Chiral properties of dynamical Wilson fermions

DISSERTATION

zur Erlangung des akademischen Grades
doctor rerum naturalium
(Dr. rer. nat.)
im Fach Physik

eingereicht an der
Mathematisch-Naturwissenschaftlichen Fakultat |
der Humboldt-Universitat zu Berlin

von
Herr Dipl.-Phys. Roland Hoffmann
geboren am 06.06.1977 in Miinchen

Préasident der Humboldt-Universitat zu Berlin:
Prof. Dr. Jiirgen Mlynek

Dekan der Mathematisch-Naturwissenschaftlichen Fakultat I:
Prof. Thomas Buckhout, PhD

Gutachter:
1. Prof. Dr. Ulrich Wolff

2. Dr. Rainer Sommer
3. Prof. Dr. Sinya Aoki

eingereicht am: 18. Mai 2005
Tag der miindlichen Priifung: 12. August 2005



Abstract

Quantum Chromodynamics with two light quark flavors is considered in the lat-
tice regularization with improved Wilson fermions. In this formulation chiral
symmetry is explicitly broken by cutoff effects linear in the lattice spacing a. As
a consequence the isovector axial currents require improvement (in the Symanzik
sense) as well as a finite renormalization if they are to satisfy the continuum
Ward-Takahashi identities associated with the isovector chiral symmetries up to
small lattice corrections of O(a?).

In exploratory numerical simulations of the lattice theory algorithmic difficul-
ties were encountered at coarse lattice spacings. There the hybrid Monte Carlo
algorithm used suffers from a distorted Dirac spectrum in the form of unphysically
small eigenvalues. This is shown to be a cutoff effect, which disappears rapidly as
the lattice spacing is decreased. An alternative algorithm, the polynomial hybrid
Monte Carlo algorithm, is found to perform significantly better in the presence
of exceptionally small eigenvalues.

Extending previously used methods both the improvement and the renor-
malization of the axial current are implemented non—perturbatively in terms of
correlation functions formulated in the framework of the Schrodinger functional.
In both cases this is achieved by enforcing continuum Ward identities at finite
lattice spacing. Together, this restores the isovector chiral symmetry to quadratic
order in the lattice spacing. With little additional effort the normalization factor
of the local vector current is also obtained.

The methods developed and implemented here can easily be applied to other
actions formulated in the Schrodinger functional framework. This includes im-
proved gauge actions as well as theories with more than two dynamical quark
flavors.
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Zusammenfassung

Quantenchromodynamik mit zwei leichten Quarks wird in der Gitterregularisie-
rung mit verbesserten Wilson Fermionen betrachtet. Die chirale Symmetrie in die-
ser Formulierung wird von Gitterartefakten, die linear im Gitterabstand a sind,
explizit gebrochen. Daher erfordern die axialen Isospin Strome Verbesserung (im
Symanzik Sinn), sowie eine endliche Renormierung, wenn sie die Ward—Takahashi
Identitéiten des Kontinuums bis auf kleine Gitterkorrekturen proportional zu a?
erfiillen sollen.

Algorithmische Probleme bei grofien Gitterabstdnden machen die numerischen
Simulationen der Gittertheorie schwierig. Der Hybrid Monte Carlo Algorithmus
leidet unter einem verformten Dirac Spektrum in Form unphysikalisch kleiner
Eigenwerte. Es wird gezeigt, dafl dies ein Gitterartefakt ist, welches schnell ver-
schwindet, wenn der Gitterabstand verringert wird. Ein alternativer Algorithmus,
der polynomische Hybrid Monte Carlo Algorithmus, zeigt erheblich bessere Fi-
genschaften im Umgang mit den auflergewohnlich kleinen Eigenwerten.

Durch Erweiterung und Verbesserung vorher verwendeter Methoden wird die
nicht—perturbative Verbesserung und Renormierung des Axialstroms durch Kor-
relationsfunktionen im Schrédinger Funktional implementiert. In beiden Féllen
wird dies erzielt, indem man Ward Identitdten des Kontinuums bei endlichem
Gitterabstand erzwingt. Zusammen stellt dies die chirale Symmetrie bis zur qua-
dratischen Ordnung im Gitterabstand wieder her. Mit wenig zusétzlichem Auf-
wand wird auch der Normierungsfaktor des lokalen Vektorstroms berechnet.

Die Methoden, die hier entwickelt und implementiert wurden, kénnen leicht
auch fiir andere Wirkungen verwendet werden, die im Schrodinger Funktional for-
muliert werden konnen. Dies umfafit verbesserte Eichwirkungen sowie Theorien
mit mehr als zwei dynamischen Quarks.

Schlagworter:
Gitter QCD, Chirale Symmetrie, Renormierung, Verbesserung
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Chapter 1

Introduction

Compared to the electroweak sector of the standard model of particle physics,
quantum chromodynamics (QCD) with its few parameters and extensive symme-
tries seems to be a rather simple theory. Still, it is expected to describe the whole
spectrum of strong interaction phenomena from high—energy hadron collisions to
the decays of heavy—quark bound states and of course the hadron masses them-
selves. Since its birth in the 1960s QCD has been confronted with experiment in
innumerable cases and is now a well-established part of the standard model.

At high energies the relevant degrees of freedom (quarks and gluons) are found
to be only weakly coupled and the non—interacting theory can serve as a starting
point for a perturbative treatment. The breaking of Bjorken scaling [1] in deep
inelastic lepton—hadron scattering, which is the original and still one of the most
powerful quantitative tests of (perturbative) QCD, is associated with these energy
scales.

At low energies the strong interactions show a very different behavior. The
coupling becomes strong such that a description in terms of weakly interacting
quarks and gluons is no longer appropriate. Instead, the relevant degrees of
freedom seem to be the light mesons (pions). Also here precise experimental
data are available, in particular for the masses and other properties of the light
hadrons. If one wants to establish that the same Lagrangian describes both
regimes, vast energy differences need to be bridged [2].

As an additional complication, the transition in the effective degrees of free-
dom makes it much more difficult to work out the QCD predictions at low en-
ergies, because perturbation theory, the "standard tool” of particle physics, fails
here. While effective theories are useful at this point, they do not constitute a
first—principle method. Also, some non—perturbative predictions can be made on
the basis of symmetry considerations or QCD sum rules, but these can not be ap-
plied to all problems one might be interested in and often also require additional
assumptions.

With the lattice regularization Wilson [3] proposed a radically different ap-
proach. Lattice QCD allows for first-principle predictions without any additional
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assumptions and can be applied to a variety of problems, from the hadron spec-
trum to meson decay constants and the running of the coupling or even the
topological structure of the QCD vacuum.

In this formulation one discretizes the fields and the action using a Euclidean
space—time lattice. Thus, before any computation is made, the high frequencies
are removed from the theory, rendering the latter ultraviolet finite. The infrared
divergencies related to zero modes can also be be cured by either considering
a non-zero quark mass or a finite volume with fixed boundary conditions in at
least one direction (see Chapter 5). At this point the theory is mathematically
well-defined without reference to perturbation theory.

Moreover, if the lattice is small enough, a numerical evaluation on the com-
puter becomes feasible. In this way the lattice serves two purposes: it regularizes
the theory with a momentum cutoff proportional to the inverse lattice spacing
and at the same time it is a tool to evaluate observables non-perturbatively.
While today the main aspect of lattice QCD is clearly in numerically obtaining
phenomenological predictions from Monte Carlo simulations, one should not for-
get that in many cases the lattice is the only way to define a quantum field theory
beyond perturbation theory.

As with any other regularization, the regulator has to be removed before
results can be compared to experiment. On the lattice this means that the con-
tinuum limit has to be taken by making the lattice spacing a smaller and smaller.
Here one encounters the usual ultraviolet divergencies, which require renormal-
ization of the bare parameters and operators.

In numerical simulations the accessible lattice spacings are strongly con-
strained by the computer resources and the scaling behavior of the available
algorithms. In fact, for a long time after the invention of lattice QCD, simula-
tions were only possible in the quenched approrimation. Here the observables are
evaluated on a gauge background generated with the gauge action only, which in
terms of Feynman diagrams amounts to removing all virtual quark lines. While
this makes the simulations significantly easier, it does not represent a controlled
approximation and thus (in principle) calls into question all physical predictions
obtained in this way. Still, impressive results were obtained from quenched sim-
ulations and in particular the hadron spectrum is in rather good agreement with
experiment [4].

With new computer generations and algorithmic improvements unquenched
(or "dynamical”) simulations are now possible at reasonable lattice spacings and
volumes. However, these algorithms typically slow down proportional to a” (see
e.g. [5]) or even worse, such that a factor two in lattice spacing can change
the computational effort by more than two orders of magnitude. As a result a
is usually varied only in a very limited range, say from 0.1fm to 0.05fm and
hence close attention should be paid to how the observables of interest approach
the continuum. Naturally, this is strongly influenced by the details of how the
continuum theory was discretized.



Today there exists a large variety of discretizations of lattice QCD in addition
to Wilson’s original formulation, on which this work is based. These differ in both
the discretization of the gauge and — more importantly — the fermionic action.
A brief overview with emphasis on their different properties concerning chirality
will be given in Chapter 4.

A systematic description of the approach to the continuum limit of a lattice
theory was found by Symanzik [6, 7, 8]. The symmetries of the lattice action de-
fine a set of operators, which, if inserted in correlation functions of the continuum
theory, asymptotically reproduce the discretization errors of the lattice theory.
In other words, the lattice theory is described in terms of an effective low—energy
(< a™!) continuum theory, whose Lagrangian contains (4 + k)-dimensional in-
teraction terms with couplings proportional to a*. On this basis one exploits the
freedom to change the lattice discretization by irrelevant operators to remove the
cutoff effects, i.e. the lattice artifacts, order by order in the lattice spacing.

This procedure is known as the Symanzik improvement programme and con-
cerns both the action and the composite fields, i.e. for QCD in particular the
quark bilinears. In this way the continuum limit can be "accelerated” and a
smaller range of lattice spacings might be sufficient for a reliable extrapolation.
The application of the improvement programme to Wilson fermions is a central
part of this work and a first (general) discussion will be given in Chapter 3.

Renormalization is commonly discussed in the framework of perturbation
theory, where divergencies in Feynman diagrams are removed e.g. through a
subtraction prescription based on dimensional regularization. Due to the non—
perturbative nature of the low—energy sector of QCD this approach is no longer
sufficient in this case. As will be detailed in Chapter 8, a perturbative calculation
of renormalization factors does not result in a controlled estimate of systematic
errors of renormalized correlation functions at low energies.

When approaching the continuum, the bare parameters in the action have
to be tuned such that a set of renormalized quantities is kept fixed. These can
be mass ratios or otherwise defined renormalized couplings and their specific
choice defines the renormalization scheme. In this context as well as for the
additional renormalizations required for the composite fields we employ a finite
volume scheme based on the Schrodinger functional first discussed in [9, 10].
Chapter 5 will provide the reader with the necessary background.

Despite its rich structure, some of the phenomenologically most relevant ques-
tions are not concerned with effects within QCD alone. In particular, one often
considers QCD observables, which can be interpreted as matrix elements of the
effective weak Hamiltonian between QCD bound states. A prominent example is
the pion decay constant F}, defined through the matrix element

<O|AM(O)|7T> = iquw (1.1)

of the axial current between the vacuum and a pion state with momentum p.
Regarded as an insertion of the effective weak Hamiltonian, it parameterizes the
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amplitude for a pion to decay into a lepton anti—neutrino pair through a virtual
W boson. Here it is most evident how the renormalization and improvement of
the axial current directly affect the physical result of a lattice estimate of Fj.

For quenched lattice QCD with Wilson fermions the renormalization fac-
tor [11] and improvement constant [12] of the axial current are known non—
perturbatively. Both are obtained by enforcing the chiral symmetry of the un-
derlying continuum theory at finite lattice spacing. The non—perturbative im-
plementation for the case of lattice QCD with two degenerate flavors of Wilson
quarks is the central part and the resulting renormalization factor and improve-
ment coefficient are the main result of this work.

Another important application of the renormalized improved axial current is
in the context of a programme to calculate the fundamental parameters of QCD
from hadronic input parameters. In fact, the work presented here is an integral
part of an effort to calculate renormalized quark masses from first principles. The
former also constitute an essential ingredient in tests of the standard model.

With the same method as in the quenched case [13], the starting point for such
a calculation is the current quark mass derived from the non—conservation of the
axial current (PCAC relation). The renormalization of the pseudo—scalar density,
which is also required in this context, has already been performed [14, 15] such
that together with the results from this work all necessary tools are available.

Starting from a review of the most important properties of QCD (Chapter 2),
which includes a derivation of the Ward—Takahashi identities associated with the
chiral symmetry, we will turn to the peculiarities of the lattice formulation (Chap-
ter 3) and discuss the continuum limit, renormalization and Symanzik improve-
ment. This is followed by a chapter concerned with the status of chiral symmetry
in different lattice discretizations (Chapter 4) with particular emphasis on Wilson
fermions. The introductory part concludes with a presentation of the Schrodinger
functional (SF) as a renormalization scheme and our chosen method to compute
renormalization factors and improvement constants (Chapter 5). The necessary
correlation functions and notation to be used are also introduced there.

The first chapter of the main part (Chapter 6) discusses Monte Carlo algo-
rithms, data analysis and other technical aspects of our simulations. Algorithmic
issues, which we faced in the numerical evaluation of the axial current normaliza-
tion condition, are also reported. These problems are traced back to a distortion
of the spectrum of the Wilson-Dirac operator, which in turn can be interpreted
as a cutoff effect.

The remaining chapters are devoted to the non—perturbative axial current
improvement (Chapter 7) and renormalization (Chapter 8). The former is im-
plemented by requiring a current quark mass derived from a Ward identity to be
independent of the external states, which are varied using projection techniques.
The integrated axial Ward identity with operator insertions is used to formulate
a normalization condition for the axial current on the lattice. Numerical results
of our implementation are presented and summarized in interpolating formulae



for future use.

Finally, the last chapter summarizes all results and discusses their possible
application. In abbreviated form the findings of the present work have been
published in [16, 17, 18, 19, 20].



Chapter 2

Continuum QCD

2.1 History and properties

Already in the 1960s it was conjectured that the observed large number of strongly
interacting particles, the hadrons, are composite objects made from supposedly
fundamental building blocks called partons. In the spirit of Rutherford’s scatter-
ing experiments, which revealed the structure of the atom, hadrons were probed
with beams of highly energetic leptons in order to learn about the underlying
dynamics that govern the formation of partons into hadrons.

The most interesting experimental results came from the kinematic region of
deep inelastic scattering, where both the momentum transfer ¢> and the energy
transfer v from the leptons are very large with the ratio ¢*/v fixed. As proposed
by Bjorken in 1969 [1], in this region the structure functions, which parameterize
the momentum distribution within the hadron, were found to depend only on the
ratio ¢*/v (Bjorken scaling).

