to
a special smearing step in the gauge update, which requires a projection to SU(3)c, we are not able to use
the state-of-the-art algorithm, a variant of a Hybrid Monte Carlo (HMC) algorithm. Therefore we have to use
nested accept/reject steps in the generation of gauge configurations. We use some improvements to enlarge the
acceptance rate of the algorithm and make the numerical simulation more stable. However, the gauge update
was already very well tested in the quenched approximation and we still find a very good chiral behavior, which
allows to simulate very small quark masses. Furthermore our dynamical algorithm applying the FP action does
not suffer from large cutoff effects and is about O(10) times cheaper than a full QCD simulation using the
overlap operator.

The main task was to optimize the matrix-vector multiplication on the new HPC system in Garching/Munich,
using the large cache there more efficiently, and improving the parallelization and communications issues. The
matrix-vector multiplication is the efficiency limiting operation there, because it occurs in nearly all steps of our
algorithm. Although the algorithm was already presented in [[6Y] it was necessary to implement many parts of
it on the new machine in Garching again.

LECs

Beside the algorithmic issues we also want to address physics. Due to the fact that we have up to now only
an algorithm which depends on the square of the lattice volume (V2 algorithm), we are restricted to smaller
volumes. However, we can reach very small quark masses and thus, we are able to reach the e- and J-regime
(cf. Section B3). There we have, compared to the p-regime, very easily access to low energy constants of the
effective chiral Lagrangian. While the e-regime is subject to more and more lattice calculations, the J-regime
is a nearly untouched field, which holds different NLO low energy constants readily, which can only hardly be
seen in the e-regime.

Our first project was aiming for the J-regime. On a relatively small, asymmetric 8% x 24 lattice we claim to
already be in the é-regime. We find rotator excitations which allow us to determine the low energy constant F'
as a first test.

In the second part of the project we use a symmetric lattice in the e-regime to find the low energy constant
3 of the chiral perturbation theory via comparing our lattice results with RMT predictions. We also examine
the correlation functions, where we can again obtain the bare chiral condensate 3 with a different method and
finally determine the pion decay constant F'.
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Chapter 12

Algorithm for dynamical fermions

We want to do a dynamical simulation with quarks of 2 + 1 flavors. The action in this case looks like:
S(U;a,u,d,d,5,5) = BS,(U)+aD ™ty dDMua)d 4+ 5DM)s (12.1)

where 3 is the inverse coupling [I8), S, is the FP gauge action [EZJ) and D(™ud) D(™:) are the massive
parametrized FP Dirac operators [E4d) for the two degenerate light u-, d-quarks and the heavier s-quark,
respectively. After integrating out the fermion fields shown in Appendix [Bl we obtain determinants in the path
integral, which we write into the exponential, and thus derive an effective action, which we again denote as .S
in the following and which only depends on the gauge configurations:

S(U) =~ pS4(U)—21In (det D(myq)) — In (det D(my))
= BSy(U) — In (det DY (myq)D(myq)) — In (det D(my)) . (12.2)

The Dirac operator is a large matrix and would be very expensive to calculate its determinant repeatedly after
changing the gauge field U. We shall estimate the determinant stochastically, which introduces fluctuations. A
large part of these fluctuations are coming from the UV-modes. The idea is now to reduce the fluctuations in the
UV-modes (Reduction) and also to treat the low-lying eigenmodes exactly (Subtraction). Using Reduction and
Subtraction we can improve the condition number of inversion of the Dirac operator tremendously, which at the
same time makes it computationally much easier to compute the stochastic estimator. Furthermore we apply
relative gauge fixing and discuss two ways of a determinant breakup in the stochastic estimator to improve the
acceptance rate of our Monte Carlo algorithm. Although we get a stable and working algorithm it scales with
the square of the volume (V2 algorithm), which is inferior to a Hybrid Monte Carlo algorithm (~ V algorithm).
However, one should note that changing the topological charge is very expensive with the Hybrid Monte Carlo
[I70], while working in a fixed topological sector [I71] is certainly unclean.

We recapitulate the steps of the algorithm as already published in [I69] and add some new algorithmic im-
provements of the current code which also have to be implemented on the SGI Altix 4700 system in Garching.
The code has been modified such that we are able to use several different ways of parallelizations. Therefore
the most time consuming part of the code, i.e., the matrix-vector multiplication, has to be tuned and improved
such that an efficient parallelization is possible.

12.1 Update

As discussed in Chapter [ we have to calculate the difference between the actions of the valid and the competitor
configuration U, U’, respectively.

"(myq) D’ (M, "(mg
AS = [(S,—S,) —In (det %Tgmuij;g(gmdd))> —In (det g((ms))) , (12.3)
B ;. i (e D't (myq) D' (Myq) R D't (mg) D' (my)
= B8, = 5) =1 (d D (174a) D) )> ! (d ' DT(mS)D(mS)> (129
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where the gauge actions S, Sj and the Dirac operators D, D" are calculated on the configurations U, U’,
respectively.

First we update the gauge part of the action in ([[Z2) with a Metropolis update in order to obtain a new
competitor configuration U’, starting from the valid configuration U. Next we have to deal with the fermionic
part of ([ZZ), which is more complicated because of the determinant ratios. An exact calculation of the
determinant ratios would be too time consuming. One basic approach is to compute the determinant ratio
stochastically. Usually one introduces the matrix ) via

Q(m) = A'(m)" A(m) , (12.5)

where A(myg) = D) and A(m,) = VD) and which gives the difference in the action in the following
form:

AS = BAS; + In [det Q (mya)Q(mya)] + In [det QF (my)Q(my)] (12.6)

where AS, = 5] — S,. Furthermore one can rewrite the determinant as an Gaussian integral:
det (QTQ)71 = /DnTDn e

— /Dn’ane*ntne*(nm*fln*n*n)

/DnTDn e e ASs (12.7)

Eq. [ZMsuggests a stochastic estimator for the determinant by taking a c-number random Gaussian noise vector

1 and calculate
ASy=n" (QIQ-1)7. (12.8)

It can be shown that this procedure satisfies detailed balance [I72]. One gets a stochastic estimator for the
change in the action:

AS ~ BAS, + b, [ (Mua)Umua) — 1] ua + 0l [QF (ms)Q(ms) — 1] 75 . (12.9)

In the following sections we discuss improvements in the update algorithm which increase the acceptance rate
for a competitor configurations. Dropping one of these improvements would drive the acceptance rate due to
large fluctuations in the stochastic estimator down to nearly zero.

12.2 Reduction

The UV modes contribute little to the action individually, but due to the fact that there are so many of them,
they dominate the fluctuations. To reduce the fluctuations we transform the Dirac operator D — D,. such that
the UV modes of the so-called reduced Dirac operator D, are condensed into a small patch in the complex
eigenvalue plane. We choose D, such that the change in the determinant det(D/D,) is calculable analytically
(non-stochastically).

Let in following x be a matrix. Then the reduced matrix z, looks like
2, = (14 z)e #@ (12.10)

where ¢(x) is a power series of N-th order without a constant term:

N
o(z) = Zan:c" . (12.11)

If we choose a,, = (—1)"*!/n we obtain

2, = (1+z)e P =14 0N+ (12.12)
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Figure 12.1: The eigenvalue spectrum of the FP Dirac operator on a single 4* gauge configuration as you can
find it in [T69]. The points of the larger Batman like figure correspond to the original Dirac operator, whose
UV eigenvalues are located at (¢, 0) in the complex plane. The points of the smaller wing-shape structure in
the center represent the corresponding eigenvalues of the reduced Dirac operator D, /c. Sections marked by A,
B and C on the original spectrum are mapped to sections a, b and ¢ after reduction.

and if the eigenvalues of x are close to zero, the eigenvalues of the reduced matrix are condensed at 1.

If we rescale D — D/c¢ and choose ¢ ~ 2.8, where we approximately find the center of mass of the UV
eigenvalues, we concentrate nearly all UV eigenvalues in a single point and thus reduce the fluctuations in the
UV modes drastically. In Fig. [CZIl we show this for a 4th order power series in the reduction on a 4% lattice.
We also see that the Reduction acts mainly on the UV eigenvalues Ayy with |[Ayy/c — 1] < 1.

We define the reduced Dirac operator as:

D, = De~ Shoian(D/e=1)" (12.13)

3

where we are able to calculate det(D/D,.) analytically if we can calculate the n-th power of traces tr (D/c—1)".

det D, = det D e~ Tazion U(D/em1)"
det D e~ Zn=on tT D" (12.14)

For n = 0 we get a constant term. Due to the fact that we only consider the difference between two actions, the
constant term is always canceled. As n increases, the computing time and the complexity of the code to do the
trace calculations increase rapidly. As a trade-off between computer resources and reducing the UV fluctuations
we choose - as for the 4* lattice in Fig. [Zl- also N = 4 for our calculation on the larger lattices.
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Using the reduced Dirac operator we can rewrite the action in the following way:

S = ﬂSg(U)+SUV
~In det D)t plmua) _ 1y det D) (12.15)

where

4 4

Sov=-23a, tr (D(m“d)) S antr (DWS)) , (12.16)
n=0 n=0

and the o, , n = 0,...,4 are defined by Eq. [[ZT4 As already mentioned above in the change of the action

AS = S" — S one finds that the constant terms for n = 0 are canceled and can thus be neglected in the

calculation also.

12.3 Subtraction

Theoretical arguments suggest that much of the important infrared physics in hadronic interactions is encoded
in the low-lying eigenmodes. In addition small eigenvalues create numerical problems if we invert the Dirac
operator. This suggests to calculate the small eigenvalues and its eigenvectors and treat them exactly. We shall
denote the subtracted Dirac operator by Dy, where we replace the small eigenvalues by the constant ¢ ~ 2.8
(center of mass of the UV eigenvalues). We pick up the discussion from Section and write for Eq. (812):

D,=cY P+ Y AR, (12.17)
where we have replaced the low-lying eigenvalues A by a constant ¢ = O(1). One has
D=D,-Q, (12.18)
where ,
Q=Y (c=NP. (12.19)
Observe that the operator
"
Di—c==Y(c=\P (12.20)
does not contain the small eigenvalues hence
(Ds =)@ =Q(Ds —¢) =0 (12.21)
and
(D—¢)"=(Ds—c—Q)"=(Ds— )"+ (-Q)", forn >0. (12.22)

Consequently, for any analytic function F we havd]
!/
F(D—=c)=F(Ds—c)+ F(-Q) = F(0) = F(Ds —c) + Y, (F(A—c) = F(0)) Py, (12.23)
or if we shift all input variables by the constant ¢, we can write

F(D) = F(D,)+ 3. (F(\) = F(c)) Py . (12.24)

det (%D) - <H/%> det (%DS> : (12.25)

The stochastic estimator for det Dy is expected to fluctuate much less than that for det D because the lowest
modes are absent in D;.

For the determinant we have

IThese equations can be easily checked on eigenvectors corresponding either to the low- or high-lying eigenvalues.
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12.3.1 Combining Subtraction and Reduction

We want to subtract now the reduced Dirac operator from Eq. ([ZT3)). For the reduced and subtracted Dirac
operator D,s we get:

D,y = De” 2nan(D/e=D" 4 Z/ (c —de” X an“”’*”") Py . (12.26)
Using the relation (CZZH) we get finally:
A n
det D, = det D, [ S Znen(et)", (12.27)
C

Using the reduced and subtracted Dirac operator we can rewrite the action in the following way:

S = 085,U)+ Suv + Sir
~ In det D) plmua) _ 1y det DUm) (12.28)

where we can determine the IR correction Sir to the action analytically again:

5—2/—1M4.M—1n o
IR—Z n— +Z:1al p +Z nc+z

y a; ()‘? — 1)n> . (12.29)

12.4 Relative gauge fixing

The fluctuations in the stochastic estimator are increased by increasing the distance of the valid and the
competitor gauge configuration. While we are not interested in a gauge fixed configuration in general, we use
the fact that all gauge copies of our competitor configuration are equivalent. We use for the algorithm that
gauge copy which is in the configuration space closest to the valid configuration. Therefore one can reduce this
distance by fixing the gauge [I73]. We use the condition in [I69] to transform the competitor configuration
U —u"
/ t

I{I}J@)}( 2 Re tr{U,(z)U)(z)} . (12.30)
We are using U” only as long as we need it calculating the determinant ratios. After that we, of course, use the
original competitor gauge configuration U’ again.

12.5 Determinant breakup

For simplicity we go back to the notation of the Dirac operators as in Section [2ZJl We now want to write the
Dirac operator A as a product of operators A;, helping to reduce the fluctuation of the stochastic estimator:

A=A x Ay x ... x A;. (12.31)

Thus we can write the stochastic estimator ([[ZH) as a sum of [ terms:
!
ASp =Y (QTQ - 11) ) (12.32)
i=1
where Qz = A;_lAz

We achieve a reduction of the fluctuation in the determinant if every summand of ([[2Z32) is close to zero. We
use two different methods which are realizing the determinant breakup into smaller pieces.
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12.5.1 Ladder method

The first method is the mass shifting or ladder method. Consider the real interval [0, 1] which is divided into
U intervals [pu;—1, u;], ¢ =1,...,1. We have to start with small bins which become bigger until A(y;) ~ 1, where

_ A+
A(p) = ;MH We get

1, Alwo)  Al) - Alu-y)

= X
¢ Alp)  Apz) Alpu)
where pp = 0. Thus a single term A; is then the ratidd

x A(w) (12.33)

Api—r) A+ pi—1 e+

A, = — 12.34
A(pq) c+ i1 A+ ( )

_ 1+ Hi — Hi—1 1— Hi — Hi—1 ) (12.35)

C+ i1 A+
For the two degenerated u- and d-quarks or the 2-flavor case we use the reduced and subtracted Dirac operator
ngud)
Alp) = <7+”> (12.36)
ct+p
D" Dl
2 R e | (B )] (12.37)
c+ c+u

where the function ¢(z) is defined in (ZII) and we use ([Z24) to get:

(Mmua) (Maya) (Mmya)
Dy + D "Mud) ! A +
g L (17“)&.

(12.38)
c+u c+u

Thus we have to compute

A'(pi) A(Mz'—l)n,:
Apio1) Alwi)

S (Ot L O (PR Ll L O OO L et L W Y (O L Sl WD BV
C+ c+ Mi—1 ngud)/'i‘,ui—l ngud)‘i‘,ui

ngud) + i ngud) + i ngud)/ + i ngud)/ + i
exp | ¢ s T TH_4 — s ~TH-1 4 + o Ys T Hi-1 g — s ~TH 4 n;
C+ [ C+ [i—1 C+ i1 Cc+ [

Qi = A7 Ay =

(12.39)
For the s-quark or the 1-flavor case it is even a bit more complicated:
Alp) = DI (12.40)
H ctp ) .
ngs) 1 ngs)
= 2 th exp |—=¢p L 1 . (12.41)
c+pu 2 c+pu

Therefore we have to find an approximation of the square root for the s-quark stochastic estimator (cf. Sec-
tion [ZH3).

2In this form we can calculate A; with only one inversion step instead of one inversion and one additional matrix-vector
multiplication step.
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12.5.2 Nth-root method

In the second method we split up the Dirac operator A in a product of [ terms:

l
1
—A= A; 12.42
- 1;[1 (12.42)
where all A; are defined as the same:

(12.43)

For the 2-flavor case we have again:

ngud) 1 ngud)
A; = ( ) exp l7 ® ( -1 , (12.44)
c c

where we can use ([[ZZZ4)) to get the A; depending on DUmud)  Then, we have to compute

1
—1 7 1 ngud)/ 1 ngud)
Qi = A A = {(ng“d)/) ng“d)] ! exp [7 ® < - ]l) ¥ < =1 |n. (12.45)

C C

In contrast to the ladder method the 1-flavor case has the same form as the 2-flavor case:

[
ngs) ngs)
A; exp [—(p ( -1 ,
c c

1

i\ 2 L (D 1 12.46
p exp —Zga P . (12.46)

In both cases, in the 2-flavor and in the 1-flavor case, one has to find an approximation for the roots, but one
does not need to fine-tune some parameters as, e.g., the intervals [p;—1, ;] in the ladder method. If one uses
the reduced and subtracted Dirac operator and find the center of mass of the UV eigenvalues at (c,0) in the
complex plane, then most eigenvalues of D,s/c are very close to one. It follows that then even for the square
root | = 2 the eigenvalues of D,¢/c are already closer to one than before. If we take a larger number for [
then the situation is even more improved. However, increasing ! is accompanied by increasing the number of
matrix-vector multiplications and therefore one still has to trade-off numerical stability with the computational
costs. Note that both, the ladder method and the Nth-root method, can also be used together.