The easiest way to understand this behavior is to assume that the leptons
scatter off almost-free pointlike particles, the constituents of the hadrons. To
accommodate Bjorken scaling, the theory describing the dynamics of the partons
should therefore have the feature that the interaction becomes weak at high en-
ergies (or small distances). The only known quantum field theories® with this
property, which is now called asymptotic freedom, are the non—Abelian gauge
theories introduced by Yang and Mills [21].

The working hypothesis is now that the interaction of the fundamental degrees
of freedom — at this point renamed quarks by Gell-Mann — is described by a non—
Abelian gauge theory.

At the same time experimental observations required the quarks to have an
additional unobserved quantum number (“color”) in order to avoid conflict with
the Pauli exclusion principle. Most of the difficulties could be resolved by iden-
tifying the symmetry corresponding to the new quantum numbers with the non—

IMore precisely: the only renormalizable quantum field theories in four dimension.

6



2.1 History and properties 7

Abelian gauge symmetry. Further experimental input and theoretical arguments
uniquely fixed the gauge group to be SU(3). This theory was named quantum
chromodynamics, QCD, and its gauge quanta are called gluons.

At this point one should note that it is the property of being asymptotically
free that ensures the applicability of perturbation theory at high energies. One of
the successes of perturbative QCD is the correct prediction of the (logarithmic)
corrections to Bjorken scaling, which is now known to be strictly valid only in
the limit of infinite energy.

In contrast to Abelian gauge theories like quantum electrodynamics, QED,
the field quanta of non—Abelian theories also carry charge and thus interact
among themselves. Indeed, perturbation theory shows that it is precisely this
self-interaction, which is responsible for asymptotic freedom. The situation is
opposite to the one found in QED, where perturbation theory predicts the effec-
tive charge of the electron to increase with energy.

We can now write down the Lagrangian density for the gluonic (£,) and
fermionic (L¢) part of QCD with Nt flavors of quarks.

L, = —L1TvF,Fm

with the field strength Fo, = 9,4, — 3,4, + golA,, Ay . (2.1)

Here gy is the bare gauge coupling and A, the Lie-algebra valued anti-Hermitian
SU(3) gauge field. For the fermionic part we have

Ly = > 06D —my)y (2.2)

with the gauge covariant derivative I) = ~,(9,+9oA,) and the bare quark masses
my. The two color indices of A, as well as the color and Dirac indices of ¥ and
1) have been suppressed.

To account for the observed particle spectrum, hadron states and in general
all physical observables are postulated to be color singlets. In this way an un-
observed proliferation of states due to the color symmetry is prevented. This
non—perturbative phenomenon (known as confinement of color) is ascribed to an
increase of the force between color sources at long distances (~ 1fm). Since, as
a consequence, even at high interaction energies the initial and final states are
subject to confinement, also perturbation theory is affected and hadronic matrix
elements cannot be obtained using a purely perturbative treatment. This prob-
lem is usually addressed by factorizing them into a "hard” (perturbative) and a
"soft” (non—perturbative) part using e.g. the operator product expansion (OPE).
The soft part is then parameterized by effective couplings.

Lattice simulations of pure non—Abelian gauge theories show that for large
distances the energy of two static color sources grows linearly with the so—called
string tension o ~ 1GeV/fm (see e.g. [22]). Hence there is strong numerical
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evidence in support of the confinement hypothesis. However, an analytical first—
principle explanation from the underlying dynamics is still missing although many
attempts have been made, e.g. in terms of condensation of topological excitations
[23].

Finally, the most important ingredient to understanding the strong interac-
tions at low energies is chiral symmetry. For degenerate quarks the QCD La-
grangian (2.2) is flavor-blind and hence invariant under (global, i.e. space-time
independent) unitary transformations of the Ni—component fermion fields. In
addition, for massless quarks there is also no coupling between the left— and
right-handed field components

Yr=1(1-7)¢ and vp=3(1+7). (2.3)

Therefore separate U(N¢) transformations of these fields according to

Y, — Urr
Yr — UrYg

are also a symmetry of the massless QCD Lagrangian. These are usually written
in terms of the vector and axial vector transformations

} = ¢ — UrYr+Uryr (2.4)

UR = UL =U = ¢ — U@/} = eiwaAa¢ (vector) (2 5)
Up=Ul =U = ¢ — Uyp=e*""5y  (axial) . ‘
At the classical level this U(N¢)y x U(Ng)a symmetry gives rise to two conserved
currents (the vector and the axial current) for each generator A\* of U(NNy),

AZ = 7%%75)\%?»

A (26)

where the \* act on the flavor indices of the fermion fields. To summarize, the
concrete requirements for the U(N¢)y x U(N¢)a flavor chiral symmetry are that
the Dirac operator is diagonal in flavor space and that it anti-commutes with ~s.

Since the masses of the up and down quarks are much below typical hadronic
energy scales, massless QCD with N;=2 seems to be a reasonable approximation
of nature. In this case, the vector symmetry SU(2)y x U(1)y implies isospin
symmetry and quark number conservation, which are indeed experimentally con-
firmed to a high precision.

The fact that the corresponding axial symmetries are not found in the strong
interactions is believed to be due to a condensation of quark—antiquark pairs,
such that these symmetries are spontaneously broken by the QCD vacuum. In
this picture the isospin triplet of light pseudo—scalar mesons, the pions, become
the quasi-Goldstone bosons of the spontaneously broken axial symmetry.? Their

2A direct proof of the Goldstone theorem for this case will be given in Section 8.1.
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non—vanishing mass is explained by the fact that for small but non-zero quark
mass the SU(2), is only an approximate symmetry and the pions are hence not
true Goldstone bosons.

The identification of the pions as the Goldstone bosons of spontaneous chiral
symmetry breaking leads to various relations between matrix elements, whose
experimental verification helped in establishing this picture. A systematic study
of the low—energy limit of QCD can be performed in the framework of chiral
perturbation theory [24]. This is a low—energy effective theory of the strong in-
teractions, where pions are introduced as fundamental degrees of freedom. The
quark masses are treated as a perturbation to the chirally invariant Lagrangian.

In a somewhat worse approximation of nature this picture can be extended
to three flavors if the strange quark mass is also neglected. The Ward-Takahashi
identities resulting from the SU(2)y x SU(2)s symmetry of massless two—flavor
QCD are derived in Section 2.3.

The conservation of the singlet axial current corresponding to the remaining
U(1)s symmetry is violated by quantum corrections, which are related to the
topological structure of the QCD vacuum. This is known as the axial (or chiral)
anomaly and is crucial in explaining the absence of an isosinglet pseudo—scalar
meson with mass comparable to that of the pions. In the path integral formu-
lation (see below) the anomaly can be understood from the fact that the U(1)a
transformation does not leave the integral measure invariant [25]. This is particu-
larly transparent [26] in a lattice regularization using Ginsparg—Wilson fermions,
which are invariant under a chiral symmetry, differing from (2.5) only at finite
lattice spacing.

2.2 Euclidean path integral

While scalar field theories can be quantized efficiently in the operator language,
for gauge theories it is more convenient to employ the functional integral (or path
integral) formalism. In this approach the fundamental quantity is the generating
functional

Z[J] :/ﬁ exp {i/d4x(£+ J ﬁelds)} : (2.7)

elds

Correlation functions are generated by taking functional derivatives with respect
to the sources J(z) and perturbation theory is set up by expanding the (gauge
fixed) action S = [ dzL around a saddle point. Feynman rules can essentially
be read directly from the Lagrangian.

However, the functional integral is also the starting point for the so far most
successful non—perturbative treatment of QCD, the lattice regularization. There
the partition function Z = Z[0] is evaluated directly using Monte Carlo meth-
ods. This approach requires a statistical interpretation of the path integral (2.7),
where the phase factor exp(iS) becomes a Boltzmann weight. To achieve this
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the theory is transcribed from Minkowski to Euclidean space by introducing an
imaginary time coordinate ("Wick rotation”). This formulation also reveals the
deep connection between quantum field theories and statistical systems.

With a purely imaginary time coordinate the space-time metric becomes Eu-
clidean. Under certain condition the Minkowskian correlation functions (the so—
called Wightman functions) can be analytically continued into this region to
obtain Euclidean correlation functions (Schwinger functions). From the more ac-
cessible Schwinger functions the physical Wightman functions in Minkowski space
and thus the quantum field theory generated by (2.7) can be reconstructed.

In the path integral formulation the fermionic anti-commutation properties
are accommodated through a representation of the fields 1) and 9 as Grassmann
variables. The integral over the fields is therefore a Grassmann integral for the
fermionic part. On the lattice the gauge fields are represented by compact link
variables (see Chapter 3) such that the path integral is then defined in terms of
the Haar measure on the gauge group.

The QCD fermion action for one quark flavor in its Euclidean form is given

by
S = /d4x V(vuDutmo), (2.8)
where D, = 0,+gA, . (2.9)
Before the properties of the Euclidean lattice formulation as a non—perturbative
regulator are discussed in Chapter 3, where for simplicity the case of a pure gauge

theory is considered, we will derive the Ward identities associated with the local
versions of the transformations (2.5).

2.3 Current algebra and continuum
Ward identities

For the two—flavor case (A* = 7%/2 with the Pauli matrices 7%) the infinitesimal
chiral transformations are written as

a1 a
vector 2/_} - 1€ * Z,w 2_7; v (2.10)
2/} - ¢ —w - ¢§7'a )
axial { oo bt gty (2.11)
v o= )+ iw - @Z)%%T“ .

We define the vector and axial variations of (composite) fields O through
O — O +1i00, with

oyO =wy0 and 040 = w040 (2.12)
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where (in case of a local transformation) w® is evaluated at the space—time point
where O lives. For the quark fields we obtain

V(@) = 37(@), GP(x) = —(r);
35 (z) = 1r%s1(x), 05 (x) = P(x)ysa

These can be used to calculate the variation of arbitrary expressions O built
from the basic fields by treating d{, and d% as first order differential operators. In
particular, for the variations of the isospin vector and axial vector currents,

Vi(@) = (@) .57 (2), Al(@) = P(2) 57 %(2), (2.15)

one obtains for example

, (2.13)
. (2.14)

,7_(1
Ta

a ovy <, A
5AV: = a_lff A@/’ + 5,41/} a—jf
(215) = 1 _peq aTn 1_b
=" Vg 04Y + G413 T Y
(2.14) - u - “
= YT T+ VYT Y T
7 b 7o - _abc Ac
- 77Z)7/.L[?7 ?]751# = —ie b AH ’

since the generators of SU(2) satisfy the algebra

o

a

5

Calculating all variations using {v,,7s} = 0 it is easily verified that the currents
form a closed algebra

V() = —ie™VE(x),  §3VI(x) = —ie™ A% () | (2.16)
Sp AL () = —ie™ A (x), AL (x) = —ieVe(x) | (2.17)

_ s et abert
=53 22 — g

oL

The Ward identities associated with the chiral symmetry of the action are now
derived by performing local infinitesimal transformations of the quark and anti-
quark fields in the Euclidean functional integral.

2.3.1 Variation of the action

The starting point is the Euclidean fermion action (2.8) for two quark flavors,
where now mg is a diagonal 2 x 2 matrix in isospin space. We perform [ocal
infinitesimal variations of the fermionic fields and study their effect on the classical
QCD action. These variations are parameterized by w®(x) with support in a
space-time region R. The isospin vector variation of the fermionic action is

S = [ [0, ma)s + 90D, +ma)dy]

21%) /d% [ — w“&%r‘l(vﬂﬁu—l—mo)@b + @(7M3M+mo)wa%7aw] ,
R
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where the terms containing the gauge fields A, canceled. Performing a partial
integration of the second expression, which does not give boundary terms since
the variation vanishes outside the region R, yields

S = [ et [ = e, - malt = [3,(0,6) — mo] 0]
- /Rd‘*acw“[— O (057 yu1h) — b [37%, Mo %U]
@15 /R d'w(z) | = 0V (@) = Ble) (37, mo] v()] (2.18)

In the case of degenerate quarks myg is proportional to the unit matrix and hence
the commutator with 7¢ vanishes.

In the same way the isospin axial vector variation of the action can be com-
puted using the anti-commutator {,,7s} = 0. Since in (2.14) the variations of
1 and 1) appear with the same sign, the mass now results in an anti-commutator
term. Again performing a partial integration of the second term results in

(2.14)

1S = /R diz [w“%s,%fa (Y0 + mo) ¥ + P (7,8, + mo) w“%T“wﬂ}
_ /R Q20 (2)] — B,A% () + D)1 (", moYu(e)]
For two degenerate quarks this expression becomes
oS = /Rd“x w(x) [ — 0, A%(x) + QmOP(x)} : (2.19)

with the pseudo-scalar density

P*(z) = (@) () - (2.20)

2.3.2 Ward identities

Through a formal manipulation of the functional integral the expectation value
of the variation of an operator can be related to that of the action. Later we will
discuss how such relations are realized in the regularized quantum theory. If the
fermion integration measure is denoted by D, we have for a linear transformation
of the Grassmann fields 3

V=AY Y =9A
= [DYDY] = det Adet A[DY'DY| = J DYDY .  (2.21)

3The rules of Grassmann integration imply that the Jacobian is the inverse of what one
would expect from bosonic integrals, hence the appearance of J~1 in (2.21).
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Using det(1+wX) = 1+wTr X +0(w?), one obtains for the infinitesimal versions
of the isovector transformations (2.10) and (2.11)

vector J = 1+0(w?) (2.22)
axial J = 14w Tr (1%5) + O(w?) . (2.23)

Since the Pauli matrices are traceless, the Jacobian is unchanged for both isovec-
tor transformations and one can perform the infinitesimal variable transformation
in the path integral according to

Z:/ﬁe_s )

elds

Z—l/ @6_522_1/ (O +060)e™5(1—6S)
fi fi

elds elds

— (O) + (50) — (065)
= (50) = (05S) . (2.24)

We can now derive the integrated Ward identities associated with the flavor chiral
symmetry of the theory with two degenerate quarks. To this end we insert the
vector (2.18) and axial (2.19) variations into (2.24). Choosing there an operator
Oeyxt (for external) with support only outside the region R, where we perform the
transformations, the left—-hand side of eq. (2.24) vanishes and we have

0 = /Rd‘lx w“(x)< — 0,V () (Dext> (2.25)
and 0 = /Rd‘lx w“(x)<[—8”AZ(:c) + 2mo P (z)] Oext> : (2.26)

These hold for any variation w®(z) and one can thus conclude that the expectation
value multiplying it vanishes. This gives the vector current conservation in the
form

{0,V (2)Oext) = 0, (2.27)

and for the isovector axial current one has the PCAC (partial conservation of the
axial currents) relation

(0, A45(2) Ocxt) = 2mo(P*(2) Ocxat) - (2.28)

Both are valid for operators Oy not located at the point z. Integrated Ward
identities with non-trivial operator insertions will be derived in Section 8.1 to
be used in the normalization conditions for the vector and axial currents in the
lattice regularization with Wilson fermions.

2.3.3 Anomalous symmetries

Since the quantized theory requires a regularization, it is not immediately obvious
how e.g. the above relations have to be interpreted. If a symmetry is preserved
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in the quantum theory, this implies that it is either unbroken by the regulator or
is recovered in the limit where the latter is removed. Perturbation theory shows
that this is the case for the isovector symmetries discussed above. In Chapter 8
we will see that in a specific lattice formulation of the theory the above relations
can be made to hold up to (small) lattice corrections. This can be interpreted
as showing that even beyond perturbation theory the isovector symmetries are
preserved in the quantized theory.

A transformation is called anomalous if it is a symmetry of the classical theory
(i.e. the unregulated action), but not of the quantum theory. Depending on the
chosen regularization, an anomaly can arise in different ways. One possibility is
that the integration measure of the functional integral is not invariant under the
transformation. If such a transformation is parameterized by an infinitesimal w,
we can write the Jacobian as J = 1 +iwdJ and instead of (2.24) one then has

(50) = (O5S) + (06T . (2.29)

It can also happen that a symmetry is broken by the regulator in such a way
that it is not recovered in the renormalized theory. To illustrate these points we
consider the isosinglet transformations

vector Sy =1, Sy =—1

axial G =75, S =175 . (2:30)

For those eq. (2.22) is still true and in fact the U(1)v (quark number conservation)
is preserved in the quantized theory. For the axial transformation, instead of
(2.23) we obtain for the Jacobian §J = 2Tr ;.

The axial anomaly mentioned in the introduction has the non-conservation
of the isosinglet axial current A, = 17,751 even at vanishing quark mass as
a physical consequence. Therefore any admissible regularization of QCD needs
to be able to reproduce it correctly. This can happen through a non-trivial
redefinition of 7s, i.e. for (2.30) to be a symmetry of the regularized action one
has to replace v5 with some #5. This is the case for dimensional regularization or
Ginsparg—Wilson fermions (see Section 4.1), where the anomaly comes from 0./
in (2.29) according to (m = 0)

<auAu(x)Oext> = 2<(l)extTr f%> . (2.31)

Alternatively, the anomaly can arise from an explicit chiral symmetry breaking
by the regulator, such that the isovector axial symmetry is recovered in the
renormalized theory, but the U(1)4 is not. This the case in a lattice regularization
with Wilson fermions, where the anomaly can be understood as coming from the
chiral variation of the Wilson term (see Section 4.2).



Chapter 3

Gauge theories on the lattice

Consider a field theory with a matter field ¢)°(x), where x is the space-time co-
ordinate and i refers to some internal degree of freedom. The requirement that
one should be able to choose the basis to describe this internal degree of freedom
independently on every space—time point results in the principle of local gauge
inwvariance. To achieve this, the matter fields need to be coupled to a gauge field
Af(z), which takes care of the basis transformation between different (but in-
finitesimally close) space-time points ("parallel transporter”). This is done via
the "minimal coupling prescription”, which replaces the derivative 9, with the co-
variant derivative D,, = (9,+¢goA,) such that D, has the same properties under
local basis transformations (gauge transformations) as v itself. For the case of
QCD the internal degree of freedom of the quark fields v is that of "color” and
i is the index of the fundamental (3) representation of SU(3) (¢ is in the 3 rep-
resentation). The anti-Hermitian gauge fields are conventionally parameterized
as

AT = AL ()i (3.1)
where )\, are the eight generators of SU(3) (Gell-Mann matrices). The trace of
the square of the local field strength (2.1) is the only term that can be made from
the gauge fields that is gauge—invariant, has mass—dimension four or less and is
compatible with time-reversal, charge—conjugation and parity. The geometric
interpretation of the field strength tensor F),, is the local curvature in color space
as obtained by connecting color bases around an infinitesimal square in the py—v—
plane.

In the discrete theory the matter fields are defined on the sites of the lattice
and to gauge connect those we always need parallel transporters for finite dis-
tances. It is therefore more natural to describe the gauge degrees of freedom in
terms of link variables U, (x) € SU(3). These are the path-ordered exponentials
of the integral of (3.1) from x along the link of length a to the next lattice site in
the p direction. The variable U, (x) is thus associated with this link and by defi-
nition the link in the opposite direction is its inverse U_,(z+/) = Uj(x), where

15
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i is a vector of length a in the p direction. Under a local gauge transformation
A(z) € SU(3) the links and quark fields transform as

Udz) S A@)Uu(2)A(z+70)!

Yx) S A)(o) (3.2)
U(z) S P@)A@)!,
such that
Vab(z) = LU (@)(+i) — ()]
Vid(r) = Lf(x) — Ul(e—p)e(a—i) (3.3)
Vab(r) = 3(V.+V)i(x)

define covariant derivatives on the lattice. Normal lattice derivatives d,, & and
5# are defined by setting U, = 1 in egs. (3.3).

On the lattice the field strength is measured by tracing the gauge links around
closed loops and hence the simplest admissible lattice gauge action is Wilson’s
plaquette action

S,[U] = g—ngTr {1-U,} , (3.4)

where p runs over all oriented elementary plaquettes (1x 1 loops) and U, is the
product of the gauge links around a plaquette

Up(z) = Uppw = Uu(@'Uu(x“‘/l)'th(x"";)'Ul/(x)T ) (3.5)
Up(z) = A)Up(x)A()". (3.6)

For gauge group SU (V) the bare gauge coupling is commonly expressed through
B =2N/g: A small a expansion of the gauge links in terms of the gauge fields
gives
2 a

Uppp = 1+ a"F,, + EF“” +... (3.7)
such that the sum over oriented plaquettes in (3.4) reduces to the Yang—Mills
action (2.1). In fact this is true for any lattice action of the form (3.4) composed
of closed loops of gauge links. Improved gauge actions (see Section 3.3) can
thus be defined by adding more extended loops with suitably chosen coefficients
[27, 28] to (3.4).

3.1 Monte Carlo integration

To obtain the expectation value of a gauge-invariant observable F[U] in the
quantum field theory described by (3.4) we need to evaluate the integral

1
(F) =2 /DU FlUle " with Z = /DU e Sl (3.8)
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where DU denotes the product of the SU(3) Haar measures for all links on the
lattice. For a 4-dimensional lattice of linear extension L there are 4-(L/a)?* links,
which in typical simulations is of order 10° or larger. The only way to evaluate
such high-dimensional integrals is using Monte Carlo techniques.

To this end one generates gauge link configurations U; that are distributed
with a probability P, oc DU;e~ Vil (importance sampling). The integral (3.8) is
then statistically approximated by

1 — 1

(F) =+ 2 FlU] +0( W> . (3.9)
Unless a global heatbath algorithm is available for the system one wants to sim-
ulate, configurations are produced by an algorithm that updates a given config-
uration to obtain the next one (Markov chain). Configurations generated in this
way are not statistically independent and therefore autocorrelation effects need
to be taken into account in the data analysis.

For the case of pure gauge actions (or equivalently in quenched QCD) the local
heatbath [29, 30] is an efficient algorithm to generate correctly distributed en-
sembles of gauge configurations and lattice sizes up to L/a = O(10%) are possible
today. When the correlation lengths in the system become large, autocorrelation
along the Markov chain increases and the algorithm rapidly becomes inefficient
(critical slowing down). This can be countered by adding (microcanonical) over-
relaxation updates [31] to the heatbath algorithm.

If we want to consider full QCD, the fermionic part needs to be treated an-
alytically because the Grassmann—valued quark fields cannot be handled in a
computer simulation. Since the fermion action is bilinear in the quark fields,
the Grassmann integral can be performed and for the partition function one gets
(M =D +m)

z = /DUD@EDz/)e‘SQ[U]‘wM[UW (3.10)

x / DU detM[U)e~51V1 . (3.11)

In the path integral for an observable O(U, 1, ) this integration of the fermionic
fields results in a new observable 5(U ), which depends only on the gauge field
(Wick contraction). Instead of the fermion fields O contains matrix elements of
the fermion propagator S = M~! and as a consequence it can be a very compli-
cated and non-local function of U. For the "pion—pion” correlator (¢y51) . (¢y51),
one obtains e.g.

(Vy5)a(Vy51))y) =

% /DU (Tr {Se[U]7s} Tr {Syy[U]’YS}
—Tr { Sy [Ul75Sye [U]%}) detM[U]e*SQ[U] ’ (3.12)
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where the trace is taken over Dirac indices. Algorithms for simulating full QCD,
i.e. the generation of a gauge ensemble according to DU detM[U ]e_sg[U I, will be
discussed in detail in Chapter 6.

3.2 Continuum limit and renormalization

As already mentioned, the regulator has to be removed before physical predictions
can be made. In the statistical analogy the mass (in lattice units) a-m of the
lowest-lying state (e.g. the 07" glueball for a pure gauge theory) corresponds
to the inverse correlation length of the statistical system. Usually masses are
obtained from the exponential decay of suitable correlation functions.

If a continuum limit with a finite physical mass exists, it means that by tuning
the bare parameters (/3 in pure gauge theory) we can find a limit, where a-m goes
to zero, while a physical quantity like a mass ratio am; /ams remains finite. Thus
the continuum limit of the lattice field theory corresponds to a critical point
(second order phase transition) of a statistical system. When approaching the
continuum, one has to increase L/a such that the correlators are not affected by
finite—size effects. If one is interested in the continuum limit of explicit finite—
volume quantities, L-m has to be kept fix as a goes to zero.

In practice one picks one observable with small variance to set the scale, i.e.
other observables are expressed in units of this one. For SU(3) gauge theory and
also QCD the most commonly used quantity is the hadronic length scale ry [32],
defined through the force F(r) between two static color sources. More precisely,
ro 1s the distance where

1.65 = r2F(r) . (3.13)

r=r0

The choice of the constant 1.65 is based on phenomenological quark potential
models, where the distance ry defined in this way corresponds to approximately
0.5 fm. Assigning physical units to lattice results in this way introduces large sys-
tematic errors due to uncertainty in the physical value of o, but as long as results
are expressed in terms of ry this provides a well-defined way to compare lattice
results from different actions and/or lattice spacings. For the simple plaquette
gauge action the value of r/a is known quite precisely for the relevant range of
3 values [33].

While this amounts to a non—perturbative determination of a(/3), the evolution
a-0go/0a can also be calculated in perturbation theory. The result is valid for
go going to zero and predicts an exponential decrease of the lattice spacing as gq
vanishes (asymptotic scaling). Thus the continuum limit is obtained by sending
go to zero, or equivalently 3 to infinity. As will be detailed in the next section,
physical observables approach their continuum values with powers of the lattice
spacing a such that in practice a small range of 3 values is generally sufficient for
a reliable continuum extrapolation.
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The situation in full QCD is more complicated since additional dimensionful
parameters are present in the form of the quark masses. These have to be tuned
such that in the § — oo limit a corresponding number of renormalized quan-
tities is kept constant. If a lattice regularization with (at least remnant) chiral
symmetry is employed, a massless continuum limit is obtained by simply setting
the bare quark masses to zero at each value of 3. In other cases (e.g. Wilson
fermions, see Section 4.2) additive mass renormalization requires that one finds a
line in bare parameter space, where a suitable defined quark mass (i.e. through
the PCAC relation) vanishes.

3.3 Symanzik improvement

A very insightful way of looking at the continuum limit of a lattice field theory
is due to Symanzik [6, 7, 8]. Instead of taking the lattice as something that
approximates a continuum theory, he turns the tables and declares the discretized
theory at finite cutoff to be the main object of interest. One can then construct
a new theory in the continuum that asymptotically describes the lattice theory.

More precisely, the discretization effects are modeled [34] by adding higher—
dimensional interaction terms (accompanied by powers of the lattice spacing) to
the original continuum action

S — / da{ Lofw) + ala(x) + aLole) +.. } (3.14)
Here L£j is the continuum QCD Lagrangian and the terms Li, Lo, ... are lin-
ear combinations of those local operators, which The coefficients a, a?, ...are

additional couplings with negative mass dimension, which renders the theory
described by (3.14) non-renormalizable by power—counting. However, we are
not interested in the renormalization of these "new couplings”. Instead (3.14) is
treated as an effective theory to finite order in the latter (but to all orders in g2)
and is thus renormalizable order by order in a. It is in this sense that renormal-
ized correlation functions are matched between the lattice at finite cutoff and the
effective continuum theory.

This is analogous to the phenomenological approach of describing yet unde-
tected substructures or the effects of heavy particles through higher—dimensional
interaction terms. The most prominent example is probably Fermi’s current—
current interaction that approximates two weak-interaction vertices connected
by the propagator of a W boson. In the low—energy limit £ < my, the W-
propagator can be neglected and Fermi’s description becomes exact.

In this sense the additional terms in Symanzik’s low—energy effective theory
(3.14) represent "new physics” (namely the lattice artifacts) entering at a scale of
a~!. Naturally, this description can be valid only for energies small compared to
the cutoff, i.e. lattice spacings fine compared to hadronic length scales.
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In order to study how correlation functions approach their continuum limit,
one also has to represent renormalized (composite) lattice fields in the effective
theory. These effective fields

Get = G0 + ady + a’y + ... (3.15)

are given as a sum of terms of increasing mass dimension that have the same
lattice symmetries as the (composite) lattice field to be represented.

With the help of the effective continuum theory the connected renormalized
n—point lattice correlation function

Gn(x1,. .. xn) = (Zy)"(¢(x1) - .. &(Tn)) con (3.16)

can be written in terms of expectation values with the QCD Lagrangian only

Gn(l’l, e ,I’n) = <§b0(l’1) e ¢O(xn)>con
a /d4y<¢o<x1> 600 L1 (1) eon

n

+a Y (Gi(z0) .. d1(wr) .- - Go(Tn))eon + O(a®) . (3.17)

k=1

The higher—dimensional terms from the action and the composite field now appear
as operator insertions, thus explicitly showing the origin of the lattice artifacts.
If the symmetries of the lattice action in question are such that the terms £
and ¢, are forbidden, correlation functions will approach the continuum with
a rate proportional to a?. This is the case for the lattice chiral symmetry of
Ginsparg-Wilson fermions, which will be discussed in Section 4.1.

The Symanzik improvement programme aims at a removal of the lattice ar-
tifacts of a given action order by order in the lattice spacing. This is done by
modifying the lattice action and composite fields such that the terms L5 and ¢
in the effective continuum theory vanish up to a fixed order k. If e.g. L; is a
linear combination of operators O;, improvement (of the action) to order a can
be achieved by adding a term Ci@‘ to the action, where (52 is a lattice repre-
sentation of O; and ¢; are suitably chosen chosen improvement coefficients. The
same procedure is also applied to the fields ¢.

While in principle the improvement programme can be applied to arbitrary
orders in the lattice spacing, in practice the increasing number of possible im-
provement terms limits its application to a cancellation of the cutoff effects linear
in the lattice spacing. For Wilson fermions O(a) improvement of the action and
the isovector currents and densities will be discussed at the end of Section 4.2.