12.5.3 Approximation of roots

In both methods, the ladder method and the Nth-root method, one has to calculate a root of the Dirac operator.
This can be done in many different ways. In the first runs we used a Taylor series in (D/c—1) to find the result
of the square root in the ladder method. At the moment we are using the Nth-root method for the s-quark
contribution of the stochastic estimator and have replaced the Taylor expansion by a rational approximation of
the roots. For a detailed review of the approximations the interested reader is referred to [I'74].
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12.6 Nested Accept/Reject steps

In order to improve the acceptance rate further we use the cheaper parts of the action ([CZZ) more often. It is
convenient to rewrite the action in a different form

S = (B+3d3)S4(U)
+ [Shv — 08 5,(U)]
+ [SUV - Stgjv + SIaIgpr]
+ [Srr— ST — In det DM« D{mea) —In det D{™)] (12.47)

This is the same action as in Eq. (IZZ), but now with respect to the coded algorithnﬁ. Every line in (CZZ1)
represents a different step in our algorithm, which is repeated depending on their computational expense:

1. Gauge update
The gauge update is a standard Metropolis local update with the fixed point gauge action at coupling
Lot = B+ 0. The parameter §3 mimics the missing fermion part of the action and is chosen to maximize
the acceptance rate in the subsequent 1st accept/reject (A/R) step. We update 4n, gauge links with
Metropolis by visiting n,, < V; consecutive lattice sites.

2. The 1st accept/reject step
The gauge configuration created as discussed above is accepted/rejected with the action Sy, — 08S,(U),
where S, is a good gauge approximation to the reduction contribution Syv in Eq. (CZIG). The function
STy is represented by different gauge loops with fitted coefficients on the smeared configuration. Calcu-
lating S{, is fast and can be done without building up the Dirac operator [I69. The deviation between
57y and the exact Reduction Syy will be corrected in the 2nd accept /reject step below. The combination
of gauge updates and the 1st A/R step is repeated N's* times.

3. The 2nd accept/reject step
In this step the Dirac operator is built on the competitor configuration U’, the traces are calculated for
the exact reduction, and a certain number of the lowest eigenvalues and eigenvectors are determined. The
proposed configuration is accepted/rejected with the action Suy — S{y, + Sit*". The first term corrects
the small error we made in the 1st A/R step in approximating the traces in Syy with gauge loops. The
last term S{R™" is an approximation to the contribution of the low-lying eigenvalues to the determinant
Srr in Eq. Ny eigenvalues and the corresponding Sig are only calculated for m, using an Arnoldi
algorithm. The eigenvalues for mg are determined from these, using leading order perturbation theory.

The combination of the gauge updates, the 1st A/R steps and the 2nd A /R steps is repeated N4 times.

4. The 3rd accept/reject step
The cycle described above is followed by a final, stochastic accept/reject step with the action Syr— S —
In det DgT”d)TDgT”d) — In det Dg;“). The first part corrects the small error we made in calculating the
contribution of the low-lying eigenvalues of D(™s) to the determinant in the 2nd A/R step. The second
term gives the stochastic estimator of the subtracted, reduced, 241 flavor determinant. With this closing
A/R step the algorithm becomes exact.

These steps are repeated and the accepted configurations that have managed to go through all three filters form
a Markov chain corresponding to the 241 flavor action in (IZZ) and also satisfy detailed balance.

12.7 Matrix-vector multiplications

In nearly all parts of our algorithm we have to multiply the Dirac operator with a vector of dimension 12 x V'
and thus this is due to the frequency of occurrence the most time consuming part of the algorithm. We explain
in this Section the optimization tricks we are using as a real life example for code optimization.

3The meaning of the different terms will be explained in the rest of this Section.
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12.7.1 Implementation of matrix-vector multiplication on a HPC system

Due to the fact that the Leibniz Computing Center in Garching was buying a new machine which has replaced
the old SR 8000 Hitachi system, we have to transfer the already running code to the new SGI Altix 4700 system
with Intel Itanium2 Montecito Dual Core processors (1.6 GHz, Level 3 Cache L3 = 9MB, ccNUMA network).

Numerical costs

The parametrized fixed-point Dirac operator Dpp(x,y) has non-zero matrix elements if y is in the hypercube
of x. Therefore a matrix-vector multiplication with the FP Dirac operator

wa(z) = Y Dasle,y)vs(y) , (12.48)
yBd &4 d
needs:

e We get 4 4+ 2 + 2 flops for every complex fused multiply-add operation and for the complex add to the
result vector.

e Due to the offset of the Dirac operator living on a hypercube there are only 81 entries in the Dirac operator
non-vanishing each having 12 color-Dirac indices.

e Calculating the whole 12 x V' dimensional vector w we have to do this for every entry, where V is the
volume of the lattice and equal with the number of sites.

Altogether this gives for a single matrix-vector multiplication:
Costs = 8 x 81 x 144 x V Flops . (12.49)

In most of the cases we use the massive Dirac operator defined in ([ET9):
1 1
D" = (1—-m)D+-mR™".
(-am)oam

The operator R~! is diagonal in Dirac space, i.e., the numerical costs of obtaining R~v is 25% of those for the
Duv. The numerical costs for the massive Dirac operator are:

Costs™1V® = 8 » 81 x 180 x V Flops . (12.50)

Constraints

We want to compute the matrix-vector multiplication in parallel on several processors. Therefore we need data
composition which is organized in our case as follows: The Dirac operator D and its offset, calculated once for
a single gauge configuration U, and the vectors v, w in Eq. ([Z4]) are distributed over all processors. Due to
the fact that the Dirac operator lives on the hypercube we have to communicate the boundaries of the vectors.

To decrease the memory request we use the v5-hermicity of the FP Dirac operator, i.e., we store only an offset
of 41 instead of 81 and build the rest out of DT = ~y5D~5. Using this technique we nearly half the memory
needs for the system. However, we have to do more floating point calculations, but in exchange we can make
use of a faster memory access (cf. Section [2Z7]T)).

First we can only parallelize for Ny = L;/3 processors at maximum in temporal direction. The reason for
this constraint is the building subroutine of the Dirac operator, which also has to determine the traces for the
Reduction. Only after the Dirac operator is built we can remap the indices and also parallelize with Ny = L,
processors in the temporal direction.

In the gauge update we are using a very effective smearing, which removes UV fluctuations on the gauge
configuration. This smearing also needs to know the values on the next-to-next neighboring sites. Therefore we
also get constraints for the number of used processors for parallelizing the gauge update (cf. [I79]).
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Matrix-vector multiplication with the FP Dirac operator

On our 4d lattice with the sizes L;, ¢ = 1,...,4 and a volume of V' =[], L; we distribute the vectors over all
N =TI, N; processors, where N; is the number of processors sharing the i-th direction. We introduce global
and local coordinates on each processor, which are denoted as y; and xl(n), respectively:
L.
yi = xl(.n) +n; X —l = xl(.n) +n; X1, (12.51)
K3
where
y = (nysysys),  with 0<y” <Li—1, (12.52)
2 = ($1,$2,$3,$4)(n) , with 0 < :EZ(-") <l—1, (12.53)
and [; are the local sizes in the i-th direction on a processor and
n = (ny,na,n3,ng) , with 0<n; <N; -1, (12.54)

is the processor number. We also introduce a second kind of local coordinates z, which we need for the
boundaries:

() — (zl,z2,23,z4)(") , with 0 < zi(n) <l;+1. (12.55)
We get the dependency of y on z(") if we set zi(n) = xE”’ + 1:
2 =yt 1 —m x 1 (12.56)

Note that in contrast to y and xgn) the local coordinates z(™) do not map all the sites unambiguously, because

the sites on the boundaries are also mapped on the neighboring processors. In addition to that it is still possible
(") and z{™ are the same in the i-th directionfl.

i %

not to parallelize a direction ¢ at all. Then z

Indexing the coordinates

In the code we do not use vectors like shown above, instead we apply only 1d arrays, which are indexed as
following:

y = y1+ Li(y2 + La(ys + Lays)) (12.57)
GO 21+l (22 + la(xs + I324))
2 = z1 + Lll (22 + LIQ(Zg + L/3,Z4)) s

where

3

L; if we do not parallelize the i-th direction
l; +2 if we parallelize the i-th direction

Using these indexing one sees immediately that transferring the boundary sites in the fourth direction means
to send/receive a continuous address region. Therefore we only have to initiate two single send /receive processes
transferring the boundary sites from the processor n = (0,0, n3,n4) to n&% = (0,0, n3,n4 + 1). The situation
is more complicated for the other directions, because the boundary sites do not use a connected address region
there and therefore one naively has to send/receive several packages to transfer all boundary sites.

A HPC system is usually trimmed to have a network with a huge bandwidth and also a comparable small
latency. However, if we would always initiate a send/receive process for every package, the latencies would
be added up to a large fraction of time used for the matrix-vector multiplication. Therefore one uses derived
datatypes which combine the boundary sites to only one large package which can then be transferred at once.
Although the packing of the data also needs time, one has to pay the latency of initializing a send/receive
process only once.
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Figure 12.2: We plot here a lattice which is parallelized in two direction. The black filled circles are distributed
to one processor n. But calculating the Dirac operator always needs the neighboring sites. So the processor n
has to receive the boundary sites from the neighboring processors. This is done firstly in one direction, here in
the y,4 direction (red filled circles). After that one receives the boundary sites from the neighbors in the second
directions (green filled circles, y3 direction). Here one also receives the boundary sites from the processors
at the corners, i.e., from the processors (0,0,n3 + 1,n4 + 1), (0,0,n3 + 1,n4 — 1), (0,0,n3 — 1,n4 + 1) and
(0,0,Tlg - 1,714 — 1)

Example In Fig. [ZZ we show a part of our lattice in two dimensions, where every point represents all the
site in the y; and yo directions. In this example we show the case where we only parallelize in the third and
the fourth direction. The sites within the black rectangular which are plotted as filled black circles are the
sites where the vector v is distributed on the processor n = (0,0, n3,n4). The sites within the red rectangular,
which are plotted as filled red circles, are the boundaries sites of the vector in the fourth direction, which have
to be received from the neighboring processors in the fourth directions n(*% = (0,0,n3,n4 £1). We also have
to send the boundary sites to the neighboring processor, but this is not shown here. We also parallelize in the
third direction and therefore we have to receive the sites of the vector within the green rectangular from the
neighboring processors in the third direction n(*3) = (0,0,n3 £ 1,n4). Those sites are plotted as filled green
circled]. The sites which are plotted as empty black circles are not interesting, because our Dirac operator acts
only on the next-neighbor sites. The blue rectangular denotes the sites which are needed to calculate the Dirac
operator on the site which is plotted with a blue circle. Only after receiving the boundaries on every processor
we can calculate the matrix-vector product on every black filled circle.

In terms of coordinates the data decomposition in Fig. has the parameters 4 = 5, I3 = 4, n1 = ny = 0 and

4This was implemented only for one directions, which is only parallelized after the others are fully parallelized.
5We explain here the full Dirac operator with an offset of 81.
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the Dirac operator has the following coordinates:

G — (x1,22,0,3) = 21 + 29L1 + 1201 Lo ,
Z(n) = (;Cl, xo, 1,4) =x + .T2L1 + L1L2 + 24L1L2 )
y = (w1,22,4n3,3 +5ny) = 21 +22Ly +4n3Li Loy + 3L LoLs + 5nglyLoLs .

It is easy to see that the indices of the boundaries in the third directions are not continuous. Therefore one has
to use MPI derived datatypes to minimize the latencies. For every communication between two processors one
has to initialize a MPI connection and to send/receive data packets. But if the packets are too small, most of the
time is spent by initializing the MPI connection and the huge bandwidth on the Altix communication network
is not used. Working with MPI derived datatypes merges the non-continuous data into continuous ones, which
has to be sent/received only once. Therefore the packets are larger and the bandwidth becomes important.
Hiding the latencies was the main reason to rewrite the matrix-vector multiplication for the new architecture.
In Table [ZT one finds how the matrix-vector multiplication scales with different ways of parallelizations now.

Memory requirements of the Dirac operator

We are using an ys-hermicitian Dirac operator which lives on the hypercube. Therefore it costs:
Mem =12 x V x 12 x 81 x 16 Bytes (12.58)

to keep one Dirac operator in memory. As discussed above we distribute the volume V' of the lattice to all used
cores and get:
Memioe = 12 X Vige x 12 x 81 x 16 Bytes . (12.59)

Using the ~5-hermicity of the Dirac operator

D(x,y) = 75D (y,2)7s5 , (12.60)

helps us to decrease Memy,. further, because one only needs to store an offset of 41. Therefore, we can still
obtain all entries of the Dirac operators, but use only the half of them memory:

MemP =12 x Vige x 12 x 41 x 16 Bytes . (12.61)

loc

If we want to use instead of the memory the L3 cache on the Altix system (9 MB), we have to parallelize the
application to meet the following constraint:

Mem?f <8 —9MB. (12.62)

loc

This determine the minimum number of cores we have to use. For a 12 lattice we need to use ~ 230 cores to
come into the L3 cache. As shown in Fig. this constraint corresponds to a linear curve, which allows us to
estimate the applicability of the matrix-vector multiplication on the system.

12.7.2 Benchmarking

The most time consuming part in the code is used for matrix-vector multiplications. We list the scaling of our
matrix-vector product in its final version compiled with the Intel Fortran Compiler, Version 9.1 in Table[[ZT A
recompilation of the code with the newer Intel Fortran Compiler, Version 10.1 does not seem to bring a further
improvement. However, all the runs were done with the 9.1 Version of the Intel Fortran Compiler. We see that
there is super-scaling for very large number of used cores. This is due to the fact that at some point the local
problem fits into the 9 MB L2 cache of the Itanium2 cores.

Unfortunately Amdahl’s law [I76] prevents us using a larger number of cores than ~ 700. But this is due to
"more” serial parts (I0, gauge update, etc.) of the remaining code, which have to improved for larger lattices as
well. The matrix-vector multiplication could be parallelized with even a larger amount of cores without loosing
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Figure 12.3: We plot here how the number of cores has to be increased in order to be able to use for the
matrix-vector multiplication the L3 cache exclusively.

its efficiency. In fact, there is a high probability that the efficiency of the Dv would further increase with a
larger number of cores (super linear speedup).

However, we also experienced that such large jobs stay a very long time in the queue, because we have to
distribute the job over several partitionsﬁ of the system. Furthermore we have to use more than one partition,
but in those partitions not all cores are finally used, not to get an unbalanced MPI job. Thus, it becomes very
difficult to get those large jobs started quickly. Hence, we only do production runs on a single partition and
we decide to use 288 cores as a tradeoff between efficiency and the time spent in the queue. Every time we
calculate the Dirac operator times a vector we need the same number of floating-point operations as described
in Eq. ). In ~ 35% of the time the code is running within the Dv subroutine (parallelization with 288
cores). Thus it is the most expensive part of the computation and improvements there have heavily effected the
overall performance of the code.

Referring to the Table [ZJ] we summarize that the matrix-vector multiplication is expected to work well even
for larger lattices, i.e., using the ys-hermicity of the Dirac operator makes it possible to aim for larger lattices
without loosing efficiency of the most time consuming part of the algorithm.

12.7.3 Occurrence of matrix-vector multiplications in the algorithm

Independently of the way we parallelize the code, the number of Dv serves as a parameter how expensive a
single part of the simulation is actually. We therefore give the averaged numbers of matrix-vector multiplications
within the different parts of the code as far as they are measured in Table

Arnoldi algorithm - PARPACK

The Arnoldi process is a technique for approximating a few eigenvalues and corresponding eigenvectors of a
general n x n matrix. It is most appropriate for large structured matrices A, where structure means that a
matrix-vector product Av requires O(n) rather than the usual O(n?) floating point operations.