Chapter 4

Lattice QCD

In the path integral formulation fermions are represented by two Grassmann-—
valued fields, 1/ and 1. On the lattice these become an assignment of 1) and 1
to each lattice site z, = an,, n, € N*. They carry color (o, 3,...) and Dirac
(A, B,...) indices. A lattice action S combines the two lattice vectors into a
scalar and is hence defined in terms of a matrix M = D + mgy, where D is the
lattice Dirac operator and mg the bare quark mass

S= Y d@)iM(z,y) i) (4.1)

z,y;0,0;A,B

In the following several choices for D will be discussed and in particular we will
see which properties of the continuum Dirac operator v, D,, can be preserved on
the lattice.

4.1 Chiral symmetry on the lattice

As we have seen in Chapter 2, the global chiral symmetry is a central aspect of
continuum QCD. Unfortunately it also seems to be the symmetry that is most
difficult to obtain in a lattice formulation. In their 1981 paper [35] Nielson and
Ninomiya gave a mathematical foundation to this finding. If we denote the Fourier
space representation of the translation—invariant Dirac operator D by D(p), the
famous Nielson—Ninomiya no—go theorem states [26] that there is no lattice Dirac
operator that simultaneously has all of the following properties.

[locality] D(p) is analytic in the momenta p, with period 27/a,

o

[small p limit] For small momenta D(p) behaves like b + O(ap?),

o

[no doublers] D(p) is invertible at all non-zero momenta (mod 2 /a),

o

(@)

[chirality] D anti-commutes with 5.

21
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The first condition ensures that D is an essentially local operator, i.e. that
in position space the coupling between sites decreases exponentially with their
distance. Obviously the small momentum and invertibility conditions are required
to obtain a continuum limit with the right number of particles and the correct
dispersion relation. Finally, the last condition guarantees the invariance under
the chiral transformations discussed at the end of Section 2.1. The violations of
these properties are useful to classify the various fermion discretizations.

Directly transcribing the continuum action (2.8) on a space—time lattice using
the covariant lattice derivatives (3.3) leads to the naive lattice fermion action

S = a3 B(a)7V b () + moth (@) @), (4.2)

This action is ultra—local and due to its Dirac structure it also inherited all the
(isovector) chiral properties of its continuum counterpart. By construction, the
behavior for small momenta is also correct. However, in the chiral limit mg — 0
the inverse momentum-space propagator

S ) = mo+ = 5y sinpya). (4.3)

of this action has zeros on all corners of the Brillouin zone in addition to the
one at p=(0,0,0,0). These spurious poles of the propagator cannot be ignored,
since they survive in the continuum limit. They describe additional unwanted
particles, the so—called "doublers” and hence the naive lattice fermions violate
the third property mentioned above. To make things worse, the doublers come
in pairs with opposite chirality, thus spoiling the U(1), axial anomaly [36].!

To achieve a correct continuum limit, Wilson added a second derivative term
to the naive action (4.2). This gives a mass of order a~! to all doublers such
that they decouple in the continuum. The locality of the action is not affected
and also the small momentum behavior is only modified at O(ap?). The Wilson
fermion action with Wilson parameter r is given by

Sp = a')_(@)(Dy +mo)v(x)
= @ P(@)Vub(x) — ard(x)§V, V(@) + med()y(z) . (4.4)

The Wilson term proportional to r (0 < r < 1, [38]) is diagonal in Dirac space
and hence violates the last point in the no—go theorem. The properties of Wilson
fermions and in particular the consequences of this explicit breaking of chiral

! One can define a different axial transformation to remove this cancellation [37], but this
still produces the anomaly for 16 flavors.
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symmetry (also with respect to the axial anomaly) will be discussed in more
detail in the next section.

In 1982 Ginsparg and Wilson [39] suggested a way to evade the no—go theorem
and preserve the consequences of chiral symmetry. They proposed to replace the
condition {D, v5} = 0 with the milder condition

Dvs + v5D = aDvsD (GW relation)?, (4.5)

An action defined with a Dirac operator satisfying this relation is invariant under
a continuous chiral symmetry, which becomes the continuum chiral symmetry as
the lattice spacing a goes to zero. Indeed, it is easily verified that (4.5) implies
the invariance of /D1 under the transformation

60 = 75(1 — aD)¢ and 8 = &(1 — LaD)s (4.6)

and also its isovector counterpart. Comparing this to the axial transformation in
(2.30), it can be seen as a redefinition of 75 to 45 ="5(1—aD/2).

Since one now has an exact chiral symmetry at finite lattice spacing, there
exist exactly conserved (albeit rather complicated) isovector axial currents [40].
Also the axial anomaly with GW fermions appears not only in the continuum
limit. Inserting 45 into (2.31) one immediately obtains the anomaly in the form

(0, A4,(2)Oext) = —a(Oext Tt [v5D]) . (4.7)

In [26] it is shown that the GW relation also implies that for any gauge background
—aTr [y5D] = 2Nt x index(D), where N; is the number of quark flavors and the
index is the difference of the right— and left-handed zero modes of D. The
topological interpretation of the anomaly is then obtained via the Atiyah—Singer
index theorem [41], which (for smooth gauge configurations) states that

2
index(D) = %ewa / d'z Fo Fe. . (4.8)
It took 15 years to find solutions to the GW relation for the interacting case
of QCD. These now include the (classically perfect) fixed point action [42], do-
main wall fermions [43] and the related overlap formalism [44]. Tempted by the
beautiful properties implied by the GW relation, attempts have been made at
dynamical QCD simulations using overlap fermions [45, 46, 47]. However, cur-
rently available algorithms and computer resources essentially forbid a physical
application except in the quenched case.
While already the global chiral symmetry of QCD is a very important aspect
of the theory, its role in the electroweak theory is even more fundamental. There

2 The original and more general form is actually Dvs + 5D = 2aDRvy5D, where R is some
local operator.
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the flavor (or weak isospin) SU(2) is promoted to a local gauge symmetry and its
presence is therefore necessary to provide a renormalizable theory. The existence
of solutions to the GW-relation is thus crucial to define a chiral gauge theory
non—perturbatively (see [48] for a review). Hence they help in establishing the
renormalizability of the gauge sector of the standard model beyond perturbation
theory.

The "staggered” or Kogut—Susskind (KS) fermions [49, 50] represent a very
different approach by trying to directly address the problem of fermion doubling.
Through a unitary transformation of the fermionic fields the action is brought to
a spin—diagonal form, which is used to reduce the doubling problem to a four—
fold "taste” degeneracy. While KS fermions keep a remnant chiral symmetry,
they do not completely solve the doubling problem and also the construction
of operators with correct quantum numbers is far from trivial. An additional
theoretical problem [51] with the locality of the staggered operator might lie
in the "square-root—trick” [52], which is used to further reduce the number of
fermion flavors. With respect to the anomaly, staggered fermions have the same
properties as the naive ones, i.e. the species doubling spoils an anomaly for any
number of flavors different from four (or multiples thereof).

The last lattice fermion formulation we mention here is again based on the
Wilson Dirac operator. The (in practice) most immediate consequence of its lack
of chiral symmetry is the fact that it is not protected against zero—modes even
at non—vanishing quark mass. In the so—called twisted mass formulation [53] of
lattice QCD a term proportional to 7757 (with the Pauli matrix 72 acting in
flavor space) is added to the Wilson Dirac operator for two quark flavors. As a
result this operator has a manifestly positive determinant. Also here part of the
continuum chiral symmetry is recovered at the cost of breaking the vector flavor
symmetry such that the total number of conserved currents remains the same as
for (untwisted) Wilson fermions.

One particularity of this lattice fermion formulation is related to a spurionic
symmetry of the terms appearing at O(a) in the Symanzik expansion (3.17).
Using this symmetry it is possible to set up a twisted mass formulation such that
O(a) lattice artifacts cancel in most physical observables without the need to tune
improvement coefficients [54].

4.2 Wilson fermions
We will now proceed with a more detailed discussion of Wilson’s fermion action

(4.4). Inserting the expressions for the covariant derivatives (3.3) and fixing the
Wilson parameter r to unity, it can be written as

Sy = a0 U)o +i) — Ul —a)(a—i) (49)



4.2 Wilson fermions 25

o D) U ) = 20(0) + Ul )| +moiayi(a) }

where a sum over g is still implied in all but the last expression. The action can
be rearranged into a diagonal and off-diagonal part

Sy =at3 { = oo S [P (=) Ualahila+4) + 9la-+ (143U ) ()]

T

o (x) (mo + %)w(m)} . (4.10)

In practice the hopping parameter k = (2amqg + 8)~! is used instead of the bare
mass mg. If one rescales the fields ¢ and ¢ by a factor v/2x/a®?, the Wilson
action assumes the simple form

Sf—Z{—mZ[ (=) U)o+ 4) + -+ ) (1)U () (o)

w(w)w(x)}. (4.11)

The transformations of charge conjugation C', parity P and time reversal 7' listed
in Table 4.1 are all discrete symmetries of the Wilson fermion action (this is of
course also true for the plaquette gauge action). In addition it also inherited the
vs—Hermiticity (vsDvs = DT due to the use of the symmetric derivative %M) from
the continuum.

As already mentioned, chiral symmetry is broken at order a by the Wilson
term and recovered only in the continuum. As a consequence the point of vanish-
ing bare quark mass is no longer endowed with an enhanced symmetry (leading to
the conservation of the axial current) and protected from renormalization. How-
ever, by tuning the bare quark mass mg to a non—zero value one can still find a
point, where the axial current is conserved (up to cutoff effects). At this critical

C

Y(z) ——  CYT(w)
C Uuz) = Ui(@)  |d(z) S —o7(@)0!
C =1iv7
P Uo(x) = Uo(xp) U(x) = Yo (xp)
v xp = (29, —%)| Up(z) = Uf(z,—k)|d(x) L B(xp)v0
T Ue) T Udr—0)| ) ?w@”TT)l
o o= )| Ue) Lo ) |

Table 4.1: C',P and T transformations on the lattice.
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mass me(g2) a quark mass derived from the PCAC relation (see Section 5.1) van-
ishes and thus the theory can be parameterized in terms of the bare subtracted
quark mass mq = mo — m. In perturbation theory the critical mass if found to
be [55]

me(ga) = —0.2701 g7 — 0.0430 g5 + O(g5) . (4.12)

In addition to this additive quark mass renormalization the axial current itself
requires a finite renormalization, which is discussed in Section 4.3. In analogy
to Section 2.3 we now study the lattice currents associated with the vector and
axial flavor transformations in more detail.

4.2.1 Vector currents

The isospin symmetry, which the continuum action possesses in the case of de-
generate quarks, is not broken by the Wilson term. Hence a global isospin vector
variation of the Wilson action vanishes and a local one, parameterized by w®(z),
can be written as a divergence

SvSp=a"» —w'(x)0Vi(x) (4.13)

T

where 07 is the backward lattice derivative and ‘7;(3:) the split-point vector
current

V()= 3 { Dlat) §7° () U () () = (@) 37 (=) U ()b o) } - (414)

Although one now has an exactly conserved vector current for Wilson fermions,
in practice the local current

Vi(x) = () 7,57"%(2) (4.15)

is generally used for convenience since sources for correlation functions of this
current are easier to construct. Not being a Noether current, it is not protected
from renormalization. However, its normalization factor Zy(g2) is calculated es-
sentially as a by—product of the axial current renormalization discussed in Chap-
ter 8.

4.2.2 Axial currents

Of more interest are the axial transformations. Let us first consider the case
of naive fermions, where also chiral symmetry is preserved on the lattice. The
associated current Af () is conserved at zero quark mass due to

648, = a' Z w(z) [ — 8’22[3(1’) + 2moP%(z)| ,

with Af(z) = %{&(:Hﬂ)%faw%Uﬁ(x)w(%)+1Z(r)%T“’msUu(:v)w(r+ﬂ)}-
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At non—vanishing bare quark mass the divergence of this axial current is propor-
tional to the pseudo—scalar density

P*(z) = ¢ (2)557" (@) - (4.16)

In this way naive lattice fermions have the chiral symmetry of the continuum if
the local axial current

Al(x) = (@) 537 () (4.17)

is replaced by the split—point axial current ZZ(x) However, this symmetry is
broken by the Wilson term such that even at vanishing bare quark mass no
conserved axial current can be defined. Denoting the axial variation of the Wilson
term by X“(z) we obtain [56]

0uSy = a* ) w() [ — O5AL(2) + 2m P () + X°(2)| with

Xo(w) =~ 3 {0@)r aUulayi(o ) + Dla-+i)rsU () a)
g —|—[x = (x—ﬂ)] —4P(x)} . (4.18)

Here the explicit breaking of chiral symmetry by the Wilson term can be seen
from the fact that X* can not be written as the divergence of a current.

If Wilson fermions are an admissible regularization of QCD), it must be possible
to reproduce the correct axial anomaly in the continuum limit. Performing an
isosinglet axial transformation of the Wilson action one obtains eq. (4.18) with
the replacement (%T“ — 1). It is precisely the isosinglet axial variation X of the
Wilson term, which (under certain assumptions [57]) reproduces the correct axial
anomaly

N, 2
Yo,  FF (4.19)

a9 Cuvpo
327T2 Hnvp uv= po

lim X =

a—0

4.2.3 Improvement

For the Wilson fermion action the £; term in Symanzik’s effective theory can
contain the five expressions (0., = 5[Vu, 1))

01 = @/;ia;wF;uﬂ»D ’ 02 = @EDMDM@D + @Zbub;ﬂvb ’
O3 = mgTr {FMVF;W} , O4= mq{¢7uDuw - ¢'YMDM¢} ) (4.20)
O5 = mZp

since these are compatible with the symmetries (C,P,T" and ~s—Hermiticity) of
the Wilson—Dirac operator. Note that none of these terms can appear in the
effective action for a Dirac operator that satisfies the GW-relation (4.5).
Through formal manipulations of the Euclidean functional integral (which
amount to an application of the classical field equations) two of these (e.g. O,
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and O,) can be eliminated [34]. While this is necessary from a practical point of
view, it restricts the improvement to on—shell quantities, i.e. correlation functions
over finite distances. However, since in practice all physically relevant matrix
elements are on—shell, this does not represent any loss of applicability

On the other hand, adding O3 and O merely amounts to a rescaling of the
bare coupling and quark mass by factors 1+O(am,). We will return to this point
in the discussion of normalization factors. What remains is the Pauli term O;.
On the lattice the field strength tensor can be represented by

~

1
FMV - @[Quu - Quu] ) (421)

where Qu(v) = Uppr +Usvpy+Uppv + Upi—p1 (4.22)

to arrive at the action [58]
Sgw = Z () [Dw +mg + aCSW%JWﬁW U(x) . (4.23)

The normalization of the improvement term is chosen such that the improvement
coefficient c¢g,, = 1 at tree-level in perturbation theory. In general however,
Csw depends on g2 and a non-perturbative determination for the two-flavor case
[59, 60] is summarized by the interpolating formula

1 — 0.454g3 — 0.175g5 + 0.012¢5 + 0.045¢5

424
1—0.720g2 (4.24)

Csw (9(2)) =

For the gauge action £; vanishes and thus at O(a) no improvement is needed.

The number of possible improvement terms for the isovector axial and vector
currents can be reduced using the same arguments as for the Wilson action. The
on—shell improved currents are given by

(A, = AL+ acAéﬂPa : (4.25)
(W)e = V&+aceyd,T5,, (4.26)
where  T9 (z) = itp(2)0,, 37U (x) . (4.27)

The pseudo—scalar density P*(z) is already improved, i.e. no O(a) counter term
with the correct symmetries exists. For the vector current correlation functions
we will consider, the term proportional to ¢y does not contribute. The 1-loop
result for ¢y is [61]

ca(gd) = —0.00756g7 + O(gd) (4.28)

and a non-perturbative determination will be presented in Chapter 7.
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4.3 Current renormalization

A scheme, in which the renormalization conditions are imposed on a set of correla-
tion functions at a point (go, amg) in bare parameter space, would result in renor-
malization factors, which depend on both the bare coupling and the bare mass
as well as a renormalization scale ay. Inherently simpler are mass—-independent
schemes, where one imposes the normalization condition at zero quark mass with
the consequence that no dependence of the renormalization factors on the quark
mass is introduced [62].

Neglecting O(a) improvement, in such a scheme one would introduce renor-
malized parameters through e.g. mgr = Z,,m,, where the subtracted mass
mq = moy — m. parameterizes deviations from the critical line and the renor-
malization factor depends on the bare coupling g2 as well as the renormalization
scale ap. As is discussed in [63], such a definition leads to uncanceled O(am)
effects and is thus not compatible with the improvement programme. This can
be understood from the fact that in Section 4.2.3 we ignored O(a) counterterms,
which merely amounted to a rescaling of the bare parameters.

If we want to employ a massless renormalization scheme and at the same
time have on-shell O(a) improvement, we need to allow for a more general form
of renormalized quantities. These are expressed in terms of the modified bare
coupling and quark mass

B = G(1+bamy). (129
mq(1 + bnamy) , (4.30)

E
Il

where the b—coefficients are functions of g2. The renormalized coupling and quark
mass can then be written as

9% = G024(35, an) (4.31)

Also for local composite fields ¢ the 1+O(am,) counterterm is conventionally not
included in the definition of the improved field ¢r, but rather in the renormalized
field according to

or(x) = Zy(5, ap)(1 + byamg)dr(z) . (4.33)

In this context the isovector axial and vector currents are special since in the
(massless) continuum limit they become the Noether currents of the flavor chiral
symmetry and at finite lattice spacing their normalization can thus be fixed by
imposing a continuum Ward identity. The latter is a local identity and hence the
renormalization factors of the isovector axial and vector currents do not depend
on a scale. In addition they approach unity for g2 going to zero, i.e. when the
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flavor chiral symmetry is recovered [56, 64].

(Ar), = Za(g0) (1 +baame)(Ar)j (4.34)
(Ve)y = Zv(3) (14 bvamg)(W);, - (4.35)

To one loop in perturbation theory [65, 66, 67] one finds that

Zn = 1-0.116458 g2 + O(gp) . (4.36)
Zy = 1-0.129430 g2 + O(gg) - (4.37)

One should point out again that we have ignored the existence of an exactly
conserved vector current (4.14) for Wilson fermions and treat Vi and Af on
exactly the footing. The normalization of the split—point vector current (4.14) is
given naturally, i.e. it does not renormalize.

The renormalization of the pseudo—scalar density

(Pr)*(z) = Zp(14+bpamy) P*(z) (4.38)

on the other hand will depend on the scale, at which the normalization condition
is imposed, i.e. Zp = Zp(g2, au).

A massless scheme requires that the normalization conditions are defined at
vanishing quark mass. In a non—perturbative implementation this implies that
numerical simulations have to be performed at zero (or at least very small) quark
mass. With periodic boundary conditions such simulations are technically very
difficult or even impossible since there is no lower bound on the spectrum of
the Dirac operator. This problem is cured in the Schrodinger functional setup,
which will be discussed in the following chapter, at the end of which we will
define a renormalized quark mass in terms of correlation functions of renormalized
composite fields.



Chapter 5

The Schrodinger functional

So far no boundary conditions have been specified since they would have been of
no importance in the discussion of the local symmetries. It was thus implicitly
assumed that we are working either in infinite volume or in finite volume with
periodic boundary conditions for the fields. All numerical results report here
were obtained in the Schrédinger functional (SF) setup, which employs periodic
boundary conditions in the three spatial directions and fixed (Dirichlet) boundary
conditions in time.

There are several advantages of this method compared to the torus, where
all four directions are periodic. The Dirichlet boundary conditions provide an
infrared cutoff (inversely proportional to the time extension T) to the Dirac op-
erator [10].) The gluonic boundary conditions can be used to induce a color
background field, which was employed e.g. in the definition of a running cou-
pling [2, 68]. The fermionic boundary fields can serve as sources for correlation
functions in an elegant way, particularly if a zero-momentum projection or wave—
functions are required. This results in mesonic correlation functions with smaller
statistical error than on the torus.

A vast literature (see e.g. [9, 10, 34, 69]) exists on the SF and we will therefore
restrict the discussion here to the aspects required in the following chapters, in
particular the ingredients required for the definition of the lattice SF with Wilson
fermions. Some SF correlation functions needed in the axial current improvement
(Chapter 7) and renormalization (Chapter 8) are also introduced.

The QCD Schrodinger functional is the propagation kernel of a field configu-
ration C, p, p at Euclidean time 0 to a configuration C’, g/, p’ at time T'. Following
Feynman, this is written as an integration over all interpolating field configura-
tions

Z[C,C5p,p; 7, /) =/AM6_S[A’W”- (5.1)

!This can be rigorously shown only in the g2 — 0 limit.

31
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5.1 Lattice SF with Wilson fermions

We consider an L? x T space-time cylinder, i.e. the set of sites (k = 1,2, 3)
{$|$/a€Z4,O§:B0§T,0§xk<L} (5.2)

and the associated links U,(z).2 The gauge links are spatially strictly periodic,
while the fermionic fields are allowed to pick up a phase 6, at the boundary

Ule+Lk/a) = Uy(x)
Y(z+Lk/a) = e y(x) (5.3)
Ble+Lhja) = ().

The Dirichlet boundary conditions are implemented via

Up()]g=0 = exp(Cy) and  Uy(2)|ze=1 = exp(C}) , (5.4)

where C}, is a traceless anti—-Hermitian 3 x 3 matrix. Throughout this work we
use C, = C; = 0, i.e. no background field. From the lattice action it will be
obvious that only half of the fermion fields components on the boundaries actually
couple to the interior of the SF cylinder. The SF therefore becomes a well-defined
boundary value problem by prescribing (Py = (1 +0)/2)

Pyip(),yo=p(x) , ¥(@) P, _o=p(x) ,
P ap(@)lyyp=p'(x) , V(@) Pilyyp=7(x) .

While the fermionic boundary fields (p,...) are always set to zero, functional
derivatives of the effective action with respect to them are used to define correla-
tion functions involving the SF boundary. Thus, expectation values of composite
fields O in the lattice Schrodinger functional are obtained from

(5.5)

(0) = {% / DUDPDY O =SV } , (5.6)

p'=p'=p=p=0

In addition to the dynamical variables U, 1) and v, the composite fields may then
also involve the "boundary fields” (see Appendix A for details)

) - 0
C(X) = (Sﬁ(X) ’ C(X) = _(Sp<X) ’ (5 7)
oy 0 ey 0 '

When acting on the Boltzmann factor in (5.6), these have the effect of insert-
ing certain combinations of ¢ and v close to the boundary, together with the

2Except for Up(z) when zog = T.
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appropriate gauge field variables to ensure gauge covariance. While the lattice
action S[U, 1, ] is in principle given by (3.4) and (4.23) together with the above
boundary conditions, the issue of O(a) improvement needs to be re—addressed
due to boundary effects.

In the presence of the Dirichlet boundary conditions, surface terms have to
be added to the effective action (3.14). At O(a) this is [63]

iy [ (B0 + B )} 53)

where By and Bj are linear combinations of composite fields of mass dimension
four. For the gauge action the only fields that can contribute are Tr { Fj; F); } and
Tr {ForFor}- On the lattice these are implemented by modifying the weight of
the plaquettes in the boundaries (¢;/2) and those touching the boundaries (cy).

On-shell O(a) improvement of the fermion action can be achieved by e.g.
adding the field products

Oy, = Py Dyt + 9Dy Pt

d o (5.9)
Owu= VP 7Dy — Dy P,

at ro =0 and
Or=yYP_Dyp +9DoPr) ,
O3 = VP Dy — Y Dypy P,

at o = T. The corresponding lattice discretizations of these terms are added to
the action with coefficients ¢; for the temporal derivatives and ¢, for the spatial
derivatives.

To keep the discussion transparent, the explicit form of the improved action
is given in Appendix A. Here we want to note only that for our specific choice of
boundary conditions the terms proportional to ¢ and ¢ do not contribute, while
¢, and & are known perturbatively [70, 71]

(5.10)

¢ = 1-0.089g2 —0.03g5, (5.11)
& = 1-0.018¢2. (5.12)

Unless T'/a is very small, a non—perturbative knowledge of these coefficients is
not necessary since the lattice artifacts they modify are surface effects and thus
suppressed by a/T compared to the cutoff-effects from the bulk. Moreover, in
[63] it is shown explicitly that these term can not contribute O(a) terms to matrix
elements of the PCAC relation (since the latter holds exactly in the continuum
theory).

The two—point functions are derived by taking functional derivatives of the
generating functional and all the fermionic propagators involving the boundary
and bulk quark fields are also given in Appendix A.
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5.2 Fermionic correlation functions

We are interested in mesonic correlation functions, i.e. we want to excite states
with the quantum numbers of isovector pseudo—scalar particles. In terms of the
boundary fields (5.7) possible choices are

0 = 62( u)37¢(v) | (5.13)
0 = 62( )¥537C (V) - (5.14)

With these operators both constituent quarks are projected to zero momentum
separately. In Chapter 7 we will also consider generalizations of (5.13, 5.14),
which make use of spatial trial wave functions to influence the excitations of
pseudo—scalar states.

To obtain non—trivial expectation values in (5.6) the operator appearing there
needs to be compatible with the lattice symmetries, in particular it must be in-
variant under parity and an isoscalar. Restricting ourselves to two quark bilinears,
there are five possible combinations involving (5.13, 5.14)

Bw) =~ S 07, (5.15
(o) = 3 S 07 (5.16)
po) = oSO A (5.17
pla) =~ 30" P (5.15)
and fi — —ﬁ«;’am (5.19)

Their explicit form in terms of quark propagators is given in Appendix B.1. From
these correlation functions one can define a current quark mass m through the
PCAC relation (2.28). If the transformations (2.17) are applied in the interior,
the boundary fields O and O’ are "external” and we get

Ju(AL0") = 2m(P"O") (5.20)
and thus e.g. .
dofa(T/2)
—2fp(T/2) (5.21)

defines a bare current quark mass since the spatial derivatives vanish under pe-
riodic boundary conditions. The lattice artifacts, by which eq. (5.21) is affected
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can be reduced by using the improved axial current (4.25) to arrive at

— Ao fa(T/2) + acadodf fo(T/2)
! 2fo(T/2)

as a possible estimator for an improved current quark mass. Of course, also gx and
gp could be used instead. In fact, for vanishing background field (C}, = C}, = 0)
time-reflection is a symmetry of the SF and fx(x¢) = gx(T'—x¢). An average of
f and g can then be used to improve the statistical precision.

Since their derivation is based on local symmetry transformations of the con-
tinuum action, the quark masses defined in this way are independent of the lattice
extensions L and T up to cutoff effects of O(a?) in the improved theory. This is
explicitly shown in [61].

The Schrodinger functional also defines a (finite volume) renormalization
scheme, which has been used e.g. in the calculation of the scale dependence
of the SF coupling g* [2]. In the SF scheme the renormalization scale p is iden-
tified with the inverse box length L=!. In the context of a project to determine
the scale evolution of quark masses, the renormalization constant of the pseudo—
scalar density has been determined non—perturbatively in this scheme [13, 14].
To this end one requires that a certain matrix element of (Pg)® is equal to its
tree-level value c. The concrete requirement is that

31
Zp(g0, L/a) = c——— (5.23)
fe(T/2)
at vanishing quark mass. One can then proceed and insert the renormalized
currents into (5.22) to define a renormalized improved quark mass

(5.22)

— ZA(1+bAamq) 2
m o = 7o (1+ bpamy) my + O(a”) (5.24)
= %(1+(bA—bP> amgq) my + O(a?) . (5.25)
P

Since Zx depends only on the (modified) bare coupling, the entire scale (and
scheme) dependence of the renormalized quark mass enters through the normal-
ization of the pseudo—scalar density.

The evolution of m is then traced to very high energies, where the SF scheme
can be related to a more common renormalization scheme like MS by means of a
1-loop calculation. The application of this programme to the strange quark mass
[15] is one of the immediate applications of the axial current improvement and
renormalization presented here. In the quenched approximation this has been
done in [13, 72]



Chapter 6

Algorithmic issues

The basics of our lattice theory as well as the framework, in which we implement
the axial current improvement and renormalization, have now been laid out.
However, before proceeding to a detailed discussion of the latter, it is necessary
to detour into the more technical aspects of full QCD simulations.

6.1 Hybrid Monte Carlo algorithms

Since the fermionic action is bilinear in the quark fields, the Grassmann integral
can be performed analytically, resulting in the determinant of the Dirac operator.
This step is even necessary unless one can find an efficient way of dealing with the
Grassmann fields directly. For two quark flavors one has (writing M = D + m)

Z

/DUDwa exp { —S,lU] -3 @M[U]w} (6.1)

flavors

= / DU e Ul det M[U)? . (6.2)

Due to the v5—Hermiticity of M this can be expressed in terms of the positive
matrix Q? = QTQ with Q = M, such that det M? = det QQT. With the intro-
duction of a so—called pseudo—fermion field ¢ the determinant can be expressed
as a bosonic Gaussian integral

Z= /DUDqﬁ exp {—S,[U] — ¢"(QQ") "¢} = /DUD¢ e o (6.3)

To generate gauge field configurations distributed according to the effective ac-
tion, the hybrid Monte Carlo (HMC) [73] algorithm evolves the gauge field in
a fictitious time 7 (molecular dynamics). This evolution is described by anti—
Hermitian traceless momentum matrices 7, (z)

9
5-Un(@) = mu(@)Uy(z) - (6.:4)

36
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Adding a Gaussian action for the momenta to Seg, we obtain the Hamiltonian of
the molecular dynamics (MD) evolution

H=Sg—Trn”. (6.5)

The evolution equation of the momenta 7 is derived by requiring the Hamiltonian
H to be a constant of the MD motion. The update of the momenta requires the
computation of the "force”, i.e. §S.g/dU, which involves an inversion of QTQ for
the fermionic contribution. For this inversion the conjugate gradient algorithm is
used (see Section 6.2). Since the momenta don’t couple to the gauge or pseudo—
fermion fields they will have no effects on correlation functions involving U and
¢. An HMC update step (trajectory) now proceeds from a starting configuration
U(0) according to

1. Generate a complex Gaussian random vector and apply @ to it,
to obtain ¢ distributed according to (6.3);

2. Generate momenta according to (6.5) by drawing Gaussian com-
ponents in the Lie algebra generators;

3. For fixed ¢, numerically evolve U and 7 for a MD time 7y using
a numerical approximation of Hamilton’s equations of motion;

4. Accept U(7y) with a probability e=2 where
AH = H(ry) — H(0) (Metropolis step).

In case of rejection U(0) becomes also the next configuration in the Markov
chain. In the next trajectory new pseudo—fermion fields are used to estimate the
determinant contribution and also the direction of evolution is again chosen ran-
domly by using new Gaussian momenta (refreshed molecular dynamics). Several
aspects of the HMC are worth mentioning at this points.