In our case we make use of the parallelized version of ARPACK, the so-called PARPACK, which can be
downloaded from the Web at http://www.caam.rice.edu/software/ ARPACK. We compute with it the low-lying

6The SGI Altix 4700 in Garching exists out of 19 partitions a 512 cores.
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lattice # of processors Ny X N3 x Ny x N7 time in ms efficiency in %

8 x 24 12 12x1x1x1 105.2 17.7
24 24 1x1x1 54.1 17.2

48 24 % 2x1x1 27.9 16.7

96 24 x 4x1x1 13.6 17.2

192 24 8x1x1 6.1 19.1

384 24 X 8 x 2 x 1 3.2 18.0

768 24 x 8 x 4 x 1 2.4 12.2

124 12 12x1x1x1 188.4 16.7
24 12x2x1x1 92.5 17.0

36 12x3x1x1 62.0 16.9

48 12x4x1x1 46.0 17.1

72 12x6x1x1 31.9 16.5

144 12x12x1x1 16.3 16.1

288 12x12x2x1 7.0 18.7

432 12x12x3x1 4.6 19.1

576 12x12x4x1 2.9 22.6

864 12X 12x6x 1 2.9 15.1

128 x 24 12 12x1x1x1 375.3 16.8
48 24%x2x1x1 90.4 17.4

72 24x3x1x1 61.8 17.0

96 24 x 4x1x1 45.4 17.3

144 24 % 6x 1 x 1 30.7 17.1

288 24 x 12 x 1 x 1 19.1 13.7

576 24 x 12 x 2 x 1 7.1 18.4

864 24 x 12 x 3 x 1 45 19.4

Table 12.1: Here we present a scaling analysis for the 83 x 24 lattice, the 12# lattice and the 123 x 24 lattice. For
all three lattices the efficiencies are quite the same. The efficiency is calculated by the ratio of the theoretical
floating-point operations for one D™y ([[ZZJ) and the peak performance of the Itanium2 cores in the SGI
Altix 4700 in Garching (6.4 GFlop/s). For the timings we have averaged the time for 100 Dv operations on a
fully occupied vector v. We have used the Intel Fortran Compiler, Version 9.1.

eigenvalues and the corresponding eigenvectors of the Dirac operator. We need that to calculate the Sig in the
action of our simulation. Furthermore, we store the eigenvalues and -vectors to use them later in the analysis
(cf. Sections and B4l). In [I77 one finds a comparison of a Conjugate Gradient (CG) method and the
public PARPACK which both have been tested for the parametrized FP Dirac operator.

Inversion - Bi-CGSTAB(Y)

For a number of linear systems of equations using the Bi-CGSTAB algorithm of van der Vorst [I78] is very
attractive. We use a generalized Bi-CGSTAB algorithm, the so-called Bi-CGSTAB(¢) algorithm of Sleijpen and
Fokkema [T79]. In some sense, the new algorithm combines GMRES(¢) and Bi-CG and profits from both.

Without going into detail the GMRES(¢) part is very cheap demanding only %(62 + 3¢) dot products. The
expensive part is the Bi-CG part of the algorithm, which requires 2¢ matrix-vector multiplications and 2¢ dot
products.

In our code we need the inversion of the Dirac operator mainly in the stochastic estimator. There we have
to calculate 138 inversions for the m,q and 96 inversions for the mg Dirac operator. The ¢ parameter is then
tuned dynamically, starting with a relative large £ = O(5 — 10) for the smaller masses in the ladder method and
decreasing it successively for the heavier masses. If the residuum of the final step is a magnitude smaller than
the exit condition would require, we set £ = £ — 1, if £ > 2, for the next inversion we need in the ladder method.
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part of the code Npy Npv

gauge configuration Arnoldi (96 eigenvalues & -vectors) ~ 1445 — 1460 1452
Bi-CGSTAB({) (muyaq) ~ 10 — 160 67

stoch. estimator for m,q (138 pseudo-fermions) & 12250 — 12300 12261
complex multi-mass Bi-CGSTAB (m) ~ 10 — 160 72

stoch. estimator for ms (96 pseudo-fermions) ~ 6800 — 7000 6879

one 3rd A/R step ~ 43900 — 44400 44087

point-to-all propagator Bi-CGSTAB(?) (muya) ~ 105 — 130 114
(point source) Bi-CGSTAB(Y) (ms) ~ 90— 110 100
point-to-all propagator Bi-CGSTAB(¢) (muyq) ~ 105 — 130 115
(R~ source) Bi-CGSTAB(Y) (ms) ~ 90— 110 100
point-to-all propagator Bi-CGSTAB(¢) (myq) ~ 120 — 145 131
(smeared source) Bi-CGSTAB(Y) (ms) ~ 110 — 125 115
all-to-all propagator Bi-CGSTAB(?) (muya) ~ 125 — 150 136
(point source) Bi-CGSTAB(¢) (m.) ~ 110 — 125 119
meson correlator Bi-CGSTAB(Y) (low-high averaging) ~ 90 — 120 100

Table 12.2: We give here the number of matrix-vector multiplications in the corresponding code blocks, which
is proportional to the computational costs. Np, denotes the number of matrix-vector multiplications which are

needed in the corresponding parts of the code. We list here the numbers for the 12* lattice.

Therefore in the beginning the residuum makes within one Bi-CGSTAB({) step very large steps towards the
exit condition, while at the end of the ladder we approach the residuum also very fast even using ¢ = 1. To
summarize we need less matrix-vector multiplications for the same parameters in the ladder method to get the

same result.

In the analysis part, especially for generating propagators, we use ¢ = 4 for the inversion of the D(™u4) and
¢ = 2 for the D). There we also combine the Bi-CGSTAB(¢) with the Subtraction technique to lower the

condition number of the inversion.



Chapter 13

Low Energy Constants

Spontaneous chiral symmetry breaking and the related existence of light Goldstone bosons is a basic feature of
QCD. Chiral Perturbation Theory (ChPT) provides a systematic description of this physics in terms of a set of
low energy constants (LECs) which encode the related non-perturbative features of QCD. The method of low
energy effective Lagrangians simplifies the calculations significantly [89, [I80, [[8T], [82] and over the years ChPT
became a refined powerful technique. Gasser and Leutwyler recognized very early, decades before the numerical
calculations could attack such problems, that these constants can also be fixed using finite size effects which,
presumably, will never be measured in real experiments. They can be studied, however, in lattice QCD.

Both in the - and e-regimes as discussed in Section the finite size effects are dominated by the Goldstone
bosons. In the §-regime the box is elongated in the Euclidean time direction which allows to study the low-
lying spectrum. In the e-regime the box is essentially hypercubic, where different correlation functions can be
measured. Due to the small time extension the spectrum can not be resolved, but the shape of the correlation
functions can be determined. These numerical results are compared with the ChPT predictions which depend
on the LECs and so these constants can be determined. The numerical difficulty lies in the fact that the quark
masses should be light and the box should be sufficiently large. The Goldstone bosons should strongly feel the
boundaries, while the non-Goldstone bosons excitations should have small finite size effects only.

We consider 2 + 1 light flavor QCD applying the parametrized fixed-point (FP) action [7]. The exact FP
action has nice features, most importantly, it has exact chiral symmetry. The parametrized FP action is an
approximation which already gave very promising results in the quenched approximation, in particular good
scaling even at a = 0.15fm and the spectrum of the FP Dirac operator was close to that required by chiral
symmetry. In our algorithm presented in Chapter the contribution of the lowest lying modes is calculated
exactly, the rest is treated stochastically. As a spinoff, for all the configurations in the Markov chain we have
the low-lying eigenvectors which can also be used in the analysis.

In this Chapter we report on the results we obtained with the dynamical algorithm for the fixed-point action.
We start to simulate gauge configurations on a 8% x 24 lattice with a = 0.15fm. This shape corresponds to the
d-regime, but the box size is probably too small to satisfy the conditions of it. However, we use this lattice
to test whether the algorithm, which is presented in Chapter [ and numerical techniques, as the low-mode
averaging in Section B4, are working. Subsequently we use our algorithm to simulate a symmetric 12* lattice
with @ = 0.129 fm. There we are definitely in the e-regime, where we can first of all make use of predictions from
ChRMT to obtain . Secondly we derive additional informations on LECs through fitting two-point correlators
to ChPT predictions.

13.1 The /-regime

For the d-regime we want to use the parametrized fixed-point Dirac operator which approximately satisfies the
Ginsparg-Wilson relation (@1l and is limited to a hypercube [I83]. We tuned the coupling in our full QCD
simulation to be close to @ = 0.15fm [I69], and the measurement of the Sommer parameter ry gave a result in

136
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Figure 13.1: Left: We show the Monte Carlo history for the plaquette (Plaq)y calculated on smeared gauge
configurations and the corresponding autocorrelation function R(7). We find an autocorrelation time of 7y ~ 40.

Figure 13.2: Right: We give the autocorrelation function for the (P(t)P(0)) correlator at different ¢ values.

agreement with this value. The results presented here refer to a 8 x 24 lattice, which should be seen as a test
run for larger lattices. Due to the fact that the spatial volume of the 8 x 24 is rather small we have to check
our physical predictions on this lattice on larger lattices also.

13.1.1 Autocorrelation times

We estimated the autocorrelation time of plaquettes built from smeared links and that of the pseudoscalar-
pseudoscalar correlator. We are using a global update [I69], the configurations are separated by ~ 0.7 standard
Metropolis sweeps.

Fig. shows an extraction of the Monte Carlo history for the plaquette obtained on smeared gauge config-
urations (Plaq)y (smeared plaquettes), the autocorrelation function extracted from it and the autocorrelation
function for the zero-momentum (P(t)P(0)) correlator at different time separations ¢t. We find an autocorre-
lation time of 79 &~ 40 for the smeared plaquettes and a somewhat higher autocorrelation for the correlation
functions. Therefore we only store every 10th configuration in our Markov Chain. However, the analysis of the
autocorrelation of our data shows that we are able to reach the thermalized region using our algorithm within
a feasible amount of computer time.

13.1.2 Low-mode averaging

In Section we have already compared the zero momentum correlator Cpp(t) = (P(t)P(0)) at time sepa-
ration ¢t = 5 for the different amounts of averaging. We show that while the low-low averaging is very effective,
the low-high averaging barely shows further suppression of the fluctuations. Since the latter one is also much
more expensive, one can safely ignore this option and average only the low-low part of the correlator. Replacing
the low-low part by the averaged one works very well for the pseudoscalar channel, so that we could calculate
Cp p(t) even on few configurations quite precisely. For other channels this is not expected necessarily.

Based on the tests for low-mode averaging on the 83 x 24 lattice we decide to use only those correlators where
the low-low part is replaced by the averaged one. Applying this technique we are able to obtain effective mass
plateaus in the time dependency of the correlators, which we employ to examine the AWI mass and the mass
gap of the rotator spectrum in the d-regime. Without the application of the low-mode averaging technique this
would be an impossible task.
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Figure 13.3: Left: The chiral extrapolation of m?}yl using the combinations ud, us, and ss for the quark flavors.

We find an additive mass renormalization of amg = 0.0196(2) and a slope of Z = 0.8837(7).

Figure 13.4: Right: We show here the low-lying eigenvalues of the massive Dirac operator for am, = 0.025 on
50 configurations. The red line shows the quark mass with this mass shift subtracted, amsu, = amg, — amy.

13.1.3 The AWI mass

Because we are using the parametrized fixed-point action which solves the Ginsparg-Wilson-equation only
approximately we get a small additive mass renormalization for our AWI masses (cf. Section ZZZ). The size
of this mass shift is an indicator for the quality of our chiral approximation. From preliminary quenched runs
[169] we estimate this additive mass renormalization to be around 0.02 in lattice units.

We run the present simulations with lattice quark masses am,q = 0.025, ams = 0.103. To determine the
additive mass renormalization for the dynamical simulation we again calculate ratios

On(Agp (£)Pspr(0)) = 2m™ VN Py (£) Py 4/(0)) (13.1)

where ff' = uu,us, ss, 0; is the lattice derivative in time direction and A = y47y51), P = ¥y51) are the naive
operators for the axialvector current and the pseudoscalar density. For both correlator functions in (I3I) we
use low-mode averaging and find well-defined plateaus, typically beyond ¢t ~ 5. These we denote by m?}’yl.

Plotting m?}’yl against mg = (my +my)/2 and extrapolating in m, to mAW! = 0 we obtain the mass shift m.

Using naive interpolators, i.e., the non-conserved axialvector current in the enumerator and the non-covariant
pseudoscalar density in the denominator of Eq. ([Zl), we also get a factor Z:
1
m™ Wl my) = Z(my —mo) . mg = 5 (mys +mp) (13.2)
As seen in Fig. the actual values are described very well by this linear dependence. We can determine an
additive mass renormalization of amy = 0.0196(2), which we have expected from quenched results, and a factor
Z = 0.8837(7), which is relatively close to 1. Whereas amg # 0 comes from the fact that we are using only

approximate chiral fermions we get Z # 1 due to the fact, that in addition to the approximate chiral fermions
we apply naive interpolators (cf. Section BZZ2).

We have stored the 48 lowest lying eigenvalues and their corresponding eigenvectors for all of our configurations
with am,q = 0.025 on the 8 x 24 lattice. In Fig. 34 we plot the stored low modes of 50 configurations.
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Figure 13.5: Left: Plateaus in the effective mass of the pseudoscalar-pseudoscalar correlator (Pf #(t)Prs(0))
for ff = ud,us, ss.

Figure 13.6: Right: The chiral extrapolations in the pseudoscalar channel. We extrapolate (amgap)? linearly
in amy to the physical point, where the AWI mass mAW is vanishing per definition.

We find that they approximately lie on the Ginsparg-Wilson circle shifted by the subtracted mass amg,, =
am,, — amgy = 0.0054(2), corresponding to a bare ud-quark mass of 7.2(4) MeV, away from Re A = 0. This
confirms the calculation of the additive quark mass. The subtracted lattice quark mass for the strange quark is
amg — amgy = 0.083, corresponding to a bare s-quark mass of ~ 110 MeV.

13.1.4 Mass gap in the rotator spectrum

Although our 8% x 24 lattice is too small to have controlled predictions, we nevertheless try to find the mass
gap in the rotator spectrum. Therefore we have a closer look on the pseudoscalar channel.

For the point-like naive pseudoscalar density P = 1)y51) we calculate the zero-momentum Cpp (t) correlator
for three different quark flavor combinations (uu, us, ss) using low-mode averaging and find very stable effective
mass plateaus shown on the in Fig. [ Here we can be rather sure, that we see the lowest lying excitations
in the correlator. If we are in the §-regime this excitation corresponds to the mass gap in the rotator spectrum

(cf. Section @3A). A linear chiral extrapolation of méap in my to the chiral limit, shown in Fig. (3@ gives:

(amgap)?(mo) = 0.367(6) . (13.3)

Using the finite volume mass gap in LO of chiral perturbation theory in the §-regime, shown in Eq. (@62, this
would lead to F' = 92.7(4) MeV, where we only quote the statistical error coming from Eq. [Z3). However,
this result is accidental, since the spatial extend of our small lattices is uncomfortably small, and sizeable
corrections (80%) to the leading order result of Eq. [LE2) are calculated in [91]. There is an ongoing project
at Bern university which will calculate the NNLO of the mass gap [I84]. The corrections in NNLO are again
assumed to be large.

13.2 The e-regime

The e-regime [26], 27, 28, B2, [T85)] describes physics close to the chiral limit in a box whose size is larger than the
typical non-Goldstone scale. On the other hand, the size of the box relative to the Goldstone boson correlation
length must be small. Under these conditions the Goldstone bosons feel the effect of boundaries strongly. ChPT
provides a powerful and systematic way to calculate the finite size corrections. It can also be an excellent tool
to determine the low-energy constants of ChPT. We use in our calculation for the e-regime a symmetric 124
lattice with a = 0.129 fm.
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Figure 13.7: Left: We plot the topological charge Qo, = v for all configurations in the Markov chain for our
12* lattice. The red curve are the neglected configurations due to thermalizing the production run.

Figure 13.8: Right: We show here the correction factor to the variance for independent configurations according

to Eq. (CZ0).

A nice additional feature of the e-regime is that Random Matrix Theory (RMT) [34, B6l BT] makes precise
predictions for microscopic observables. RMT relates in particular the distribution of low-lying eigenvalues of
the Dirac operator in different topological sectors to the chiral condensate X.

The e-regime is defined by:
mpsLs 5 0(1) 5 mpsL4 5 0(1) 5 (134)

where at the same time the box size should be large enough, 47 F2L? >> 1, for the validity of chiral perturbation
theory. Here mpg is the pseudoscalar mass in infinite volume. In order to reach this regime the simulation
should be done with sufficiently small quark masses. This requires a Dirac operator with good chiral behavior
at the actual lattice spacing. This became possible in full QCD only recently [7, [I86, [[87, [I8g].

13.2.1 Remarks on numerical implementation and the Markov chain

Aiming for a larger lattice we have to tune and improve some critical parameters and subroutines. The main
changes can be summarized in five points:

e In the algorithm the trial configurations offered in the last stochastic accept/reject step differ by a full
Metropolis sweep now (instead of 70% on the smaller 83 x 24 lattice) and are still accepted with P,.. ~ 0.6.

e On distributed memory architectures it is very important to get into the cache of the single cores (cf. Sec-
tion MZTT)). Therefore we use ~5-hermicity of the FP Dirac operator to minimize the size of the Dirac
operator in the local cache.

e We have replaced the serial gauge update by a parallelized version [I75].

e For the stochastic estimator of the s-quark determinant we use a rational approximation [I74], instead of
a Taylor expansion for the square root.

e The latency occurring in the communication of the parallelized matrix-vector multiplication Dwv is avoided
by using larger packages. Therefore the efficiency of the matrix-vector multiplication does not change for
different parallelizations (cf. Section [Z772).

We have ~6000 configurations in the Markov chain using the partially global update algorithm [I69]. We
neglect the first 500 accepted configurations (854 steps in the Markov chain) of the run to in order to thermalize.
We show in Fig. [[31 the autocorrelation in the topological charge which usually is an observable with a
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Figure 13.9: The AWI mass am”W! vs. the average quark mass am, = a(my; + my)/2. We determine the
additive mass renormalization my.

long autocorrelation time. We find a autocorrelation time of 74 ~ 170 (cf. IZH). In order to reduce the
autocorrelation time (and the expenses of the analysis) we only store every 10th configuration in the Markov
chain. In addition to that in the analysis we bin the data in blocksizes of 10-20 configurations to get reliable
error bars. Therefore we can use ~500 configurations for the statistical analysis.

13.2.2 Technicalities - 12* lattice

Our lattice spacing is a = 0.129(5) fm determined from the Sommer parameter at 7o = 0.49 fm. Therefore our
124 lattice has a volume of V ~ (1.55 fm)?. Beside the configurations we also store ~100 of the lowest-lying
eigenvalues and eigenvectors of the Dirac operator, which we can use in both, generating the configurations and
analysis. Applying low-mode averaging we can calculate the additive mass shift of amy = 0.0147(3) through
the axial Ward identity in Eq. (T3)). In Fig. 33 we plot the AWT mass m*W! as a function of the averaged
quark mass mg = %(m 7+ mys), together with a linear fit. The intercept with the horizontal axis again gives
the additive mass renormalization of the quark masses. The points uu, us and ss refer to the corresponding
flavors in Eq. (3. Subtracting the mass shift mo we get for the bare quark masses mP3® = 16(1) MeV
and mb@ ~ 137 MeV. Here we also obtain a Z-factor of the same order as for the smaller 8% x 24 lattice

(cf. Fig 33).

After fixing the bare quark mass we have noticed that we were overcautious by choosing the ud-quark mass
parameter am,q = 0.025. Our Dirac operator would have allowed to even calculate with a quark mass of
amyq = 0.017. We will take this issue into account for future projects.

RMT predicts the probability distribution p,j (&%) for the k-th low-lying eigenvalue (k = 1,2, ...) of the Dirac
operator in the topological sector v, which we want to use in the following (cf. Section [L33)). Denoting the
corresponding eigenvalues of the (continuum) Dirac operator by ia,, the variable &, is related to the bare
chiral condensate ¥ as £,k = a, %V Fig. 30 shows the prediction of RMT for the cumulative distributions
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Figure 13.10: Random Matrix Theory prediction for the cumulative distribution of £ = &, = a, XV, where
iay is the k-th eigenvalue of the continuum Dirac operator in a gauge background with topological charge v,
and p; = m;XV. Here the v = 0 results are shown, but the picture is similar for v = 1, 2.

fog”’“ dépyi(€) for v = 0 and k = 1,2, 3. The distributions depend on p; = m; XV where m; are the quark masses.
Decreasing the myq mass by more than a factor 10 (at fixed mg) the cumulative distributions practically remain
unchanged. On the other hand sending the strange quark mass to infinity (at fixed myuq) we land on a Ny = 2
flavor theory with a visibly different distribution. The strange quark has a (modest) effect on our observables
and we have to use the RMT predictions for Ny = 3.

However, when we compare our data to ChPT predictions the situation is different, because the excitations
containing the strange quark are coded in the LECs. As long as we have m,q < ms these effects become
negligible for obtaining LECs and we are allowed to use the SU(Ny = 2) predictions.

13.3 Comparing results in the e-regime with RMT predictions

As we have already discussed in Section EE2l the partition function of chiral RMT and that of QCD in the
e-regime can be matched. This fact can be used to match the low-lying eigenvalue spectrum of the QCD Dirac
operator with that of ChRMT and to obtain LECs. In our case we are only interested in the bare chiral
condensate > and use only RMT predictions without chemical potential.

13.3.1 Eigenvalues of the Dirac operator

The FP Dirac operator follows Eq. [@1]). On low-lying eigenvectors the operator 2R is close to 1 and we ignore
it for simplicity first and correct the errors afterwards, i.e., we initially set 2R = 1. Then the low-lying complex
spectrum of Dgp lies on a circle to a good approximation, while some of the real eigenvalues are scattered away
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Figure 13.11: Left: The relative effective volume occupied by the wave function (V x IPR)~! (Participation
Ratio) vs. the eigenvalue of Dpp for the real modes. The red line at A = 0.03 is used to distinguish between
real modes which were counted for the topological charge and those which are not. The dashed green line is a
more restrictive way to define the cut. All the wavefunctions of the real modes which lies above the green line
occupy more than 6% of the whole lattice.

Figure 13.12: Right: We show the low-lying eigenvalues of the parametrized FP Dirac operator on 50 configu-
rations at the volumes 8% x 24 and 12%.

from the origin. It is expected that the size of a effective support of the wave function and the position of the
real eigenvalue are strongly correlated. Thus we introduce the inverse participation ratio (IPR) by

12
IPR=Y [V @)|',  where [[p™ ()| =" [V (x)? (13.5)
x i=1

for a normalized eigenvector ). In Fig. [[ZI1l we plot the participation ratio p = (V x IPR)fl, where we
get p — O(1) for delocalized and p — O(1/V) for localized eigenvectors ). Due to the fact that we use the
parametrized FP Dirac operator the index theorem (cf. Section ZZZ2) is valid only approximately and the real
modes are scattered along the real axis (cf. Fig. [312). We expect that the real modes which are far from A = 0
are artifacts with a small extension on the lattice (unlike the true topological object which are extended). The
red line in Fig. 3Tl is where we have made the cut A = 0.03 to determine whether the wavefunctions of the
real modes are either localized or delocalized. To determine the topological sector of the configurations we only
use those real modes whose participation ratio lies on the left hand side of the red line. All the other real modes
are neglected, because they probably are artifacts. With this cut we find 389, 98 and 35 configurations for the
v =0, 1,2 sectors, respectively. This cut is sufficiently smaller than the typical gap in the complex eigenvalues
(cf. Fig. [3TA) and corresponds to a larger participation ratio (> 6%).

Note that this cut can also be made for a certain participation ratio, e.g., p = 6%. If the wavefunction of a
real mode is extended over 6% of the lattice we accept it as a true topological object and ignore it otherwise.
Different ways of defining the cut give practically the same results.

13.3.2 Matching RMT predictions

First we use the stereographic projection of the complex eigenvalues of the parametrized FP Dirac operators to
the imaginary axis

B A

S 1-A/27
and can afterwards match the obtained imaginary eigenvalue spectrum with that of the continuum Dirac oper-
ator.

(13.6)

iXe}



144 Chapter 13: Low Energy Constants

08—

113
04— X 7=0.291(3) GeV

v=0

0.8 N
L f i
0.6 N
£ 0291(3) GeV ) £'5-20.291(3) GeV
041 0213 GV 041 = -
L v=1 i L v=2 ]
02k N
0 !
0 15 20

Figure 13.13: Cumulative distributions of £, in the topological sector v = 0,1,2. We show the k-th smallest
eigenvalues for k = 1,2, 3. We obtained the result for this bare quantity /3 = 0.291(3)(9) GeV, where the two
errors come from the fit and setting the scale, respectively. Both errors are statistical.

We denote the k-th eigenvalue in the Qiop = v sector as cy,r. Random Matrix Theory (RMT) predicts
the distribution of the scaled eigenvalues &,x (i) = XV depending on pu; = m;XV, i = 1,...,Ny. The
cumulative distributions of &, have only one matching parameter, which is the bare condensate . Fitting the
distribution of the 3 lowest lying eigenvalues in the v = 0, 1 topological sector to the RMT predictions we get!
»1/3 =0.291(3)(9) GeV.

The result in Fig. 33 receives a small correction due to the fact that, for simplifying the presentation, we
suppressed a technical complication. As mentioned before the exact fixed-point operator satisfies a Ginsparg-
Wilson relation in Eq. ([E0]) with a local operator 2R. For this reason the quark mass enters in a simple additive
way and effectively the operator 2R behaves in the infrared like a constant close to 1. Its expectation value for
the lowest ~ 100 eigenvectors is 1.05 within 1%. Using the spectrum of D the matching with RMT gives the
slightly changed result!:

$1/3 =0.286(3)(9) GeV . (13.7)

As Fig. shows the distributions for different v, k values are consistent with each other. Note, however,

1The first error comes from the statistical errors of the measured distributions, the second one is due to the error in the lattice
scale a.
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Figure 13.14: We calculate the ratios between different averaged eigenvalues (£,1)/(£,/1s) on the lattice. We
distinguish the averages in the nominator by the numbers denoted below and the averages in the denominator
by the colored symbols. The different symbols again denote the RMT predictions for our corresponding results.

that the shape of the v = 0, k = 1 distribution is different from that of the RMT. The deviation in the shape
could be a finite-size effect (which shows up at smallest eigenvalue, i.e., for largest wavelength), but this needs
further investigations on larger lattices. At the present situation we are not able to give another explanation of
this effect.

We also compute the ratios (€,x)/{(&,/k) of the mean eigenvalues and compare them to the RMT predictions.
Note, that those ratios are independent of the bare chiral condensate > and the volume V. Because of the latter,
we expect a very good matching with RMT. We summarize our results in Fig. 314l where we find a generally
good agreement even in higher topological sectors, e.g., in topological sector v = 2, where the statistical data
is poor, the statistical errors are still small. Due to the fact that we only quote the statistical errors and those
data points could have larger autocorrelations than in the lower topological sectors, we probably underestimate
the errors there.

13.3.3 Finite Volume corrections of the bare quark condensate

The determined X in the previous Section is the bare condensate of QCD in finite volume. Thus, we have
to correct the finite size effects using chiral perturbation theory with N; = 2, assuming that in this correction
the s-quark contribution is negligible [32]

3 B
S =Y =2 (1422 ), 13.8
o (1+3m+) (1338)

where (57 = 0.14046 is the shape coefficient for our lattice. After the finite size correction we get for the
infinite-volume bare condensate

»1/% =0.255(3)(9) GeV . (13.9)
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Figure 13.15: Left: We plot on the lhs. the naive pseudoscalar-pseudoscalar correlator (P(t)P (0)") and covariant
pseudoscalar-pseudoscalar correlator (P(t)P (0)") oy Obtained with point-to-all propagators. We show the effect
of low mode averaging, where the correlators without LMA have larger fluctuations. On the rhs. we plot the
square root of the ratio of the naive correlator (P(t)P(0)t) and the covariant correlator (P(t)P(0)!)coy using
point-to-all propagators with LMA. We only plot the correlators and ratios for our smaller quark mass 1,4.

Figure 13.16: Right: We plot on the lhs. the scalar-scalar correlator (S(£)S(0)T) and (S(£)S(0)")cor Obtained
with point-to-all propagators. Here the effect of low mode averaging is less pronounced. On the rhs. we plot the
square root of the ratio of the naive correlator (PPT) with the covariant correlator (PPT).., using point-to-all
propagators with LMA. Also here we only plot the correlators and ratios for our smaller quark mass 1m,4.

13.4 Comparing results in the e-regime with ChPT predictions

Correlators in the e-regime are strongly influenced by finite size effects. As discussed at the beginning of this
section just these effects contain information about the parameters of ChPT, the LECs. ChPT gives predictions
on these correlators in terms of the LECs which can be constrained by the measured correlators.

13.4.1 The relation between naive and covariant quantities

For the LECs we have to determine the Zp- and Z4-factors. Although we will later simply use the covariant
correlators to determine the LECs, we can also analyze the Z-factors beforehand, which we define as the square
root of the ratio between the naive and the covariant correlators on each timeslicdl:

?OO(t)
S (t)

which should be constant in timdd. Due to the fact that the pseudoscalar density has non-zero anomalous
dimension we calculate the ratio between Zp (pseudoscalar) and Zg (scalar) which should be finite in the
continuum. Furthermore, for covariant densities this ratio should be exact one and due to the fact using only
approximately chiral Dirac operators, the discrepancy from one is, in our case, related to the chiral properties
of the parametrized FP Dirac operator. The Z4-factor can be determined through the ratio between the naive
and the covariant conserved currents.

Zo = Zo(t) = (13.10)

In Fig. [3TH we show the ratio between the naive and the covariant pseudoscalar-pseudoscalar correlators
obtained from point-to-all propagators with low mode averaging (LMA). We also include the naive and covariant
correlators without low-mode averaging (LMA) into the left figure. Their values (green, blue) are significantly
different from the correlators using LMA and show their sensitivity of the low-modes in the pseudoscalar channel.
In Fig.[3T0 we plot the naive and covariant scalar-scalar correlators obtained from point-to-all propagators with

1n this section we do not consider the renormalization constants, but the ratio between the naive and the covariant correlators.
2Note that these ratios cannot replace the calculation of the renormalization constants as in Ref. [I89].
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Figure 13.17: We plot on the lhs. the naive axialvector-axialvector correlators (A4 A4) obtained from all-to-all
propagators and the covariant correlator (A4A4)cov obtained from all-to-all propagators. On the rhs. we plot
the square root of the ratio between the naive correlators (A4A44) and the covariant correlator (A4 A})coy. We
plot the Z4-factors only for the m,q mass.

and without LMA. Here the differences between the correlators with and without LMA are far less pronounced
as in the pseudoscalar channel. We obtain in both channels, the pseudoscalar and scalar ones, a plateau in the
region t € [4,...,8]:

Zp(mug) = 1.0703(8), (13.11)
Zg(mua) = 1.078(4). (13.12)

In Fig. (I3T0) we show the Zs-factors of the naive correlators. They are calculated by the square root of
the ratio between the naive (black) and the covariant (red) axialvector-axialvector correlator using all-to-all
propagators. Here the statistical errors are bigger compared to Fig. 313 because we have a factor of 10 less
statistics for the all-to-all propagator than for the point-to-all propagator. In the all-to-all propagators, as
discussed in Section BT, we also use LMA explicitly. We quote as a result for the Z4-factor:

Za(mya) = 0.89(1) . (13.13)

In Fig. 318 the ratios between Zp and Zg are plotted. We find a very small discrepancy to one, which
indicates a good chiral behavior of the FP Dirac operator:

_ Zs _
7= 0.993(3) , 7= 1.007(3) . (13.14)

It also proves that we will be allowed to use our covariant densities as input for the ChPT predictions. The
discrepancy is negligibly small compared to other sources of error.
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Figure 13.18: Top: These are the ratios between the Zp and Zg for our small mass m, 4. For covariant densities
these ratios should be exactly one. The discrepancy comes from the fact that we are using an approximately
chiral Dirac operator also to obtain the covariant scalar and pseudoscalar densities in Eq. (O21]). However, the
error assuming we have exact covariant densities, is negligibly small.

Figure 13.19: Bottom: Here we show the ratio of Z4 and Zp. The obtained result agrees with the slope of
the chiral extrapolation in Fig. [33

The results in Egs. (B and [3I3) can be cross-checked with the slope of the chiral fit in Fig. [[33 which
is the ratio between Z4 and Zp in our case (cf. Section ZZ). We find in Fig.

ZA (mud)

ol = 0.825(7) . (13.15)

This ratio is very closed to the slope of the chiral fit Z = 0.835(2), where we quote in both results only the
statistical error of the fit.

13.4.2 The bare X

Using Eq. (M&) we apply a single parameter fit to find the bare quark condensatdl. We use the scale-independent
LECs [3 and l4, which are defined as [89, 90, [T9T]

B A2

L = o5 =2.9(2.4) (13.16)
M=139.6 MeV

- A2
M=139.6 MeV

3In Section we write the slope in terms of the renormalization constant Z4 which is defined in the continuum. Here we
just compare the difference between the naive and the covariant correlators.
4In Eq. (T2]) the coefficients are given in terms of &, F', Ajy = Ag and Ap = Ay.
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Figure 13.20: Here we show the covariant pseudoscalar-pseudoscalar density correlators obtained from the
point-to-all propagators with low-mode averaging (black) and from all-to-all propagators (green). The errors
are determined by a Jackknife analysis. We only fit in the region t € [4,...,8] to ChPT predictions in Eq. ([@Z45),
where we insert experimental data for all parameters in higher orders, but the 3. We recursively use an one-
parameter fit to extract the bare ¥ from LO ChPT.