For the algorithm to satisfy detailed balance with respect to the effective ac-
tion, the numerical integration scheme needs to be reversible and area preserving
(in phase space). The molecular dynamics evolution is the computationally most
expensive part of the HMC algorithm.

The simplest reversible and area preserving integration scheme, is the leapfrog.
With §7 = 7p/nstep this is defined through

T — T —0Se/0U-07/2
U — exp(mor)U
step — 1 .
(Mstep—1) % { . w—aseﬂ/aU-af} (6.6)
U — exp(mér)U
T — 7T —0Ss/0U-0T/2.

Throughout this work we always consider molecular dynamics trajectories of unit
length, i.e. 70 =1 and 67 = 1/ngep. The half-steps differ from the exact integra-
tion of Hamilton’s equation by errors of order 672, whereas the nge, = O(1/67)
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Figure 6.1: Left: Average plaquette from different algorithms in SU(2) gauge
theory on a 62 lattice with periodic boundary conditions at 8 = 3.5. Right: scaling
of the error with CPU time t¢py for heatbath and HMC in this setup.

intermediate steps each have errors of 673. More elaborate (and hence more ex-
pensive) schemes can increase the acceptance rate by lowering the violation of
energy (Hamiltonian) conservation. If the accept/reject step at the end of the
HMC trajectory is omitted, one generates a systematically wrong ensemble and
an extrapolation to d7 = 0 becomes necessary (¢—algorithm [74]). In this case
observables are expected to differ by O(d72) from their correct value if a leapfrog
integrator is employed.

While most of the computer time is spent in evaluating the fermionic force,
one should note that already for pure gauge theory, the HMC itself is a rather inef-
ficient algorithm. Although it globally moves the field configurations, in practice
the autocorrelation times are large.

To illustrate these points, results from three-dimensional SU(2) gauge theory
are shown in Fig. 6.1. At this statistical precision the O(d72) errors from the
leapfrog integration are clearly visible for the ¢-algorithm (left plot). The HMC
results for the average plaquette agree with the (much more precise) heatbath
data for all values of the leapfrog step—size. A comparison of the statistical
error as a function of the CPU time (right plot) shows that the heatbath gives a
significantly more precise result for a given computational effort.

Many improvements to the "basic” HMC described here have been proposed
and tested to speed up full QCD simulations. This includes preconditioning and
different pseudo—fermion representations of the fermion matrix as well as higher—
order integration schemes for the MD evolution. However, so far none of these
represent a real breakthrough in algorithmic development since the performance
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gain is in general quite moderate (i.e. factors of <2 at most). The situation
might be different for a recent promising proposal [75], which relies on a domain—
decomposition of the fermion matrix. Here significant advantages in the region
of small quark masses are expected.

Another possibility is to use in the MD evolution a different action (guidance
Hamiltonian) than one really wants to simulate. This can be corrected either
through an adjustment of the acceptance probability in the Metropolis step or by
calculating a reweighting factor to be included in the data analysis. The latter
possibility is employed in the polynomial hybrid Monte Carlo (PHMC) algorithm,
which will be discussed in Section 6.6.

All of the simulations presented here are done using even—odd preconditioning
[76], where the lattice sites are divided into an even and an odd part according
to Zu x,. Since the hopping term in the Wilson Dirac operator couples only
even to odd sites, it is possible to rewrite () in a form, where the non-trivial
part acts only on the odd sites. As a result the effective condition number is
reduced and inversions become computationally cheaper. We will denote the
even—odd—preconditioned Hermitian Dirac operator by Q

Another improvement is the introduction of a second pseudo—fermion field
as proposed in [77]. More precisely, the implementation we employed is the one
discussed in [78], where the pseudo—fermion action from (6.3) is split according
to

Sk = HQ*+pY) '
and Sp, ¢£(P_2+Q_2)¢2a

such that
det Q* = /D¢1D¢2 e S5 (6.9)

With this split—up the fermionic forces in the MD evolution become smaller, such
that larger step—sizes can be used in the numerical integration.

Finally, an improved Sexton—Weingarten [79] integrator is used in the molecu-
lar dynamics. It uses different time scales for the gauge and the fermionic part of
the forces. A performance improvement results since the computationally cheaper
gauge forces are evaluated more often. This scheme partially removes the inte-
gration errors of O(§73). In practice it is found that the Metropolis acceptance
rate P,.. behaves as

—1og Py ~ 1 — Pyge o< 674, (6.10)

thus indicating that the errors of O(§7%) dominate.

An important quantity to monitor in an HMC simulation is the Hamiltonian
violation AH during one molecular dynamics trajectory. In the large volume
limit its distribution is Gaussian with mean and width related through [80]

2(AH) = (AH?) — (AH)*. (6.11)
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This relation holds for the simulation described in Table 7.1, while for the simu-
lations in smaller volume (Tables 6.1 and D.1) deviations were observed. Only in
the limit of an exact integration, 67 — 0, the mean (and hence also the variance)
of AH vanish. However, from the detailed balance condition it is possible to show
that even at finite step—size [81]

(72 =1 (6.12)

on the generated ensemble (including of course the rejected proposals). A viola-
tion of this condition could indicate problems with reversibility in the numerical
integration of the equations of motion.

6.2 Inverting the Dirac operator

To evaluate the fermionic contribution to the MD force and to calculate fermionic
correlation functions, matrix elements of the quark propagator S = M ! need to
be calculated on the gauge background produced in the Monte Carlo run. De-
pending on the specific correlator we need different linear combinations of matrix
elements. These are obtained by inverting M on different sources q. Writing the
Dirac indices A, B, ... and color indices «, 3, ... explicitly, we need to solve

M (z,y)%% - S(y, 2)o0 = q(x, 2)%% . (6.13)

Since the source for the inversion can only be a vector, we need one inversion
for each combination of the "column” indices z,v and C' of ¢q. Exploiting the
linearity of (6.13), one can add different sources to obtain the corresponding
linear combination of columns of S with a single inversion. For a given source y
the solution x of Mz =y is found by minimizing the residue

_|[Ma—yl?
TP

Since M is a large sparse matrix, iterative conjugate gradient methods provide
an efficient tool for this task. The most commonly used version is the stabilized
biconjugate gradient (BiCGstab) [82]. However, we found that in cases where the
matrix M is rather ill-conditioned, it can happen that the BiCGstab does not
converge to a solution.

This poses a problem in particular because during the iteration, the residue
r is not computed according to (6.14). To save an additional application of
M, the current residue is computed from its value during the previous iteration
(iterated residue). Thus, due to accumulation of roundoff the iterated residue
might become small, indicating that a solution has been found, while the real
residue is still of O(1).

(6.14)
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Figure 6.2: Solver residues as a function of the iteration number. For difficult
inversions (lower plot) the BiCGstab might indicate a convergence in the iterated
residue although no solution has been found.

The simple conjugate gradient (CGNE)! solver has a much smoother conver-
gence behavior and is very stable even when applied to ill-conditioned problems.
Fig. 6.2 shows the real and the iterated residue for BiCGstab and CGNE during
the iterations of a normal inversion and one, where BiCGstab did not converge
to a solution. For CGNE the real and iterated residues start to differ only when
the single-precision limit is approached.?

To account for the known insufficiencies of the BiCGstab while still making
use of its superior performance, we perform the inversions for the calculation of
correlation functions in the following way. We start by first running the BiCGstab
solver until the required precision or the maximum number of iterations, O(100),
is reached. This is followed by a CGNE inversion starting from the BiCGstab
result with a maximum number of O(1000) iterations, although for a "normal”
inversion only O(1) CGNE iterations are performed until the required precision
is obtained. To compensate for precision loss due to roundoff, the CGNE is
restarted up to ten times with the previously found solution. The real residue is
always recomputed after the entire inversion and monitored in the data analysis
program.

INE stands for normal equation, MMz = MTy. CG itself applies only to positive matrices.
2 Apart from global sums all our calculations are carried out in single-precision arithmetics.
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6.3 Data analysis

As mentioned earlier, the field configurations in a Markov chain produced by a
hybrid Monte Carlo algorithm can be strongly (auto)correlated in Monte Carlo
time. This needs to be taken into account in order to obtain reliable error esti-
mates for quantities measured in such simulations.

Traditionally this is done by combining a number of consecutive measurements
into bins and then performing a naive error analysis on the binned data (jackknife
analysis). However, it has been shown [83] that this procedure is only suboptimal
concerning the reliability of the error estimate.

For all our data analysis we use the explicit numerical integration of the
autocorrelation function for primary and derived observables from [83]. The
integrated autocorrelation time 7,; enters the error estimate o in the form that
the number of estimates NV is "effectively” reduced according to

2 in
o’ = ]Tvty : (6.15)

where v is the variance of the quantity in question. While the latter is a prop-
erty of the observable and hence of the theory one is simulating, the size of the
statistical error is also influenced by 7i,, which depends on the algorithm used
to generate the Markov chain. This method also provides us with an error of 7,
and hence we can directly assess the reliability of our error estimate, i.e. the error
of the error.

6.4 Sampling problems on coarse lattices

In order to motivate the choice of simulation algorithms in the evaluation of the
axial current normalization condition (Chapter 8) we now proceed to a more
detailed discussion of the algorithmic difficulties we faced. This concerns the
simulations at the coarsest lattice spacing we consider, a~0.1fm at a bare gauge
coupling of g = 5.2.

It has long been established that in the corresponding quenched situation
cutoff-effects are compatible with Symanzik’s description (Section 3.3) and a
continuum extrapolation can be started there. However, over the last years more
and more evidence has been accumulated that for dynamical improved Wilson
fermions at this lattice spacing the cutoff-effects are much larger than expected.
As an extreme example, for three flavors the existence of a phase transition in
the f—k—plane has been numerically conjectured and is interpreted as a lattice
artifact [84]. A summary of large scaling violations in the two—flavor—theory is
given in ref. [85].

In the following we will establish that the algorithmic problems we encoun-
tered in the MD integration and the efficient simulation of the canonical ensemble
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can also be interpreted as cutoff-effects. More precisely, at the infrared end of
the spectrum of the Dirac operator we find a behavior different from what one
would expect close to the continuum.

One of the important results will be our finding that the distortion of the Dirac
spectrum makes it advantageous to deviate from importance sampling. In this
context we study the behavior of the polynomial hybrid Monte Carlo (PHMC)
algorithm [86, 87] in this situation and find it a very useful tool for a detailed
investigation of the properties of the small eigenvalues of the Dirac operator.

In Table 6.1 we list the lattice sizes and bare parameters for the simulations
discussed in this chapter. In all cases we have T'=9/4 L for the time extension 7.
The bare quark mass m is defined through (5.22), where we used the perturbative
value of ¢y from eq. (4.28). In the algorithm column 'Hy’ refers to the HMC with
two pseudo—fermion fields described at the end of Section 6.1 and P, stands
for PHMC with a polynomial of degree n. This algorithm will be introduced
in Section 6.6. To gain more statistics, each simulation was performed with 16
independent replica.

run | L/a K Lm algo.  Niraj 0T Pace
[Al] | 8 5.2 0.13550 0.205(10) Hy  16-500 1/16 91%
A2 | 8 5.2 0.13515 0307(9) H, 16:520 1/25 97%
[A3] | 8 52 0.13515 0.314(8) Pg 16-500 1/26 87%
[A4] 8 5.2 0.13550 0.195(7) Piso 16-400 1/25 85%
[A5] | 8 6.0 0.13421 0.193(3) — quenched —

[A6] | 12 5.5 0.13606 0.287(3) Hy  16-240 1/20 91%
[A7] | 12 6.26 0.13495 0.295(3) — quenched —

Table 6.1: Summary of simulation parameters.

6.5 Instabilities in the molecular dynamics
integration

We have seen that in the numerical approximation to the molecular dynamics evo-
lution the Hamiltonian is conserved up to powers of the step—size d7 employed
in the integration. Apart from these (usually small) deviations, under certain
conditions the currently used integration schemes can become unstable and pro-
duce very large Hamiltonian violations AH. For a more detailed discussion see
ref. [88], where a connection between these instabilities and large driving forces in
the MD is proposed in analogy to a harmonic oscillator model. In this model the
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Figure 6.3: e from run [A1]. Left plot: histogram. Right plot: our estimates
of 7yt in units of MD time separately for the 16 replica. In our normalization
Tint = 0.5 means no autocorrelation (dotted line).

integrator becomes unstable when the product of the force and the integration
step—size exceeds a certain threshold.

Large (positive) values of AH result in a rejection of the configuration pro-

posed by the MD. In a histogram of e"* these contribute to bins close to zero
while the distribution is peaked around one, indicating that in most cases the
numerical integrator performs as expected. They can also lead to an unusual
autocorrelation of this quantity, making the Monte Carlo error estimate difficult.
In particular this applies also to the integrated autocorrelation time of e™2H it-
self. This is due to the long periods of rejection in the Metropolis step, which
sometimes follow large AH values.
Fig. 6.3 shows a histogram of e™»# and also its integrated autocorrelation
time from one of our simulations. In this data set there are several series of
large AH values, during which the proposed configurations were rejected. In the
distribution of e these lead to an additional peak close to zero. One also sees
from the right-hand plot that e~ is noticeably autocorrelated only when a
large number of proposals were rejected in a row. As argued above in these cases
the error of 7,y could be underestimated. These two effects might cause some
concerns when using (e"2#) — 1 as an indicator for the absence of reversibility
violations [78].

Spikes in AH have been observed by several collaborations using (improved)
Wilson fermions in various setups (e.g. different gauge actions and volumes) at
relatively large lattice spacings [59, 88, 89, 90]. There these spikes have been
traced back to large values of the driving force in the MD evolution and also
their dependence on the quark mass has been investigated.