Furthermore we insert for the pion decay constant in the chiral limit F' = 86.2(5) MeV and use the obtained %
in the fit recursively until the inserted X and the obtained one are the same. This recursion converges relatively
fast. Due to the fact that we are only interested in the prefactor we have to be careful with the Z-factors of our
correlators. In Section we introduce covariant operators and use them to determine correlation functions
without Z-factordl. In this way it is enough to obtain the prefactor in Eq. ([I48) which is proportional to 2.
On our relatively small 12% lattice we can apply Eq. (IZ8) only for values of t € [4,...,8]. Therefore, differently
to other groups [192, 193, [194] using larger lattices we cannot use this fit to obtain further LECs.

We show in Fig. [Z20 the fits of the covariant pseudoscalar-pseudoscalar correlators to the formula in Eq. [TZ3).
We obtain from the correlator using covariant point-to-all propagators with low-mode averaging:

/3 = 233(5) MeV (13.18)
where the error is the statistical error of the fit. The analysis of the correlator using all-to-all propagators yields:
»1/3 = 237(5) MeV (13.19)

Note that a renormalization factor Z** has not been calculated yet and that we can only quote the bare results
here. We can simply compare these bare values with the bare result (I3d) obtained from RMT predictions at
the moment and find a 20 discrepancy. Because of the small volume of our lattice and the fact that we have
problems in determining the topological sector, this might explain the higher result from the RMT predictions.

But further investigations are still necessary. The renormalized £MS

[195].

5Because we only use approximately chiral fermions there is still a Z-factor in front of the correlators. However, using covariant
operators works as a O(a) improvement and pushes therefore Z towards 1.

will be publish in an upcoming paper
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Figure 13.21: We show here the covariant axialvector-axialvector current correlators obtained from the all-to-all
propagator. The errors are obtained from a Jackknife analysis. We only fit in the region ¢ € [4, ..., 8] to chiral
perturbation theory predictions in Eq. ([@Z9). We can apply a recursive one-parameter fit to obtain F, from
LO ChPT.

13.4.3 The pion decay constant F'

Like for the pseudoscalar case there also exists a NLO prediction for the axialvector-axialvector correlator
discussed in Section Due to the fact that we are interested in the prefactor we apply covariant currents,
which are realized by all-to-all propagators (cf. Eq. 8I32)). We set the fitting range to ¢ € [4,...,8] and
use the result ([3I9), which is also obtained by using all-to-all propagators, for ¥. From Fig. [321 we can
extract the pseudoscalar decay constant Fpg (cf. Eq. [@Zd)) at a pseudoscalar mass of mpg = 262(28) MeV
(X1/3 = 237 MeV) and get:

Fps = 96.0(3.9) MeV . (13.20)

Solving Eq. ([@X0) numerically provides us the pion decay constant in the chiral limit F:
F = 78.6(8.2) MeV . (13.21)

These results are in agreement with values obtained from phenomenological analysis. However, on a larger
lattice we could increase the fitting range and can use the higher order terms of the fit to extract NLO LECs
as well. This is an ongoing project.
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Summary

In the introduction we started to discuss the relation between QCD and the standard model and gave so the
background for QCD on the lattice. We cited also the papers published already.

In Part [ we went more into detail. We defined and introduced there symmetries of QCD in the continuum
which we used later to model QCD on a finite lattice. Calculating LECs being the parameters of an effective
theory is only useful if one knows the effective theory underneath. Therefore, we gave a brief introduction into
chiral perturbation theory. We also tried to explain the different regimes in which it is possible to obtain LECs.
For one of the regimes, the e-regime, we made use of RMT predictions to obtain X, one of the LECs in leading
order. To give at least some justification for using RMT predictions we briefly introduced chiral Random Matrix
Theory. We can use a quite different RMT approach to obtain the same physical relevant observables of our
QCD calculations.

In Part [l we focused on lattice QCD. Going through the chapters we followed the way from the start to
the end of a typical lattice simulation. Putting a quantum field theory on a discrete space-time lattice one
naturally obtains a regularization scheme via the lattice spacing a. In addition to the space-time we also need
a discretized form of the gauge and the fermion action. There are several different possibilities which all have
their justification to be used in a simulation. In this work we make use of approximately chiral Dirac operators,
which are a compromise between exact chirality and the needed computer resources. Keeping all these different
ways in mind we have to choose some gauge and fermion action and start a simulationfl.

The most expensive part of a dynamical simulation is the generation of gauge conﬁgurationsﬁ. We are using
Monte Carlo methods with importance sampling. We also discussed how a simulation is managed practically.
After this production step we analyzed the gained data. As an intermediate step before obtaining physical
quantities we had to calculate propagators which we then used to evaluate correlation functions. Because of
v5-hermicity of both Dirac operators, the CI Dirac operator and the parametrized FP Dirac operator, we created
point-to-all propagators and were able to use them in correlation functions. A more sophisticated way is the
usage of all-to-all propagators, which were calculated for FP fermions for the first time.

The correlation functions are again subject to some improvements, which were used in our projects to increase
the signal to noise ratio significantly. We adopted the low-mode averaging technique for the FP Dirac operator
and extended the methods also to low-high averaging. Secondly, we calculate covariant densities using both,
point-to-all and all-to-all propagators. Furthermore, we also computed conserved currents numerically. Both,
the covariant densities and the conserved currents, were first applied for FP fermions in this work.

After briefly discussing the setting of the scale we started to show why and how two-point correlation functions
are used and presented two examples: one for a meson correlator and another for a baryon correlator. For the
baryon correlators we also showed a way to obtain only a single parity state from a baryon correlator using
different boundary conditions in the temporal direction. Another important piece of information is the mass
shift which can be obtained from the AWI mass. We also discussed several scenarios which were relevant for
the mass shift and renormalization factors.

We discuss the data analysis for LECs. To do so, we apply xPT in a finite box in the so-called e-expansion.
Results can be obtained either by comparing our eigenvalue distribution with that of RMT predictions or by
fitting correlation functions to yPT predictions. We also started to use the d-expansion for obtaining LECs.
Finally, the systematical and statistical errors of the data have to be estimated. In this work we used the

6In standard lattice calculations one uses hypercubic lattices as a natural choice. In principle one can also chose a different
discretization of the lattice itself, e.g., a hexagonal lattice.
"For a quenched simulation the task of ensemble generation is in terms of computer resources very easy to do.

152



153

Jackknife or the Bootstrap methods to estimate the statistical errors. We also used binning to minimize the
systematical errors due to autocorrelation in our Markov chains.

In Part [l we presented results obtained from quenched configurations using the CI Dirac operator and
Liischer-Weisz gauge action.
In Chapter [[0 we showed a quenched spectroscopy calculation of excited baryons using the variational method.
We used interpolators with different Dirac structures. Furthermore each quark could either have a narrow or a
wide source such that the states can have nodes in their spatial wave function.
For the positive parity baryons we found that the ground state masses were compatible with the experimental
numbers, while for the excited states the masses were systematically 20% - 25% above the experimental numbers.
We believe that the failure to reproduce the masses of the positive parity excited baryons is indeed mainly due
to quenching which has the consequence that a significant part of chiral physics is missing. Large finite volume
effects could not be excluded either.
For negative parity, we found that our masses were in reasonable agreement with the experimental numbers,
although here our statistical errors were larger and a further lowering of our results for a lattice with a higher
cutoff could not be excluded.
For four of the analyzed channels our data are convincing enough to quote the final results as a prediction:
The first excited positive parity ) state, the negative parity 2 ground state, and the ground and first excited
negative parity = states (Table [ILH). Those particles have not been found so far.
In Chapter [T we presented the results of a pilot study for @1 searches on the lattice using different types of
operators. We found that for negative parity our results were in good agreement with a n-K scattering state in
the ground state and a quite noisy signal for the first excited state. For positive parity we found states which
were typically more than 500 MeV heavier than the © and thus not compatible with a ©7 mass of 1540 MeV.
In our calculation we did not find any hints for a ©% using in addition to standard ones the new interpolators
([T3T)-[T34)). Due to a lack of computer resources we were not able to introduce p-waves in our calculation,
which were claimed to be necessary for pentaquark interpolators by some theoretical predictions. The missing
p-waves and the quenched approximation could be a reason why we do not see a pentaquark state in our results,
if it existed. However, the latter seems very unlikely in the light of recent experimental results.

In Part [Vl we presented the starting phase of a huge project to determine LECs from lattice simulations.

Starting with the presentation of the developed algorithm we could already show some results on relatively
small lattices which were at least as good as those obtained by other groups which were using much more
computer and men power than our group could afford. Simulating the parametrized FP action with a partially
global update procedure we were able to reach sufficiently small quark masses to study both the - and the
e-regime in 2 + 1 flavor QCD.
In Chapter we describe the algorithm for 2 4+ 1 dynamical FP fermions. We had to use a global update
algorithm due to the fact that we apply also in the gauge action a RG smearing which can not be differentiated
with respect to the gauge fields. Therefore, a state-of-the-art variant of a Hybrid Monte Carlo cannot be used.
Walking through the configurations space in reasonable steps the acceptance rate would decrease very fast.
To get non-vanishing acceptance rates and at the same time quite decorrelated configurations we needed to
introduce some tricks:

e Reduction brings all UV modes very close together and minimizes therefore their fluctuation.

e Subtraction treats the low-lying eigenvalues and -vectors exactly and one can use, at least in the low-mode
part of the propagator, the translational invariance of the lattice explictly.

e Relative gauge fixing reduces the fluctuations in the determinants

e Determinant breakup divides the problem into smaller ones, which can be solved more stably.

To improve the achievable acceptance rates even more we repeated the cheaper parts of the global update more
often than the more expensive ones and could so update a larger region in the configuration space within a
single step.

The central operation in this algorithm is the matrix-vector multiplication of the FP Dirac operator with a
vector, i.e., using profiling tools one finds that this operation takes most of the execution time. Improving the
performance in this part promised therefore the largest savings of computer time and was the fastest way to
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reach the most optimal code for this algorithm.

Whereas the code was already running on various architectures it was optimized for small partitions and showed
both, a bad weak and hard scaling on the new SGI Altix system in Munich. With our improvements we can now
use the matrix-vector multiplication nearly with arbitrary parallelizations in all four directions. Extrapolating
to larger lattices we have still the same efficiency in the Dv operation (cf. Table [ZZT]). Furthermore we can
exclusively use the L3 cache on the SGI Altix system even for larger lattices, which will become interesting for
our future physics program (cf. Fig. [Z3).

In principle, the code is written to run on nearly every distributed memory machine using MPI. This statement
also remains true for both, small PC clusters or massively parallel machines like the SGI Altix 4700 or a
BlueGene/P system.

In Chapter we presented the first results of the physics program which could be done in the §- and the
e-regime. As a start we tried to proof that we can reach the §-regime using our algorithm for dynamical FP
fermions. We reported on the autocorrelation time and determination of the AWI mass on the 8% x 24 lattice.
We found the predicted mass gap in the rotator spectrum and applied LO chiral perturbation theory to compute
the pion decay constant. Unfortunately, the spatial box was too small to compare the result with the analytic
predictions. The calculation of the NLO contributions to the §-regime is an ongoing project at Bern university.
On our larger 124 lattice we are in the e-regime. To reach this regime we again needed very small quark masses
and a Dirac operator with good chiral properties. Both requirements could be achieved by the parametrized
FP action and its corresponding FP Dirac operator. In this study we were furthermore using dynamical
configurations which also contributed to improve the parts of our calculation which were sensitive to the chiral
properties. We reported on the numerical implementation and the autocorrelation in the Markov chain. In the
measurement of the meson correlators the low-mode averaging was found to improve the signal significantly.
Since the low-lying eigenmodes of the Dirac operator were available on each configuration from our updating, this
did not require extensive computing resources. We determined the additive mass renormalization and verified
that our light quark masses were near to the chiral limit. However, it would have been possible to further
decrease the mass of the ud-quark in the algorithm on the 124 lattice. Unfortunately we were overcautious in
this point. We found that the AWI mass depended nearly linearly on the average of the corresponding lattice
quark masses and that the eigenvalues lied in good approximation on the shifted Ginsparg-Wilson circle.

We compared the eigenvalue distribution of the FP Dirac operator with RMT predictions. Due to the fact that
FP fermions are only approximately chiral, the index theorem is also only approximately fulfilled. Therefore,
we introduced the inverse participation ratio (IPR) to assign the gauge configurations to topological sectors.
We have checked several methods for the identification of the topological charge which gave all nearly the same
results.

We used the stereographic projection on the eigenvalues of the FP Dirac operator and compared the eigenvalue
distribution with RMT predictions. The distributions for different v and k are consistent with each other,
although the identification of the topological charge is somewhat ambiguous. From the RMT predictions
we find $1/3 = 0.286(3)(9) GeV in finite volume, which can be corrected to a reasonable S3*(N; = 3) =
0.255(3)(9) GeV in infinite volume. However, the shape of the v = 0, k¥ = 1 distribution differed from that
of the RMT, which could be a finite-size effect. If we will be able to verify this finite-size effect on our larger
lattice, many groups would profit from this result, as it would give an lower bound for applying RMT in the
e-regime. We also gave the ratios of the mean eigenvalues and found even for higher topological sectors good
agreement with RMT predictions. So it seemed that we are just in that region where RMT predictions become
valid.

We also used xPT predictions to obtain LECs from correlation functions. This way of calculating LECs is
quite new and promising. Although the fit formulas have been known for nearly 2 decades, only the recently
available lattices and small quark masses allowed to apply them in lattice calculations. We calculate various
ratios between the naive and the covariant correlators. After that we could fit the covariant correlators to the
xPT predictions and get consistent results for the bare ©1/3 = 237(5) MeV and the pion decay constant in the
chiral limit F = 78.6(8.2) MeV.



Outlook

The results in Chapter [ are suffering from the quenched approximation. This project has already been
continued on larger lattices with Ny = 2 dynamical CI fermions. There will also be more correlators available
which are not taken into account here. The predictions we gave at the end of the chapter are already comparable
to QCD sum rules and are part of ongoing research.

In our quenched calculation in Chapter [[1l we only use one lattice volume and one spatial boundary condition.
If we had found a ©7 candidate, for the final distinction between a bound or a scattering state we would at
least have to study the volume dependence. As it stands, there is no motivation to do so and due to the fact
that more and more experimental results in favor of the ©% cannot be reproduced by other experiments, it is
very unlikely that there is a ©7 state at all, which has a very narrow width of < 25 MeV. Therefore, even if
there are dynamical configurations produced with chiral fermions available in the near future, the search for
the ©F will always have an exotic touch. However, if the current experimental situation will change in favor
of a pentaquark with a narrow width of < 25 MeV this project can immediately be continued with the existing
code using dynamical fermions.

With the presented algorithm in Chapter it is possible to simulate Ny = 2 4 1 flavors of dynamical FP
fermions. We present several tricks which allow us to use nested global update steps, to get reasonable acceptance
rates and autocorrelation times. However, due to our RG smearing which is not differentiable we cannot use a
Hybrid Monte Carlo at the moment. But there are some ongoing tests to change this in future. Furthermore,
we have seen that for our 12% lattice we can even simulate at smaller masses than we have used in this work,
without facing the problem of exceptional configurations. Hence, we will still be in the e-regime, even if we
increase the lattice sizes. We have also shown that the efficiency of the matrix-vector multiplications (Dv) does
not depend on the number of used cores. Therefore, the code is ready to be used for larger lattices without
changing the parallelization.

Simulating small quark masses on an asymmetric lattice, L3 x T with L < T, and using the FP action at the

same time, will take us into the §-regime, which is a nearly ”untouched” field and where we can obtain several
LECs in different ways. The work presented in this thesis is the starting point for very interesting new physics.
If we use our experiences with the 8% x 24 lattice we think that we might be able to obtain LECs even on a
123 x 24 lattice using d-regime predictions. Furthermore, the extension of the predictions in the é-regime to
NLO is an ongoing project at Bern university and will further increase the accuracy of the results.
Although the e-expansion is known for nearly 2 decades lattice calculations have only recently reached the
necessary conditions, e.g., small quark masses and good chiral behavior of the Dirac operator. We have compared
our result found in this regime with RMT predictions and can find a matching with the distributions of our
eigenvalues in several topological sections. However, the shape of our v = 0, k = 1 eigenvalue distribution
cannot be reproduced by RMT predictions. This can be explained by a finite size effect of our relatively small
(1.55 fm)? lattice which is also small compared to those lattice sizes used by other groups. We will check this
issue on larger symmetric lattices. We also compare our results in the e-regime with ChPT predictions. On
our current lattice we can only use the ChPT prediction in a very small region. Using a larger lattice we plan
to verify our results on the smaller lattice and to find further NLO LECs from the higher contributions of the
ChPT predictions.
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Appendix A

Definitions

A.1 Gamma matrices

The Euclidean gamma matrices 7y, p = 1,2, 3,4 can be expressed through the Minkowski gamma matrices 'yiy ,

nw=0,1,2,3 via
n=—i", p=-in', w=—-in, nu=x
They satisfy the Euclidean anti-commutation relation:
{'Yua'Yu} =20 4xa -

We also define the 5 matrix as

v5 = 11727374 = I v gt =

which obeys fyg = T4x4 and anti-commutes with all other gamma matrices
{757 71/} =0.

The Euclidean matrices read in the chiral representation:

0 0 0 - 0 0 0 -1 0 0 -
0 0 -4 0 0 0 1 0 0 0 0
=10 i o ol 7= 1o 1 0o ol = 1i o0 o
i 0 0 0 10 0 0 0 - 0

0 0 1 0 1 0 0 0

o 0o 0o 1 o 1 0 o0

=11 0 0 o | TBTlo 0o -1 0

0 1 0 0 0 0 0 -1

In addition to the anti-commutation relation the gamma matrices satisfy:

Y=l =t forp=1,234, y=ql=9".

(A1)

(A.2)

(A.3)

(A.5)

(A.6)

We can write all possible complex 4 x 4-matrices in a basis of: (S)calar (1), (P)seudoscalar (vs), (V)ector (v,),
(A)xial (v,7s5) and (T)ensor (0,,) Lorentz combinations of the gamma matrices I'sy, I'p), ['vy, Teay, T'r),

respectively, where o, = % Y W)

In Minkowski space it is:

) T )
'yé” (F%) 'yéw = Fét-[ fori=S,V,A, T
i
%M(F(Af)) W= -T¥  fori=P.
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A.2 Gell-Mann matrices

abe fabe abe dabe
(antisymmetric) (symmetric)
123 1 118 1/v/3
147 1/2 146 1/2
156 —-1/2 157 1/2
246 1/2 228 1/v/3
257 1/2 247 —-1/2
345 1/2 256 1/2
367 —-1/2 338 1/v/3
458 V3/2 344 1/2
678 V3/2 355 1/2
366 —-1/2
377 —~1/2
448 | —1/(2V/3)
558 | —1/(2V3)
668 | —1/(2v/3)
778 | —1/(2V3)
888 | —1/V/3

Table A.1: Antisymmetric and symmetric structure constants of the Gell-Mann matrices (cf. Ref. [196]).

The generator of the su(n) algebra are denoted by t*. They are hermitian n X n matrices with
tr [t =0 and (t4)7 =t*. (A.9)

They are normalized via

1
tr [tt°] = 56‘“7 : (A.10)

and satisfy the following (anti-)commutator relations:
1
[t t°] =ifebetc and {t*,t'} = 55‘“’]1 + debete (A.11)
where £ is the antisymmetric structure constant and d**° is the symmetric one. In Tab. ATl one can find the
values of the structure functions for n = 3.
The generators of the su(3) algebra are usually proportional to the the Gell-Mann matrices:

_

=5 (A.12)
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The usual representation of the 8 Gell-Mann matrices is:

0 1 0 0 - 0 1 0 0
M=1|1 0 o0 =11 0 o0 Xs=10 -1 0
0 0 0 0 0 0 0 0 0
0o 0 1 0 0 - 0 0 0
M=[0 0 0 =0 0 0 =10 0 1
1 0 0 i 0 0 0 1 0
1
0 0 0 5 00
=110 0 - =0 550
3 —2
0 i 0 0 0 %

(A.13)

A.3 Grassmann Numbers

A generator of the Grassmann algebra ©; anti-commutes with every other generator of the Grassmann algebra
@ji
0,0, = -0,0; . (A.14)

It follows directly from [AI4) that the generators of the Grassmann algebra are nilpotent:
07 =0. (A.15)

This makes the Grassmann algebra very easy, because due to (A0 one can write every Grassmann number A
as:

1 1
A = a+ Zai@i + 5 Zaij@l@j +...+ ﬁ , Z a;, miN9i1 .. .@iN R (A16)
i @] 11,5t N
Giy .4, € C, i1 ... ipare totally antisymmetric ,

where the polynoms in A form a N-dimensional Grassmann algebra.

The derivative with respect to Grassmann variables is defined as:

d
1 = Al
90, 0, (A.17)
d
;= 1, Al
70, © (A.18)
62
02 d?
90,00, A= 00,00, A (4.20)

The integration over Grassmann variables has to obey the following constraints:

1. The integral has to be a complex and linear functional:

/dNGA e C, (A.21)
/dN@ (M A] +Xdy) = Al/dN@Al +)\2/dN® Ay (A.22)
with d¥© = dOyx dON_; ... dO; . (A.23)
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2. It has to be integrable:

0
d"O—A=0. A24
[ o5 (A24)
3. And finally it is supposed to be normalized:
/dN® 0:05...05 =1. (A.25)
These rules include the following:
/dN@A = dadi12...N , (A26)
{d©;,d0;} = {d©;,0;} = 0, (A.27)
/d@l = 0, (A.28)
/d@ 0 =1 and (A.29)
/d@-A _ 2 (A.30)
! 009, '
Because of ([ATH) an analytic function f depending on a Grassmann number A can be defined as:
1
F(A) = f0) + f ()0 + 5 £(0)0% + .. = £(0) + f'(0)O , (A.31)
After a transformation of variables ©} = a;;©; one gets:
d¥e = det AdVO' . (A.32)
Let D;; be a complex N x N matrix and ©q,..., On,O1,...,0N generators of a 2N-dimensional Grassmann

algebra, then the Gaussian integral over Grassmann variables reads:
N B N _
11 /d@kd@k e 20 9Pu% = det D [ /d@%d@k e” 200
k=1 k=1

N
— det D H/d@;d@k (1-8:0,) = (-1)" detD. (A.33)
k=1

A.4 Discrete symmetries

In addition to continuous symmetries discussed in Chapter Bl one often finds a variety of discrete transformations
as well. To preserve the symmetries of the continuum space-time also on the lattice, we have to take them into
account in the discretization of the space-time. Furthermore constructing interpolators for hadron spectroscopy
the discrete symmetries identify the parity and charge conjugation quantum numbers.

A.4.1 Parity P

The parity transformation is defined by:
P : x,u - (1'1; T2, 1"37:64) = (71"1; —x2, —I3, 1“4) . (A34)

To show that QCD is invariant under parity is the same as to prove that the QCD action () is invariant.
The fields transform like:

U(@) — AY(Pa), (A.35)
() — Y(Pa)yt, (A.36)
At (z) —  A*(Pzx). (A.37)

The parity operator is unitary.
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A.4.2 Time reversal 7

The time reversal transformation is defined by:

T :xy = (21,22,23,24) — (21,22, 23, —T4a) . (A.38)
The fields transform like:
—T
P(x) — ="'V (Ta), (A.39)
D) — —T(Ta)y '3, (A.40)
A¥(x) — A*(Tx), (A.41)

The time reversal operator is anti-unitary.

A.4.3 Charge conjugation C

An additional operation typically considered in conjuction with parity and time reversal is that of charge
conjugation, the mapping of matter into antimatter. The charge conjugation transformation is defined by:

V@) — Y (), (A.42)
P(z) — PT(z)y, (A.43)
At(z) — —AM(z). (A.44)



Appendix B

Path integral formalism on the lattice

B.1 The generating functional for fermions

The generating functional is defined as:
N p— p—
Zn,m) = H /ded6k7€7 21,3 (OiDii €43 (Oimi—n;0:)

The Grassmann variables n;,7,;, ¢ = 1,...
2N-dimensional algebra. For the exponent one can write:

- Z (0:D;;6;)) Z ini —1;0 Z [— (©i +1;D5;") Dij (©; — Dy;'ni) —
4] 2%
After a transformation of variables we find for (Bl):
_ -1 N =
Z[Uﬁ] = e Ei,j m;Dij nj H /d@%d@; e >, 9iDij0; ,
k=1

= (- det D ™ g 13 s )
= detDe  ZisTPiy'm |

. N generate together with the generators ©;,0;, i = 1,...,N a

mDi}lm] : (B.2)

(B.3)

(B.4)

The generating functional in (B can be used to determine vacuum expectation values of fermionic observ-

ablesﬂ

~—
N
S
=
I

(0,0 .-~ 07y, O, =9 s Oy, Oy,
= Yo @D i i (D g (D iy s
permutations
pe{l,...,n}

where €(p) is the sign function of the permutation p € 1,...

/ (d@k d@k) ®i1@j1 ®i2@j2 - @i @jn e Zi’j(éiD”@j) s

H( 9 9 )e_Zi,jﬁiD;jlnj

)

0
0

33

(B.5)

,n. Every fermionic operator can be written as a

sum over the permutations of Dirac propagator products. The propagators again can be calculated on lattice

configurations.

n principle one has also to cover the gauge variables, but this is beyond the content of this work.

163
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B.2 Expectation values of fermionic operators

Using (B it is possible to integrate out the fermionic fields from the path integral ETOH:

- _ J[aU)[dy)[de] e St U] o= Seanee U] O[3, 3, U]
o f[dU] [dy)] [d_] e—Sterm [¥,%,U] ¢—Sgauge[U] ’ (B-6)

J1dU] e~ SexeeelV] [[dg][dg] e~ Srerm V201 O, , U]

= — — , (B.7)
f[dU] e_Sgauge[U] f[d’l/}] [d’l/)] efsferm[wvva]
dU] e~ SeuselUl det D[U] O[D~, U
[1dU] e=SsaneelU] det D[U]
The step from (B) to ([B-8) has to be explained in more detail and we write the flavor index explicitly:
al 2 90
11 / [y )ldidg] e Semntor b Oy 9, U) =[] Olo—s 5= U1 ZIng 77|,y (B.9)
oy Ong =9
f=1 f=1 ! ;=0
Ny
= ][ detDslU1 O[D;, U7, (B.10)
f=1
where the generating functional for fermions is defined as:
Nf o o
Zini) = ] [(doe dBy) e S @omo s (B.11)
k=1

Now we can work with the Operator O[D~!, U] which is more feasible than O[+, 1, U]. Furthermore we do not
have to be worried about the determinants in the denominator. These determinants are canceled within the
Monte Carlo calculation of expectation values, but the determinants in the nominator have to be taken into
account in the generation of new gauge configurations.

20n the lattice we are using the elements U of the group SU(3) instead of the elements A of the algebra su(3).



Appendix C

Chiral transformations (extended)

In the present work we heavily use approximate chiral fermions. But why is it so interesting to put also chirality
on the lattice? We try to explain this with the enormous complexity which comes into play when putting
continuum theories on a discretized space-time. In this chapter we mainly follow the considerations in [58.

C.1 Left- and right handed projectors

We use in the following the t* = %)\“ matrices which are the generators of the su(3) algebra for a = 1,...,8
and t° = 1343 as they are defined in Appendix [A2 If we have a Dirac operator satisfying the Ginsparg-Wilson
relation (G4l exactly, then we can introduce the left- and right-handed projectors as in [(ZZ3) and (EIZ),
respectively. First we write the chiral transformations in [E13) using these projectors:

6% = iet® (P — Pr)Y, 6% = i)(Py — Pg)t% . (C.1)

We obtain for the variation of the lattice fermion action ([32):

5anerm = (5GE)D¢ + ED((SGZ/J) ) (02)
= itp(PL — PR)t* €Dy + i Det® (P — PRy, (C.3)
= iept® (P~ Pr)D+D(Py — Pr)) v = 0, (C.4)
where we have used:
PrDP, = PrD = DP, =2PP,, (C.5)
PLDPg = P.D=DPg=2P.Py. (C.6)

We can also define the right- and left-handed transformation:

0fu) = iet®Pry 0f) = —ipPri‘e, (C.7)
6% = iet® Prap 5% = —ip Pt , (C.8)
59 = 6% — 6% 58 = 0% + 6% (C.9)

and get the global axial and vector transformationdl:

6% = iet®(Py, — Pg)t 6% = ih(PL — Pg)t, (C.10)
6% = iet®(Pp + PRy 6% = —ip(PL + Pp)t%e . (C.11)

IWe have already introduced the axial transformation in (CJJ), but did not show why this correspond to an axial transformation,
which is defined in terms of left- and right-handed transformations originally.
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166 Chapter C: Chiral transformations (extended)

To address also local transformations we define the local left- and right-handed transformations as follows:

89 = it" PrePry 890 = —ip PrePgt® | (C.12)
Skp = it* PrePrip 0%t = —ip PLePpt® (C.13)

where € is now x-dependent:
€ay = €(2)0zy . (C.14)

This form of the local transformations is motivated by the fact that GPLw and ePRw are neither left-handed or
right-handed fields if € is depending on x. Hence, the local axial and vector transformations look like:

5?41/) = ita(PLEPL — PREPR)’I/) 55‘4% = Z.E(PLEPL — PREPR)ta 5 (015)
8% = it"(PLePy + PrePr)y 8 = —itp(PrePr, + PrePr)t® . (C.16)

C.2 Global covariant densities and conserved currents

In Eq. (E21)) we define a covariant scalar and a covariant pseudoscalar density. If we use those densities we can
obtain:

é 598" = —P(Pp— Pr) (]1 - g D) tatbyy — % (11 - g D) (P — Pr)t*toy (C.17)
— _U(PL—Pr) (]1 - gD) tatb — G(Pp — Pp) (]1 - gD) thay | (C.18)
— P (]1 . gD) {to, ), (C.19)

where one heavily makes use of
Pir (]1 - gD) = (]1 - gD) Prr. (C.20)

Analogously we obtain:

é 5e.5b — f%(sabp ~ e P° | é 50,5 = i fupeS© | (C.21)
z 64 Pt = —%5@5 — dapeS©, Z 8% P’ = ifup P, (C.22)
é 648 = —2pP° é 04 P =25, (C.23)

which is the same as in the continuum. (We use S = S° and P = P for the flavor singlet quantities.)

One can also show that the axialvector and vector currents defined in ([E22) satisfy the continuum relations:
7: a N C Z a N c
. 5AV:(:L') = zfabcAH(z) , p 5‘/‘/:(1') =ifabcV), (x), (C.24)

i - c ’L a - c
. 04AL (2) = ifanc Vi (@) | . 53 A (x) = i fape AL (z) . (C.25)

C.3 Local covariant densities and conserved currents

For the local axial and vector transformations we use the covariant densities in Eqs. [E2Z]) and (E2Z3) and find:

69.5° 1 : I
— 25y P(2) — dap. P° — i fapeS©
lée(x) 361117 (.Z‘) dabc (.Z') ) 256(1') ’Lfabcs (:C) 3
64 PP 1 , 5L Pb
= —— — S¢ == PC
256(1') 36abs($) dach (.Z‘) B Z(SE(%) Zfabc (:C) 5
. 0%S 04 P
= _—2p° = -25¢ 2
i @), i =25, (C.26)
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where

> Sx)=8, > P*x)=P". (C.27)

To find the corresponding covariant axial and vector currents which are related to the densities in (C28) is a
more complicated task. We again consider a global transformation ¥ — v 4+ 01, ¥ — ¥ + §b and assume that
the massless action

Ao =9D(U)d (C.28)

is invariant under this transformation, 6.4y = 0. Under the corresponding local transformation the current
Ju(x) is defined by:

0Ag =i Oue(x)Ju(z) = —i Y e(@)0)Julx) (C.29)

x

where 9, and 9}, are the forward and backward lattice derivatives, respectively. Applying the axial transforma-
tion ([CTH) on the massless action we obtain:

6540 = it (PRID(U), P, — PLID(U), €| PR ) t°0, (C.30)

5% Ay = it (PR[D(U), Py + PL[D(U), e]PR) 1o (C.31)

For an infinitesimal U(1) gauge transformation the change of D(U) is given by
5,D(U) = —ilDWU),d = —i 3 el K (x) | (€.32)

where the kernel K, () can be used to get the conserved current J,(z).

Eq. ([C32) can also be applied to determine the kernel K, (x) numerically. To linear order we have:

(a)
5,D(U) = DU®) — Za 5?05# >) , (C.33)

where we introduce a infinitesimal U(1) transformation
Uu(z) — Ul(f‘)(x) =@y () (C.34)

on each link and taking the values of a,,(x) to be

ay(z) = —0ue(x) . (C.35)
Combing Eqs. [C32) and ([C33)) we obtain:
DU
K, (z)=—t ——= C.36
H( ) 504#(56) ( )

From ([C30), ([C31) and ([C30) we get the conserved axial and analogously the conserved vector current defined
in (E22).