Here we want to clarify a point, which is essentially implied by the previ-



6.5 Instabilities in the molecular dynamics integration 45

100

0 100 200 - 300 400 500

Figure 6.4: Monte Carlo history for one replicum of run [A1] with a long period of
rejection. Configurations where the new proposal was rejected are marked by a dot.
At 72340 the algorithm gets stuck with a configuration carrying an exceptionally
low smallest eigenvalue Apin of Qz.

ous observations [89, 91], namely the strong correlation between spikes in AH
and small eigenvalues of the Dirac operator.® In this way we hope to be able to
separate physical effects from cutoff—effects, i.e. the occurrence of unphysically
small eigenvalues. The low—lying eigenvalues are computed using the method de-
scribed in [92]. In Fig. 6.4 we clearly see a long period of rejection (corresponding
to the rightmost data point in Fig. 6.3) caused by the presence of a very small
eigenvalue. Although we did not measure them, this is expected to produce large
fermionic contributions to the driving forces since they involve an inverse power
of the Dirac operator.

We found the observed average Anin to be close to its tree—level estimate with
Schrodinger functional boundary conditions [10]. However, the smallest Apin 18
an order of magnitude below that and we therefore consider these eigenvalues
unphysical and will later establish their nature as cutoff—effects.

Finally, following the procedure of ref. [78], the absence of global reversibil-
ity violations is explicitly verified even for trajectories resulting in large values of
AH. Nevertheless our experience shows that the increased cost of using a smaller
07 such that no long periods of rejection occur is more than compensated by the
reduction in autocorrelation time of all observables. The reason is that already a
small decrease of the integration step—size greatly reduces the Hamiltonian viola-

3Here and in the following we will always refer ‘to the eigenvalues of the square of the
Hermitian even—odd preconditioned Dirac operator ()% in the Schrédinger functional. For its
precise definition see ref. [78].
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Figure 6.5: Monte Carlo history for the Nye, =16 replica of run [A2] showing the
normalized [¢1]F.

tions. For example, repeating run [A1] with a step-size of 1/20 instead of 1/16,
the longest period of rejection was 4 (instead of 47) consecutive trajectories. Such
a rapidly changing behavior also supports the picture of integrator instabilities
from [88], where an abrupt increase of Hamiltonian violations is predicted when
a certain 07 threshold is exceeded.

6.6 MC estimates of fermionic observables

We concluded in the previous section that unphysically small eigenvalues of Q?
produce algorithmic problems only on a practical and not on a theoretical level.
But apart from slowing down the algorithm these small eigenvalues also cause
problems in the MC evaluation of fermionic Green’s functions.

As an example we consider the Schrodinger functional correlation function f;
as defined in eq. (5.19). It is the correlation between pseudo-scalar composite
fields at the first and last time—slice, respectively. We will denote its value on a
given gauge field configuration by [¢;]r.* Fig. 6.5 shows the MC history of the
normalized [¢;]r for the 16 replica of run [A2]. Here 7 refers to the molecular
dynamics time for each replicum. While on this scale the bulk of the data are
below one and hence not visible, there are several peaks, which give a significant
contribution to the mean value. These spikes also affect the error estimate o(f;)
through both the variance and the integrated autocorrelation time. For statisti-
cally accessible quantities the error should approach a 1//7 behavior in the limit
T—00. In this respect we found f; and all other fermionic correlation functions
we considered to be very hard to measure. Even when averaging over 16 replica,

4 From eq. (B.13) it follows that [¢;]p = Tr?Tg;/QL?’.
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Figure 6.6: Normalized [¢1]r and smallest eigenvalue from one "sick” replicum of
run [A2]. Evidently the spike in [¢1]r is dominating the statistical error o(f1).

this asymptotic behavior does not set in after 72~ 500.

The reason is the rare occurrence of very large values of [¢;|r, which appear
to be correlated with small eigenvalues of QQ. However, this effect is washed out
by using several replica. We therefore show in Fig. 6.6 the MC history of [¢1]r,
Amin and our error estimate for f; for one replicum of run [A2] with such a spike
in [¢p1]p. Indeed, for each spike in [¢p1]r the smallest eigenvalue drops below its
average. That the converse is not true could be ascribed to a lack of overlap
of the eigenvector corresponding to Ay, with the source needed to compute the
quark propagator. Quantitatively, for the correlation between [¢1]p and Ay,
we measure a value of Cly 1. = —0.33(4) if we use all replica and —0.46(6)
from the replicum shown in Fig. 6.6 alone. Here we used as a definition of the
correlation C'y g between two (primary) observables A and B

(AB) — (A)(B)

(2= ) (e - (m2)

Even though in the limit of infinite statistics configurations carrying very small
eigenvalues are given the correct weight, depending on the algorithm this might
be badly approximated for a typical ensemble size. Similar arguments referring
in particular to the HMC algorithm motivated the introduction of the polynomial
hybrid Monte Carlo (PHMC) algorithm in refs. [87, 93, 94].

Hence the difficulty in measuring fermionic correlation functions might be an
efficiency problem related to the choice of the algorithm. To check this conjecture
we employ a second algorithm and compare ensembles generated by HMC (with

Cap= , sothat —1<Cyp<1. (6.16)
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two pseudo—fermion fields) with PHMC ensembles. Indeed, PHMC can be tuned
in such a way that it enhances the occurrence of configurations carrying small
eigenvalues, thus resulting in a better sampling of this region of configuration
space. A reweighting step is introduced to render the algorithm exact. As a
preparation for the following discussions we want to recall some properties and
introduce the notations concerning the PHMC.

6.6.1 The PHMC algorithm

One of the main ideas of the PHMC algorithm is to deliberately move away from
importance sampling by using an approximation to the fermionic part of the
lattice QCD action. More precisely, in an HMC algorithm the inverse of Q2 is
replaced by a polynomial PM(QZ) of degree n. Here P, () approximates 1/ in
the range ¢ < x < 1. As a consequence this algorithm stochastically implements
the weight DU det P, 1(@Q?)e 5, whereas standard HMC generates ensembles ac-

cording to DU det Q%5 Denoting averages over the PHMC ensemble by (.. .) p,
the correct sample average of an observable (O) can then be written as

(O) = (Ow)p , where w = (6.17)

Wip -
and we introduce the reweighting factor W as a (partially) ® stochastic estimate of
det{QQPn,E(QAZ)}. When using Chebyshev polynomials the relative approximation
error of P, . is bounded by § ~ 2exp(—2y/en) in the range e <z < 1.

To give an impression of the role of € and § we plot in Fig. 6.7 a set of poly-
nomials P, (x) for typical (in our simulations) values of these parameters and
compare them with 1/z in the region of small . Depending on the smallest
eigenvalue of Q2 the parameters € and n have to be tuned such that the reweight-
ing factor does not fluctuate too much. The authors of ref. [87] suggested to take
e of the same order as (Ani,) and in practice used € ~ 2(\;,) and § < 0.01.

Recalling that PHMC replaces det Q? in the HMC weight with det ng(@z)
and observing from Fig. 6.7 that P, .(z) is smaller than 1/x for x < e, the afore-
mentioned property of enhancing the occurrence of small eigenvalues is evident.
At this point we would like to note that the fermionic contribution to the driv-
ing force in the PHMC is bounded from above since P, () is finite even at
x = 0. In this way the polynomial provides a regularized inversion of Q2, thus
also addressing the problems mentioned in Section 6.5.

6.6.2 HMC vs. PHMC

Coming back to the comparison of samples from HMC and PHMC, we repeated
run [A2] with PHMC using a polynomial of degree 140 and € = 6-107%, resulting

5Through the separate treatment of the lowest eigenvalues of Q2 the infrared part of W is
evaluated exactly.
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Figure 6.7: Three different Chebyshev polynomials approximating 1/x, all with
9 = 0.001. The right-hand plot shows the relative deviation from 1/x as a function
of . There the points (¢, ) are marked by dots.

in 0 ~ 0.002. The ratio €/(Apin) turned out to be around 2.7. In Fig. 6.8 we plot
for this run the MC history of [¢1]r and of [¢;]r - w, which enters into eq. (6.17)
if we consider O = [¢1]F, i.e.
Ji=A[o1lr) = ([¢1]r - w)p = (6.18)

We first observe that apart from removing the largest spikes the inclusion of the
reweighting factor does not seem to significantly change the relative fluctuations.
This means that the parameters of the polynomial have been chosen properly.
Events where [¢;]r assumes a value O(10) times larger than f; are no longer
isolated as in Fig. 6.5 but happen frequently, which means that the PHMC algo-
rithm can more easily explore the associated regions in configuration space. This
is what allows a reliable error estimate as shown in the upper part of Fig. 6.8,
i.e. with 16 replica the asymptotic behavior of the error sets in after 7~~100.

The advantage of using PHMC instead of HMC can be clearly seen by con-
sidering the spread of o(f;)/7T among the replica. We analyzed this quantity in
extensions of runs [A2] and [A3]. The result is shown in figure Fig. 6.9, where the
shaded areas represent the range of values covered by the 16 replica as a func-
tion of the MD time. In the limit of infinite statistics all replica should converge
to the same value, which need not be the same for the two algorithms because
of reweighting and different autocorrelation times. We see that the spread for
the HMC data is more than twice as large as for PHMC, i.e. the error on f; is
significantly harder to estimate with HMC.

What we are suggesting here is that the algorithm should be chosen depending
on the type of observables and the parameter values. From our experience we
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Figure 6.8: Monte Carlo history for the 16 replica of run [A3] showing the correla-
tion function [¢1]r and the product [¢1]p-w, where w is the normalized reweighting
factor. Our error estimate of f; shows the expected scaling behavior as soon as
the run is long enough for a reliable extraction of 7.

conclude that PHMC sampling might just be more effective than HMC when
computing fermionic quantities that are sensitive to small eigenvalues.

To gain some more insight into the difference in sampling we consider the
distribution of A, since this is where we expect the largest effect. The distri-
butions are analyzed by treating Ay, = Xpin(Amin) @s a primary observable. Here
Xbin denotes the characteristic function of each given bin in the histogram. We
then perform our normal error analysis for (Ap;,), where eq. (6.17) has to be used
if it is a PHMC sample. For comparison (Ap;,)p is also analyzed in this case.

The histograms in the upper part of Fig. 6.10 compare the results from 200
independent measurements produced by HMC and PHMC (runs [A2] and [A3],
respectively). As expected the distributions agree within errors. For the PHMC
run we also plot the unreweighted histogram, i.e. (Apin)p. Here we again con-
firm that with the parameters we chose for the polynomial the PHMC produces
more configurations with small eigenvalues than HMC. As a consequence of the
reweighting the errors at the infrared end of the spectrum should be smaller for
the PHMC data. This is explicitly verified in the lower part of the plot where we
show the ratio of the errors on (Ap;,) from the two algorithms. One can see that
below ~ 7-107° the error from PHMC is at least a factor two smaller than from
HMC, with a more pronounced difference towards even smaller eigenvalues. The
advantage in using PHMC to sample this part of the spectrum is significant and
we will make use of this in the following discussion.
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Figure 6.9: Monte Carlo history of o(f1)1/7 from extensions of runs [A2] and [A3].
For the two algorithms we show the ranges covered by the 16 replica.

6.7 Comparison to the quenched case

In the previous section we studied various problems related to the occurrence of
small eigenvalues. All the data presented there were produced at bare parameter
values, which correspond to relatively large quark masses and small volumes.
These small eigenvalues might therefore have a different nature from the "physical”
ones expected to show up in large volumes and/or close to the chiral limit. Here
and in the next section we will establish them as cutoff—effects.

To this end we made an additional simulation at the parameters of run [A2]
and calculated the ten lowest-lying eigenvalues \;, ¢ = 1...10. In Fig. 6.11 the
smallest eigenvalue, \;, is denoted by an open symbol. It seems that while Ao
through Ao form a rather compact band, the lowest eigenvalue fluctuates to very
small values quite independently of the others. It is expected and has been shown
numerically [95] that the spectrum of the Dirac operator depends quite strongly
on the bare gauge coupling. A well-defined lower bound should be recovered close
to the continuum limit only. Therefore we take the strong fluctuations of A\, as
an indication for the presence of large cutoff—effects. Here we should point out
that the eigenvalues of the Dirac operator are not on—shell quantities and hence
the Symanzik improvement programme does not necessarily reduce cutoff-effects
here. Quenched experience even suggests that the opposite might be true [96].

The occurrence of small eigenvalues at these bare parameters poses a some-
what unexpected problem in dynamical simulations. Comparing the quenched
situation to the Ny = 2 dynamical case, the naive expectation is that at fixed
bare parameters the probability of finding configurations with small eigenvalues
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Figure 6.10: Upper panel: histograms of Apin, i.6. (Apin) vs. 'bin’, from runs [A2]
and [A3]. For run [A3] we also show (Api,)p. Lower panel (from the same data):
ratio of the error on (Ap;,) from HMC to that from PHMC.

should be reduced by the determinant. To us the more relevant question seems
to be whether small eigenvalues are suppressed in a situation where the physical
parameters (e.g. volume and pseudo-scalar mass) are kept constant.

Using the quenched data from ref. [72] and the dynamical data from refs. [97]
and [98] (where an estimate of r9/a=>5.21(6) for 5=5.2 can be found) we chose
the parameters of the quenched run [A5] such that the lattice spacing and the
(large volume) pseudo-scalar mass are matched to run [A4]. This was found to
occur at almost equal bare current quark mass (see Lm in Table 6.1). In Fig. 6.12
we compare the distributions of A\, for these two runs. Two comments are in
order here:

e For the dynamical run the mean value is shifted up from 1.44(1)-107* to
1.72(5)-10~%. This agrees with the naive expectation but in a physically
matched comparison it is a non—trivial observation.

e The distribution itself is significantly broader compared to the quenched
case and in particular it is falling off more slowly towards zero. This means
that even though (Ayi) is larger for Ny =2 the probability of finding very
small eigenvalues is enhanced.

The second point, i.e. that the lower bound of A, is less well-defined, seems
to imply that at a lattice spacing of a = 0.1 fm the cutoff—effects are much larger
in the Ny =2 case. To substantiate this we will compare the distribution of Ay,
to that from a run at finer lattice spacing and matched physical parameters.
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Figure 6.11: Monte Carlo history of the ten lowest eigenvalues at the parameters
of run [A2]. The open symbols denote Apip.

6.8 Finer lattices

Apart from cutoff—effects, in the massless theory the Schrodinger functional cou-
pling g° is a function of the box size L only [9, 10]. We measured it on a small
lattice of extension L/a=4 at 3 = 5.2, obtaining a value of g?=3.7(1). We then
extrapolated to this value the L/a =6 data used in ref. [99] as a function of 3. Our
result from the matching is that for the two—flavor theory a bare gauge coupling
of B =5.5 roughly corresponds to a lattice spacing, which is 1.5 times smaller
than at f=5.2. This estimate will be confirmed by other non—perturbative data
as well as the perturbative evolution of a in Chapter 7.

Hoping that the algorithmic difficulties arising from cutoff-effects would be
much smaller in this situation, we simulated a 123 x 27 lattice at this value of
B (run [A6]) using the HMC algorithm. With the x we chose (and ignoring the
change in renormalization factors) the bare quark mass Lm is roughly matched
to the heavier runs at §=5.2. We therefore compare run [A6] with run [A3].