Note that we obtain:

0%A0 o e

5?( ) =05 A% (x) (C.37)
VA geva,

56( ] = Vi(x) . (C.38)

If the massless action Ay is also invariant under these local transformations, we obtain conserved currents which
also appear in the axial and vector Ward identities.
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C.4 Neglecting contact terms in the densities

In Section we calculate correlators using covariant operators. At least for the correlation functions which
combine covariant densities we can derive the Zp and Zg factors for the densities in Eqs. ([@2ZI)) and simplify
the complicated local operators in Eqs. ([E2Z3).

For the next steps we commemorate Eq. [@20) for T and introduce the following for m:

m=1—%, m:1+%. (C.39)

We begin to write [@I9) in the other way around:
DO — -1 (DW mll) . (C.40)

If we replace in Eqs. (B2 all massless Dirac operators D(®) by Eq. (CZ0), we get:
— 1
Se =% n——Dm> 19, P =5 [ =1 — = DM gay (C.41)
2m m 2m

Interested in the correlation functions (SST)co, and (PPT).., we can integrate out all fermion fields using the
Wick theorem (B). All term proportional to a D("™)-factor are in this way multiplied by a propagator G("™).
These products only give contact terms:

> D (@, )G (y,2) =Y G (2,y) D" (y, 2) = 16, . (C.42)

Yy Y

Contact terms only contributes in the correlator for timeslice t = 0, which is not relevant for our purposes.
Hence we neglect these contact terms completely and find:

1— 1—
~ :7/”5%/1 ) Pt~ :1/}75#11/) ) (043)
m m

where the = sign indicates the neglect of the contact terms. This gives for the scalar and pseudoscalar densities
the following Z-factors using Dirac operators obeying Eq. (E4):

Zs=Zp~m ". (C.44)
Using (CA0) in Eqgs. [E2Z3) we get for the local covariant densities first of all:

s°@) ~ B [%E( >+ﬁ<E<x>+%E<z>%>] 4, |

Pia) ~ T | e Bl + g GeB(e) + Bl@hin) | 4 (©.45)

where we have introduced m; and ms which are the corresponding masses to the fields ¢»; and 19, respectively.

If we write 45 and v5D(™) in such a form that we can act with propagators on the corresponding Dirac
operators coming either from the right or the left hand side, we find further contact terms through:

. m a m

¥5o= =1 —75:D( ) ) (C.46)
m m

2m m .

V5D(m) = —l - TD(m)% s (0-47)
m m
where we have used the Ginsparg-Wilson Eq. ([B4) together with Eq. (C40). Finally we get
— 1 1 m a
S*z) ~ Py |5=—E@)1+— (E@1+ (=51 - —sD") | E(x )75— thy
2mo 4my mi my
1 1 ma

& E(x)t* C.48
2m2+4m1+4m2m1}¢1 (@)t (C48)

— 1 1 m a m
P*z) =~ [%E(z)’yg)ll + e <<_—1'y511 - m—lfyg,D(ml)) E(x)+ m—zE(z)'yg)]l)} %) |
1

Q
t
=
e
=
2
ot
o~
<
[\
a
i
L
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where we obtain for m; = my = m the result in [BS]:

S0~ =TE@Y
P(z) =~ _;EE(:E)W%, (C.50)
m-m

C.5 The AWI mass in Ny =2+1

D is in the following a massless Dirac operator satisfying ([E4). Consider the massive fermion action Sterm = Aps
with a flavor variant mass term matrix My

Ap = DY + P, Mipg + g Mip, = Ao + Myp Sy (C.51)

where M is diagonal in flavor space and the flavor singlet scalar density S = SY is defined in Eq. [EZ1)). We
introduce m = m, = my,

m 0 0 1 9
0 0 mg P

and we get:

Ay = Ap + %(Qm +mg)S% + %(m —mg)S% . (C.53)

The local axial transformations of the covariant scalar density can be found in Eqs. ([C28). Using a = 1,2
gives for the local axial transformation of the actiond:

~511472AM % 41,2 2
ZW = GMAM (ZC) — (5(27’” + ms) + —

\V)
S

(m — ms)) PY2(z) = GZAL’Q(x) —2mPY%(2) , (C.54)

and using a = 6,7 givesﬁ:

- %ﬁ%(m - ms)) PO7(z) = 8ZA2’7(:E) — (m 4 mg)P%7(x) . (C.55)

If we have a chiral invariant action Ay, then we get the operator identities:
8;Ab2(z) =2mP"(x) and 8;A2’7(x) = (m +ms)P%"(2) , (C.56)
where Af,(r) and P%(x) are conserved currents ([£22) and covariant densities ([E2Z3)), which covariantly transform

under a local axial rotation, respectively. m = m, = mg and my are the bare masses of the u, d and s quarks
in the action.

2We are mainly interested in the case a = 1,2 because we want to compute uys (IL — %D) d= Pl +ipP2.
3To determine the AWI mass for ms we have to compute dvs (Il — %D) s= PS 4+4iP7.



Appendix D

Chiral transformations with 2R # 1

Using the FP Dirac operator which obeys Eq. ([BI) we get some changes in the formulas compared to those in
the previous Appendix Because of 2R # 1 we have to consider the influence on the correlators.

D.1 The general chiral transformations on the lattice

Applying Eq. [@3]) to Eq. ([EIH) we derive the more general form of chiral transformations on the lattice:

8 =ieth DsWyp 0"y =iWpyst se (D.1)
where 1
F5:V2R&5\/T_R:75(H—Q2RD). (D.2)
One easily finds: K
D +Dys —aDvy 2RD=~D+DI's =0. (D.3)

Due to these relations we can simply derive the 2R # 1 case via replacing 45 by Is:

A 1+ A 1-T5
= = . D4
P 7 Pr 5 (D.4)
We can again decompose the massless fermion action into left- and right-handed fermion fields:
TDU = T, DV, + T DUy = T (PRD75L n PLD75R) v, (D.5)
where
U = P Tl Py TP — Ty q/;—Pz/;—PL\IJfLﬁ\IJ—L\IJ
LR T TR YT U YeR - "ver T Y T T NRR 2R VR
— — — 1 — 1 - 1 - L1 1 - 1
=yP,=V— P, =VP,— =Vp—, =PrYp = PR—=V = —Pr¥V = —VUp,
RSV EE SRR T g v T IR S IR = R T R
(D.6)
and
. N 1 .
PrDP, = PrD=DPy, = ¥ 2PrPr, ,
N N 1 ~
PLDPr = PLD=DPgr= ¥e 2P PR . (D.7)
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The massive Ginsparg-Wilson Dirac operator with 2R # 1 is defined by:
Stetulte, B, U] =% DI g = F (D@ +m 1)y =T DU w = Slel, [9,T, 0], (D8)
where m
D™ =m DO 4 0l R7'. (D.9)
This is also consistent with a scalar density which can be introduced in the language of Eq. (O.3):
— — — 1 - - —(1 a
SR Upr¥Up, =V— (P P V=v|——-—=-D)|V D.10
LYR + YRV, 2R(R7)R+ LPr) (2R 5 ) ; (D.10)
and we obtain the same massive Dirac operator as in Eq. (9)
P —pO 4 (L _2por) (D.11)
2R 2
In addition to replacing all 45 by I's we derive the 2R # 1 case from the 2R = 1 case via replacing
a 1 a
1--D® b — - -D" ] . D.12
( 2 ) Y <2R 2 (D-12)
For instance one finds according to Eq. (C20):
et _2po)_ (Lt _9p0)p, (D.13)
' 2R 2 2R 2 e '
D.2 Neglecting the contact terms in the densities
Using Eq. (09) we get:
1 m
pO) — = (D<m> _ _) , D.14
m 2R ( )
The Eqgs. [EZ1) changes for 2R # 1 into:
— (1 a — 1 a
=P (—— =D w Pt =Ty [ —= — =DO ) 2w . D.1
S (23 2 ) ’ 75<2R 2 (D-15)
Again, we neglect the contact terms and find:
1—1 1— 1
4= —U—t*V P = = Uy —1*0 . D.1
S =mtagt o °2R (D-16)
The local conserved currents in Eqs. ([£23)) transform for 2R # 1 into:
— |1 1 a 1/(1 a . .
ay) = - — _%po) (= _2poO ( ) a
S%(x) v 2E(x) <2R 2D >+4<2R 217 ) E(z) +TsE(x)Ts ) | t°W ,
Pa) = T | E@s (= - 2p0) 1L _2po (fE()+E( )f) 9% . (D.17)
R N (YT 4\2rR " 2 sEAT L5 ' '
Using ([O.I4) we get:
§@) ~ U o B+ oo (Ble) + DB ) |
YT T amy eR T amy e \TN T RS 2
P~ Ty | B g+ g (Da(n) + E(@)Ds) | 0 (D.18)
T T o, YRR T gy op U0 TS 2 '
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Again we rewrite 45 and v5D(™ in a suitable form, so that we can use them to find further contact terms:

Iy s (211 - §2RD<’">> : (D.19)
m m

2m 1 m .
R ( m 2R m g (D-20)

‘We obtain:

71 111 Fgiy 1 arms
7, |—F E
! [ T (@) + 42T, 2R (z) = 4T,

2ims "3RI o
1 1 1 me ) 1
Ty |— B(r)— + [ — —_E(x)| t"T
1{2@ ($)2R+(4m1+4ﬁ11m2) 2R (z)] 2

1 — 1 mo ﬁlg 1
— T, |E 2 ) 2 B)| tow
oM 1[ (@ )2R+<2m1+2m1> °R (x)} 2
_ 1 1 7 Mg 1
T, |—F — E(x)ys —
|G P37+ s B + e 2 Pl

T 1 1 s\ 1
. F _F ey
! {2@ @)og + (4m1 + 4m1m2) 2R (x)] et =2

1 — 1 mg 7’712 1
E 2 g oy, . D.21
277 [ @)og * ( * 2m1) R (x)} Vst (D-21)

2m1

Q

S%(x) Vsp(ml)%E(fﬂ)] v, ,

%

%

%

P(z) %wD(ml)E(x)} $, |

Q
S

2
<

where we again find for m; = ms = m the result in [B68]:

5°(x) %@[E( >§+§E( >] "y
1 +m 1

2R e omm 2R

%

1 —

— T {E(z)

%

P(z)

o E(z)] Y5t . (D.22)

D.3 Covariant conserved currents with 2R # 1

We redefine Eqs. (622) and (C3d) through:

Vi) =T (PRIC#(x)ﬁL + PLIC#(x)ﬁR) U, A%z) =T (PRIC#(:E)?L - PLIC#(z)ﬁR) 9%, (D.23)
where IC,, () is defined as:

(D.24)

a=0



Appendix E

Group Theory

E.1 Young tableaus

Taking, for instance, the direct product of a triplet with itself any number of times, we immediately obtain
representations of higher dimensions 3 ® 3, 3 ® 3 ® 3, etc. These representations are reducible. To decompose
representations into reducible ones, we compose the corresponding product space into invariant irreducible sub-
spacesﬂ. Then, the representations induced by the fundamental representation in these subspaces are irreducible
representations. We are using for these purposes Young tableaus.

E.1.1 How to construct Young tableaus

Let x;,. 4, be a tensor that transforms like the product x;, -...-x; . It can be decomposed into tensors of different
symmetry classes with respect to a permutation of the indices i1, ...,4,. By definition, a tensor belonging to a
definite symmetry class is obtained from z;, . ;, through the following construction:

1. First, pick n; of the indices, and symmetries among them. Display this operation symbolically in the

picture below:
HEErE (E.1)

n1 boxes

2. Next, pick ny < ny of the remaining indices, and symmetrize among them:

RN (E.2)

no boxes

3. Repeat the procedure until all indices have been used. Stack up the rows to form the following tableau,
called a Young tableau, e.g.:
[ |

(E.3)

4. Finally, anti-symmetrize the indices in each column of the tableau separately and independently.

The geometrical form of the Young tableau characterizes a symmetry class.

Hnvariant means the space goes into itself under the group transformations. Irreducible means it does not contain a smaller
invariant subspace.
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E.2 SU(2) symmetry group

In elementary particle physics the SU(2) symmetry occurs in terms like the spin or the isospin.

E.2.1 Symmetry classes in SU(2)

To construct the different representations we always add one extra particle from step to step:

e Particle and antiparticle: Both are in the same symmetry class in SU(2):

[ = particle in SU(2) , (E.4)
] = antiparticle in SU(2) . (E.5)
e 2 particles:
Cel] = Dj@H, (E.6)
202 = 341.
e 3 particles:
|
[Tleld = LT el (E.7)
392 = 4@2,
H@D = Bj (E.8)
1®2 = 2.
e 4 particles:
[ ]
[T Tlel ) = [T T Tlel ] (E.9)
402 = 53,
| [ |
ox| | el ] = 2x[ ] @2x (E.10)
2002 = 39d1y.
e 4 particles and 1 antiparticle:
||
[(TTTel] = LI T T e (E.11)
502 = 634,
| | | [ |
sx ] ol] = sx] @3 x , (E.12)
3302 = 4302,
|
2 % ol = 2x , (E.13)
L2 = 2.
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E.2.2 Physical particles

Meson: A meson consists out of two particles: 1 quark and 1 anti-quark. We get in the SU(2) symmetry
group 2 symmetry classes, a triplet and a singlet:

D@D[I@B, (E.14)

202 = 3@1.

Baryon: A baryon is built up by three quarks. In SU(2) this leads us to 2 symmetry classes:

D®D®D::[[D@HEFy (E.15)

20202 = 4@2,.

Pentaquark: In the pentaquark one finds 4 quarks and 1 anti-quark. Here we show both, the symmetry
classes of the 4 quarks

[ ]
el dellel ]l = LIT T lesxl] @2x , (E.16)

2020202 = 5333D1,,

and the symmetry classes of the whole pentaquark

Heleeldel] = LI TTT Jaax[] @5 x , (E.17)

202®202®2 = 604D 25.

E.3 SU(3) symmetry group

E.3.1 Symmetry classes in SU(3)

e Particle and antiparticle: In SU(3) the fundamental and the its conjugate representations are different
from each other:

L | = particle in SU(3), (E.18)
H = antiparticle in SU(3) . (E.19)
e 2 particles:
D@D::[D@H, (E.20)
33 = 6®3.
e 3 particles:
|
[(Tlel] = LI Tel] (E.21)
623 = 1008,

|
Eﬂ@[] = [ @E: (E.22)

33 = 8al.
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e 4 particles:

LI Tlel) = LT [ael] (E.23)
1003 = 15615,
| [ ] H
ox ] el = 2x]  w@2x ®2x_] (E.24)
8,23 = 15,36, D3,
ﬂ |
o] = L | (E.25)
183 = 3.

e 4 particles and 1 antiparticle:

(T T Tel] = [ = |@:: , (E.26)
153 = 35210
- ]
L | ] _
3 x| ®L ] = 3x ®3 x| ®3 x| , (E.27)
155 ®3 = 273310383,
|
2 X ® = 2x ®2x] ; (E.28)
6,03 = 102®8,,
| |
3x | ol ]l = 3x[ ] @3x , (E.29)
3303 = 83d1;3.

E.3.2 Physical particles

Meson: A meson consists out of two particles: 1 quark and 1 anti-quark. We get in the SU(3) symmetry
group 2 symmetry classes, an octet and a singlet:

|
D@H::@@, (E.30)

33 = 8@1.

Baryon: A baryon is built up by three quarks. In SU(3) this leads us to 3 symmetry classes:

|
D®D®D::[ID@M@@, (E.31)

3®3I®3 = 1008 d1.
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Pentaquark: For a pentaquark consisting of 4 particles and 1 antiparticle it is accordingly more complicated

to decompose it into its symmetry classes:

®4 x|

NN |
D@D@D@D@H =[] ® 3 x
|
& 8xL_| P 3 x ,
33333 = 350273010, B 102 ® 8 @ 13 .

E.4 SU(6) symmetry group

E.4.1 Symmetry classes in SU(6)

D2 x

(E.32)

(E.33)

e Particle and antiparticle: In SU(6) the fundamental and the its conjugate representations are different

from each other:

(] = Dparticle in SU(6),

e 2 particles:

antiparticle in SU(6) .

[el] = DH@B,
6®6 21®15.
e 3 particles:
|
[Tlel] = [T Tlal T,
206 = 5670,
= AE
ol 1 = [ @

1506 =

(E.34)

(E.35)

(E.36)

(E.37)

(E.38)
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e 4 particles:

[T T el]

56 ® 6

|
2 x| ®D

705 ® 6

.

2006

e 4 particles and 1 antiparticle:

[T Tlel] =

126 ® 6

||
3 x| ® =
2103 ®6 =

2 X ®@ =

10556 =

~

5
X
(=]

= 3 x| D3 x|
= 5403 @ 705 & 205 ,

LD el ]

= 126® 210,

2 x| B2 x

B2 x|

= 2105 ® 1055 ¢ 1055 ,
|

= L | ® s

= 1050715 .

700 & 56

3 x L] D3 x|
11343 @ 565 & 705 ,

® 3 x

2 x| D2 x|
5602 @ 70 ,

L et

= 70" ®20 .

@3 x|

(E.39)

(E.40)

(E.41)

(E.42)

(E.43)

(E.44)

(E.45)

(E.46)
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E.4.2 Physical particles

Meson: A meson consists out of two particles: 1 quark and 1 anti-quark. We get in the SU(6) symmetry
group 2 symmetry classes, a 35-plet and a singlet:

Lell = [ oL, (E.47)
606 = 35@1.

Baryon: A baryon is built up by three quarks. In SU(6) this leads us to 3 symmetry classes:

Ak
Lellel] = LT Teex] oL, (E.48)

60606 = 563702 20.

Pentaquark: For a pentaquark consisting of 4 particles and 1 antiparticle it is accordingly more complicated
to decompose it into its symmetry classes:

el Jel lol 1ol 1 = 3x[] ol ®2x | @3x| | (E.49)

o8 x L] ol @4xl @4 xL] (E.50)
6R6R6R6®6 = 11343® 700 ® 5602 @ 5403 @ 705 & 70" @ 56/, © 20/ .




Appendix F

Quark models

F.1 The spin-0 and spin-1 meson nonets

Mesons have baryon number B = 0. In the quark model they are ¢’ bound states of quarks ¢ and anti-quarks q’
(the flavors of ¢ and ¢’ may be different). If the orbital angular momentum of the ¢g’ state is [, then the parity
P is (—=1)"*1. The meson spin J is given by the usual relation |l — s| < J < |l + s| where s = 0 (antiparallel
quark spins) or s = 1 (parallel quark spins). The charge conjugation C' = (—1)'** is defined only for the ¢g
states made of quarks and their own anti-quarks.

The mesons are classified in J©¢ multiplets (cf. Tab. [El). The I = 0 states are the pseudoscalars (0~) and
the vectors (1~7). The orbital excitations [ = 1 are the scalars (0*") and the axialvectors (17) and (177).

Following SU(3)r the nine possible ¢’ combinations containing the light u, d and s quarks are grouped into
an octet and a singlet of light quark mesons in flavor space (cf. Eq. (E230)):

33=8®1.

For these mesons, flavor and spin may be combined in an approximate flavor-spin SU(6) in which the six basic
states are u T, u |, d1,d ], s7,s ] (1, | = spin up, down). Then the baryons belong to the multiplets on the

right side of Eq. (EZ1)
606=35d1.

These SU(6)rs multiplets decompose into flavor SU(3)r multiplets as follows:

35 = 38aplseil,
1 = '1. (F.2)

=
i

In Fig. [T we depict the spin-0 (18 @ 1) and the spin-1 (38 & 21) meson nonets.

state Jre r particles
scalar 0+ 1 Jo, ao
pseudoscalar (U V55 V475 mon, 0, K
vector 1= Yis V4Vi p,w, K*, ¢
axialvector 1+ YiYs ai, f1
axialvector 1*t- iYj hi, by

Table F.1: Quantum numbers of the interpolators (B3I for different choices of I'. We remark that the classifi-
cation with respect to C' is for flavor degenerate interpolators only. Mesons with a higher spin than 1 can only
be constructed via covariant derivatives, which are not discussed in this work.
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) 4

&

3
) 4

K* F*O

Figure F.1: These are the meson nonets with spin-0 on the left and with spin-1 on the right hand side.

F.2 The baryon octet and decuplet

All the established baryons are apparently 3-quark (ggq) states, and each such state is an SU(3) color singlet,
a completely antisymmetric state of the three possible colors. Since the quarks are fermions, the state function
for any baryon must be antisymmetric under interchange of any two equal-mass quarks (up and down quarks
in the limit of isospin symmetry). Thus the state function may be written as

(qqq) = |color) A |orbital, spin, flavor)s , (F.3)

where the subscripts S and A indicate symmetry or antisymmetry under interchange of any two of the equal-mass
quarks.

The 3-quark baryons are made up of u, d, and s quarks. The three flavors imply an approximate flavor SU (3),
which requires that baryons made of these quarks belong to the multiplets on the right side of Eq. ([E3TI)

3®3®3=1008d1.

For these baryons, flavor and spin may be combined in an approximate flavor-spin SU(6). Then the baryons
belong to the multiplets on the right side of Eq. (E4S)

6®6®6=56@T702®20.

These SU(6)rs multiplets decompose into flavor SU(3)r and spin SU(2)s multiplets as follows:

56 = *10®°2%8, (F.4)
70 = *10e'8e8e?l, (F.5)
20 = 8@, (F.6)

In ([E4) we find that the spin-3/2 decuplet and the spin-1/2 octet baryons form the symmetric 56gs-plet in
flavor-spin space (cf. Fig. [£2)). From ([E3]) follows that those particles have to have a symmetric state function
also in orbital space. In the 56-plet we thus find the ground-states of 3-quark baryons.
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n p A~ AO A—I— A—I——I—

o0
Vv

Figure F.2: The ground-state 3-quark baryons are located in the 56rg-plet. On the left hand side there are the
ground-state baryons with spin-1/2. On the right hand side we find the heavier spin-3/2 ground-state baryouns.

F.3 Diquarks and triquarks

In some quark models we need diquarks which consists out of 2 quarks. According to those quark models they
form a bound state within a hadron according to those quark models. The color-orbit or color-spin quantum
numbers in the SU(6) symmetry group are decomposed as follows:

606 = 15¢21, where
15 = 6833,
21 = %6a0'3.

In the context of pentaquarks some models predict also a triquark within the pentaquark consisting out of two
quarks and one anti-quark. In SU(6) we get:

6606 = 120084@6,, where
120 = 1592150 %6@ 13323,
84 = %6 15¢%a 3923,

6 = °23.



Appendix G

Parameters for CI fermions

G.1 Parameters of the simulation

size Ié] confs. afm] a"'[MeV] N (n,w) K (n,w)
202 x 32 8.15 100 0.119 1658 22, 62 0.21, 0.1865
163 x 32 7.90 100 0.148 1333 18, 41 0.21, 0.1910
123 x 24 7.90 100 0.148 1333 18, - 0.21, -

Table G.1: Parameters of our simulation. We list the lattice size, the inverse coupling 3, the number of
configurations, the lattice spacing a, the cutoff a=' and the smearing parameters N and x for the narrow and
wide sources. The 163 x 32 and 20° x 32 lattices are used for the excited baryon project, while we compute the
pentaquark project on the smaller 123 x 24 lattice.

We work with quenched gauge configurations generated with the Liischer-Weisz action [197, [[98]. We use
for the baryon spectroscopy two sets of lattices, 202 x 32 and 163 x 32, at couplings 3 = 8.15 and 3 = 7.90
corresponding to lattice spacings of ¢ = 0.119 fm and a = 0.148 fm, determined from the Sommer parameter
in [T99]. Thus for both lattices we have a spatial extent of L ~ 2.4 fm. The two different values of the lattice
constant a allow us to assess the cutoff dependence a — 0.

For the pentaquark project the gauge fields are generated on a 123 x 24 lattice again with the Liischer-Weisz
gauge action at 0 = 7.90. The corresponding value of the lattice spacing is a = 0.148 fm as determined from the
Sommer parameter. For the quark sources we use a Gaussian-type distribution generated with Jacobi smearing
[4, [75]. The error bars are computed using the jackknife method. The s-quark mass am, = 0.0888(17) is
determined from the Kaon mass. The parameters of the gauge configurations are collected in Table

Our quark propagators are computed using the Chirally Improved (CI) Dirac operator [63, 64]. We work with
several quark masses in the range am = 0.02, ... 0.2, leading to pion masses down to 350 MeV. For setting the
strange quark mass we use the K-meson with the light quark mass extrapolated to the chiral limit.

Our quark sources are placed at t = 0 and the generalized eigenvalue problem ([BT9) for the variational method
is normalized at tg = a. The final results for the baryon masses were obtained from a fully correlated fit to the
eigenvalues. The errors are statistical errors determined with single elimination jackknife.

G.2 Dirac structure and quark sources

We are using 3-quark operators ([Z3) with narrow and wide smeared sources. The interpolating fields for the
different particles are summarized in Table Our interpolators for the A and the Q still have overlap with
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particle interpolating fields operator content
Nucleon N® =123 Oyt — O
¥ @ i=1,2,3 o —oE"
= 20,i=1,2,3 - o
A-octet AP i=1,2,3 Ol — Ofde + Ot — O
A-singlet Ay Ol — O+ Ofy — Ol + Ot — Oy
A-decuplet A, PB 52 ?413?”
Q-decuplet Q, PO,

Table G.2: We summarize here all interpolating fields we used in our calculations in Chapter [l Note that we
have to project A, and Q,, to definite spin-3/2 via ([B23)). Note that for the spin-3/2 projection only the spatial

3/2
components of ow are non-zero.

both spin-1/2 and spin-3/2. Thus, we need a projection to definite angular momentum. We use the continuum
formulation of a spin-3/2 projection for a Rarita-Schwinger field P3/? in ([853) projected to zero momentum.

The different possible choices for ng) and ng) are listed in Table

ng) ng)
=1 1 0’75
=2 Y5 C
i=3 il Cv17s
i1=4 1 Cy

Table G.3: Dirac structures used for the baryons in Chapter [T

In addition to the different Dirac structures, we construct the interpolators listed in Table from quarks
with sources created by different amount of smearing. In particular, we use Jacobi smearing [74, [75] with two
different sets of parameters (number of smearing steps N, amplitude of hopping term &, cf. Section B3l to
create narrow and wide sources. The shapes of these sources are approximately Gaussian with o ~ 0.27 fm
for the narrow source and o ~ 0.41 fm for the wide source. Details of the source preparation and plots of the

source shapes can be found in [T}, 2, @, [IT0, T2, [117].

Each quark in our baryon interpolators can either be narrowly (n) or widely (w) smeared giving rise to the
following eight combinations for the sources:

n(nn), n(w), n(wn), wlhn), n(ww), whw), wwn), www). (G.1)

In this notation the order of the quark fields is understood as in Eqs. () — (7)) and the parentheses
indicate which quarks are combined in the diquark combination. Since the smearing used here is a purely scalar
operation, the assignment of quantum numbers, as given in the last Section, remains unchanged.

Taking into account the different Dirac structures discussed in the last Section, we can work with 24 different
interpolators for nucleon, ¥, = and Ag. For the A1 and the A we have only one Dirac structure and consequently
a total of 8 different interpolators. We remark that in the final analysis not all interpolators are used. We prune
the maximal correlation matrix and remove some of the correlators that couple only weakly to the physical
states or add no new information, thus enhancing the numerical noise. The criterion for the selection of the
interpolators is the optimization of the quality of the plateaus in the effective mass plots.
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Parameters for FP fermions

H.1 Parameters in the algorithm

H.1.1 Parallelization

It is possible to parallelize the work in all four directions. Due to the fact that we have chosen the indexing of
our lattice as described in Eq. (ZX1), we have to parallelize the fourth direction first, then the third and so
on. In this way the communication between the processors is minimized and thus more favorable. For the 12*
lattice we use:

direction ¢ extention L; parallelization N;

4 12 12
3 12 12
2 12 2
1 12 1

Table H.1: Parallelization for the 124 lattice.

In some parts of the algorithm we have to satisfy special constraints. In the gauge update we are using
a parallelized version of the original codd] which divides the processors into several groups which work on
different parts of the lattice independently. But there are some constraints on the used parallelization there:

Ly
? 2 Ngroups ) (Hl)
A - (H.2)
Nroups Hj\fime'o‘r < HNi . (H.3)

In the production run for the 12* lattice we can only use Ngroups = 2 smearing groups which is mainly because
of constraint ([HJ)): In contrast to the global parallelization in the gauge update part a small surface of the
local volume is more favorable.

At some point we have to build up the Dirac operator D. This is done in a own subroutine which also has
some constraints:

Ly

3

mod (L4, LY)

I This part was written by Christoph Weiermann [I75].

1\

p, (H4)

0. (IL5)
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direction ¢ parallelization N;™e**
4 3

3 4
2 4
1 3

Table H.2: Parallelization for the 124 lattice in the gauge update written by Christoph Weiermann [T75].

H.1.2 Characteristics in the nested A/R steps
Subtraction

In the Subtraction we use for the lattices different numbers of eigenvalues and -vectors. We find that at a
certain point a larger number of eigenvectors does not improve both the calculation of the determinants and
the condition number of the inversion of the Dirac operator compared to the numerical effort in the Arnoldi.
Therefore we try to balance the numerical costs and the improvement by the Subtraction.

size # of eigenvalues and -vectors
83 x 24 48
123 x 24 96

124 96

Table H.3: For the small 8% x 24 lattice 48 eigenvalues and -vectors are enough to get a good balance between
the numerical costs and the improvement. For the larger lattices 48 eigenvalues and -vectors are no longer
sufficient and we therefore have to increase the numerical efforts more than twice because they do not grow
linearly with the number of eigenvalues and the corresponding eigenvectors.

Determinant breakup

First we have used the ladder method for both the ud- and the s-quark determinant breakup, where we have
to choose the number of intervals such that all intervals contributes approximately the same. Later Manuel
Weingart in [I74] replaced the ladder method for the s-quark determinant by the Nth-root method because of
performance reasons. Furthermore the Taylor expansion of the s-quark determinant was replaced by a rational

approximation which shows a 30% improvement of the algorithm in this part. We have summarized the breakups
in Table [L4]

quark mass # of intervals/products  method

Muyd 138 ladder
Mg 96 ladder
Mg 96 Nth-root

Table H.4: To satisfy the condition that every interval or product should contribute nearly the same to the
whole determinant we use the given amount of determinant breakup.
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part of the code number of iterations averaged acceptance rate
gauge update n, = 576
1st accept/reject step Nt =20 acctst = 56%
2nd accept /reject step N2vd — 3 acc®d = 76%
3rd accept/reject step N3 10 acc® ~ 64%

Table H.5: In the gauge update we use a Metropolis updating algorithm. In the 1st and 2nd A/R steps we tune
the parameters Nt and N2"? in such away that we obtain the given acceptance rates. Especially N34 is very
sensitive to these acceptance rates. In contrast to N'** and N2"d, N3 cannot be set as a starting parameter,
but it is generated dynamically. N34 is the number of 3rd accept/reject steps which are needed for a single
independent configuration, i.e., it is the autocorrelation time of the run. The averaged numbers which are given
in the table are obtained from simulations of a 124 lattice.

size confs. 5} alfm] a7 ![MeV] Llfm] amyq, ams mPare, mbare[MeV]
83 x 24 445 2.925 0.148 1333 1.18  0.025, 0.103 7.2(4), ~ 110
12524 7 2925 ~015 ~1333 ~1.8 0.025 0.103 2,9

124 522 2.925 0.129(5) 1530(60) 1.55  0.025, 0.103 16(1), ~ 137

Table H.6: Parameters of our simulations. We list the lattice size, the inverse coupling (3, the number of
configurations, the lattice spacing a, the cutoff a~!, the sea quark masses m.q, Mg in lattice units, the bare
quark masses mzzre, mP? and the number of stored eigenvectors in the Arnoldi. We find that the 8% x 24 and
123 x 24 lattices are in the d-regime, while the 12 lattice is in the e-regime. For the 123 x 24 lattice we have not
decided yet how much configurations we will produce. Furthermore at the present stage we cannot determine
the exact lattice spacing or the bare quark masses for this lattice due to a lack of statistics.

H.1.3 Acceptance rates

We are using nested accept/reject steps to improve the acceptance rate of our algorithm. In Table we
give the parameters which are used in the production runs for the 124 lattice. These parameters have a very
large impact in the resulting acceptance rate for each steps and may not be changed running a Markov chain.
So it is very important to smartly choose the parameters already at the beginning of the runs. At least after
equilibration they have to be fixed.

H.2 Parameters of the simulations

Within this project we have aimed at quite small volumes on which we want to compute very small quark
masses. We have three different lattices. The 83 x 24 lattice is the lattice on which we have tested several
algorithmic details. This lattice has a too small spatial volume to be for sure in the j-regime. On the 12% lattice
we want to explore the e-regime. Therefore we use a symmetric lattice, which is not elongated in the temporal
direction. The next lattice is the 123 x 24 lattice which should have a large enough spatial volume to target the
d-regime. There we will try to find the rotator spectrum which readily holds some low energy constants. The
production runs of this lattice have not yet started due to lack of computing power, but the code is already
available and the parameters for the simulations are already tuned. In this work we do not present results
obtained from this lattice. In Table we give an overview of the different lattices.
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