Normally, a constant acceptance requires a decrease of the MD integration
step—size if ones goes to finer lattices at fixed physical conditions. This argument
is based on the scaling of the small eigenvalues®, which influence the MD driving
force. We found that (Anpi,) in run [A6] is a factor two smaller than in run [A3].
Nevertheless, at 3=5.5 the step—size necessary for a certain (~ 90%) acceptance
is roughly the same as at # =15.2. This indicates that the value of 67 we had
to use in the HMC runs at =5.2 was dictated by the occurrence of extremely
small eigenvalues rather than by the average smallest eigenvalue. In addition,

6 As the squared Dirac operator, its eigenvalues have mass dimension two and should thus
behave like a?.



54 Algorithmic issues

0.18 - .
0.16
0.14
0.12
0.10
0.08
0.06
0.04
0.02

probability

0.0 0.0002 0.0004 0.0006

min

Figure 6.12: The histograms of Ay from run [A4] (Ny=2) and run [A5] (N;=0).
Despite its higher mean value the dynamical data show a much larger probability
of finding very small eigenvalues.

where in run [Al] at the same average acceptance a maximum of 47 proposals
were rejected in a row, the maximum for run [A6] is 4 trajectories. For this reason
e~ shows no autocorrelation and its distribution is well separated from zero.

Concerning fermionic observables, we have not observed spikes and hence
expect the error to scale properly. However, for an accurate estimate of the error
on e.g. fi our present statistics is not sufficient. One should note that ratios of
correlators are easier to estimate since usually numerator and denominator are
correlated, which reduces the impact of statistical fluctuations. This applies to
essentially all relevant quantities, including the axial current improvement and
renormalization constants discussed in the next chapters.

The reason for these effects is the change in the distribution of A.;,. To
compensate for the different lattice spacing, Fig. 6.13 compares Apin/{(Amin) from
runs [A3] and [A6]. One can clearly see that at the finer lattice spacing the
probability of finding a smallest eigenvalue less than half its average is greatly
reduced compared to f=05.2. The width of the distribution is smaller in this case
and in particular the spectrum is now clearly separated from zero. Quantitatively,
the normalized variance of A, is reduced from 0.18(1) to 0.13(2).

This comparison explicitly shows that the long tail of the eigenvalue distribu-
tion we observed at a ~ 0.1 fm, and which caused the problems we have discussed,
is a cutoff—effect. Matching also run [A6] to a quenched simulation (run [A7]),
we again found an upward shift of (Awin) for the dynamical case. In addition, at
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Figure 6.13: Normalized distributions of Ay, from runs [A3] (5 =5.2) and [A6]
(6=5.5). While the data from the coarse lattice stretch almost to zero, the f=>5.5
data seem to have a more well-defined lower bound.
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Figure 6.14: The histograms of A, from run [A6] (Ny=2) and run [A7] (N;=0).
At this finer lattice spacing the lower end of the spectrum appears to be similar in

the quenched and the dynamical case.
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this finer lattice spacing, the tails of the distributions of A,;, look already very
similar to each other as shown in Fig. 6.14.

6.9 Conclusions

At a lattice cutoff of approximately 2 GeV, corresponding to a~0.1 fm, we have
studied the behavior and performance of HMC—type algorithms in an interme-
diate size volume of 1fm?*. We discussed problems related to the occurrence
of small eigenvalues in two—flavor dynamical simulations with improved Wilson
fermions. We found these small eigenvalues to be responsible for large Hamilto-
nian violations in the molecular dynamics. Even for integration step—sizes such
that the acceptance is 80 ~ 90% those can still cause long periods of rejection,
thus degrading algorithmic performance. However, in spite of employing only
single—precision arithmetics we never observed reversibility violations.

In addition, those eigenvalues make the estimate of fermionic quantities very
difficult. The naive intuition is that the fermionic determinant should suppress
small eigenvalues compared to the quenched case. Through a direct comparison
at matched physical parameters we indeed verified that (A\y;,) is larger with two
dynamical flavors. On the other hand there is no obvious expectation for the
tail of the distribution and we observed that it extends further towards zero
than in the quenched case. Given the infrared cutoff induced by the Schrédinger
functional boundary conditions and the quark mass we interpret this as a lattice
artifact. We were able to confirm this picture with a simulation at finer lattice
spacing, where the spectrum turned out to have a much sharper lower bound.

In our study we found that the PHMC algorithm is more efficient than HMC
(with two pseudo—fermions) in incorporating the contribution to the path integral
of configurations carrying small eigenvalues. In other words, the distortion of
the spectrum by cutoff—effects actually makes it advantageous to deviate from
importance sampling. Also without such special problems we found PHMC at
least comparable in performance to HMC (in our implementations).

We want to emphasize that the problems discussed here do not occur only
in the Schrodinger functional setup. Without this infrared regulator they are
expected to show up already at larger quark masses.

Due to the in a sense "more robust” nature of PHMC one might ask why
one should not use it in all simulations. The reason is that with decreasing
lattice spacing the smallest eigenvalues will also decrease, which in turn requires
a smaller € in the construction of the polynomial as otherwise the fluctuations of
the reweighting factor will render the algorithm inefficient.

However, a smaller lower bound in the polynomial approximation implies a
larger degree of the polynomial (at constant relative deviation ¢). In the current
implementation of the PHMC, single precision restricts the degree to ~ 140 since
otherwise roundoff problems appear in the construction of the polynomial.



6.9 Conclusions 57

We therefore used the PHMC only in the simulation for the axial current
renormalization at 3 = 5.2 and 5.29. The simulations for the axial current im-
provement condition are performed with a smaller time extension and larger quark
mass. Therefore one can safely use HMC at all lattice spacings we consider.



Chapter 7

Axial current improvement

In the quenched approximation, the improvement coefficients c¢g, and c, have
been determined non-perturbatively in the relevant range of bare coupling (or
lattice spacings) in [12]. The improvement conditions, from which they have
been determined, were derived from the chiral symmetry of the theory in the
continuum limit.

More precisely, the PCAC relation (2.28) was required to hold at finite lattice
spacing [12, 61, 63]. As will be detailed in the next section, the PCAC relation is
considered considered with different external states. In [12, 61, 63], finite volume
states were chosen, formulated in the framework of the Schrédinger functional.
Later, a determination of ¢y was performed by evaluating the PCAC relation in
large volume [100, 101] at several values of the lattice spacing. While at a ~ 0.1 fm
these results for ¢, differ quite significantly from the finite volume definition [12],
at smaller lattice spacings the difference decreases.

For the interpretation of this difference, one should keep in mind that beyond
perturbation theory the improvement coefficients themselves are affected by O(a)
ambiguities. In some detail this has been discussed and demonstrated numeri-
cally in [102]. The O(a) ambiguity simply corresponds to the fact that in the
implementation of the improvement programme the theory is treated only up to
O(a?) effects. Thus any change of O(a) of the improvement coefficients only con-
tributes to the terms ¢ and Lo in (3.14, 3.15) and does therefore not invalidate
O(a) improvement.

While this obviously forbids a unique definition of the improved theory, the
O(a) ambiguities can be made to disappear smoothly if the improvement con-
dition is evaluated with all physical scales kept fixed, e.g. in units of ry (3.13),
while only the lattice spacing is varied [102]. This is what is meant by a "line of
constant physics” (LCP).

Since Symanzik’s effective theory describes the lattice artifacts only asymptot-
ically (Section 3.3) it can only be valid for matrix elements dominated by states
with energy F < a™!. It is therefore important to make sure that the improve-
ment conditions are also imposed using low energy states. So far, the methods of

58
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[100, 101] have not yet been implemented such as to satisfy these conditions.

In [103], two improvement conditions for ca, were studied, for which one can
choose the kinematic parameters such that the above criteria are satisfied. They
are formulated in finite volume with Schrédinger functional boundary conditions,
which furthermore helps to render the numerical evaluation feasible in full QCD.
These improvement conditions will be discussed in the next section, where we
motivate our choice of one of them to compute ¢ in the Ny=2 theory.

7.1 Strategy and techniques

Before going into the details of our strategy and techniques let us comment again
on the constant physics condition. In order to keep the physical volume constant,
we need to know how the lattice spacing depends on 3. With this knowledge
we can tune [ such that a certain L/a corresponds to a prescribed value of L
(or L/rg). However, this tuning of the volume is not critical in the evaluation of
ca, since the latter depends on the volume only through effects of order a/L.} A
relative uncertainty A in the physical volume L (or equivalently in rg) thus implies
a relative uncertainty in ¢, which is proportional to a/L-A. As a consequence,
even if A varies a bit in the considered range of lattice spacings, this is quite
irrelevant, in particular if A is a smooth function of the lattice spacing. Therefore
the constant physics condition with respect to the volume has to be enforced with
only moderate precision.

In the remainder of this section we will state in more detail how the constant
physics condition is implemented. We will also discuss the methods in [12, 103]
to determine ¢, with emphasis on the one we finally used.

7.1.1 Constant physics condition

With two degenerate flavors of light quarks, the theory has two bare parame-
ters, 0 and mg. Roughly speaking, the bare quark mass mg controls the physical
quark mass and the bare coupling determines the lattice spacing, defined at van-
ishing quark mass (for a more precise discussion see [63, 85]). Non—perturbative

estimates of ro/a](5.2)
tro(B) = Tro/al(3) (7.1)

are available in a limited range of 5 [97, 104]. In [2], the results of [97, 104] were
extrapolated to zero quark mass. Taking directly these values for [rq/a](53), we
have the points with error bars in Fig. 7.1. From those we roughly estimated
the location of the filled points, using the perturbative dependence of the lattice
spacing on [ as a guideline. For our action this is given to three loops in [105],
which builds on various steps carried out in [106, 107, 108, 109, 110, 111, 112].

IEffects of order am will be discussed later.
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Figure 7.1: The evolution of the lattice spacing a with the inverse bare gauge
coupling 8 from perturbation theory in the lattice scheme and large volume data
[104] for the scale rg. The filled points correspond to our “scaled” simulations.

Applied as a pure expansion in the bare coupling (no tadpole improvement), one
has

% 2 (2R (14 g2 — ()] + O (b)) ]
q=04529(1), go<gp- (7.2)

The evolution of the lattice spacing relative to our reference point at (g})*=6/5.2
is then expressed by the function ¢(3) = a(6/3)/a(6/5.2), which is plotted as a
thick line in the graph. It confirms that the filled points are very reasonable
choices. Note that other forms of applying bare perturbation theory (differing
from eq. (7.2) in the gi-term) would give somewhat different results, but since we
are interested in a rather limited range in g2 this is of no great importance. Later
we will show that systematic uncertainties in ¢, introduced by this approximate
scale setting are negligible. Finally, we keep the PCAC mass (5.22), evaluated
with an average of fx and gx approximately constant.

7.1.2 Improvement conditions for the axial current

In this section we discuss criteria for the choice of the improvement condition.
Quark masses derived from the PCAC relation are of the form

(|0, (Ar)%(2)|3)
2(alPa(x)|B)

m(z; o, B) = (7.3)
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Since this mass is obtained from an operator identity, it is independent of the
states |a) and |3) as well as the insertion point x up to cutoff-effects. Enforcing
this independence at finite lattice spacing leads to possible definitions of improve-
ment conditions [103]. Inserting the expression for the improved current (4.25)
in the previous equation, the quark mass can be written as m = r +acas+ O(a?)
with

(@0, A%(x)|B)

) = el @)s) o
@@l
and s(r;a, B) = 2l P )5y (7.5)

If we now consider two sets of external states and two insertion points, the im-
provement condition m(zx;«, ) = m(y;~,d) yields

r(x;a, B) = r(y;7,0)
s(z;a, B) — s(y;7,0)

The "sensitivity” to cax of an improvement condition is therefore given by aAs,
since it is this term, which is multiplied by ca in the current quark masses.

Once a reasonably large sensitivity is achieved, all improvement conditions
at constant physics are equally valid in the sense that O(a) effects are removed
in on-shell quantities. However, the way in which higher—order lattice artifacts
are modified will depend on the concrete choice of the improvement condition.
In particular, if states with energy not so far from the cutoff are involved, large
O(a?) effects might be introduced.

To discuss the different improvement conditions we need to generalize the
Schrédinger function correlators introduced in Section 5.2. Instead of projecting
both boundary quarks to zero momentum separately (5.13,5.14), we now use
boundary fields products, which depend on spatial trial "wave functions” w(x)
[113]. In the following we will use

Ar B
alAs

(7.6)

1
—CpA = —
a

Falrs) = o YA 0°(w) 77)
i) = g7 PO, 75)
md fiW0) = (0" O"w)) (79)

which depend on the pseudo—scalar operator

odlt —aGZC X) 757" dw(x — y)¢(y) (7.10)
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at the o = 0 boundary and the corresponding operator O’*(w’) at the upper
boundary of the SF cylinder.

The Schrodinger functional version of eqs. (7.4) and (7.5) is then given by

] 5ofA($0; w)
7’(.1}'0,(,()) m (711)
and s(ro;w) = %W . (7.12)

To determine ¢y in the Ny =0 theory [12], Ar and As were originally defined
through a variation of the periodicity angle 6 of the fermion fields, while keeping
xo="T/2 and w = const fixed. For this method the sensitivity aAs is quite low
when L 2 0.8fm, T'= 2L. In addition, with dynamical fermions different values
of # would require separate simulations. We therefore consider this method as
too expensive and disregard it in the following. In the quenched approximation
two alternatives have been explored in [103].

Requiring the quark mass to be independent of x, (for fixed 6§ and w=const)
is technically easy to implement. However, also in this case the sensitivity is
small unless large values of 6 are used. Moreover, the contribution of excited
states is not well controlled, because one insertion point must be rather close to
a boundary to achieve a sufficiently large sensitivity. Thus, energies which are
not far removed from the cutoff may contribute.

The simultaneous requirements of large sensitivity and control of excited—
state contribution can be fulfilled more easily with the second method, where
variations of the wave function w have been considered. Ideally, one would like
to use two wave functions w,o and w1, such that the corresponding operator
O%(w) couples only to the ground and first excited state in the pseudo-scalar
channel, respectively. As one can easily see from eq. (7.12) the sensitivity to ca is
then proportional to m2, —m?2 , where m, , denotes the mass of the nth excited
state in the pseudo—scalar channel. Higher excited states are (by definition) not
contributing and in principle the method can be used for rather small 7. Hence,
we find this the most attractive method both from a theoretical and practical
point of view. In the next section we will detail our approximation to this ideal
situation.

7.1.3 Wave functions

We will now proceed to the more technical aspects of our method. In order to
approximate w, o and wy; consider a set of N wave functions. Given a vector u in
this N—dimensional space, projected correlation functions are defined as (u, fa)
and (u, fiu), i.e. fa is regarded as a vector and f; as a matrix in this space. It
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is useful to represent fx (X = A, P) and f; as [114]

S

fx(xo;wi) = FRoltemmn®0 4 Qe mmm®0) 4 Qe melT=20)) - (7.13)

T
vl

filwi,w;) = v?v;?e_m”’"T + O(e =M1y 1 O(e~™meT) | (7.14)

n—

[e=]

where n labels the states in the pseudo—scalar channel in increasing energy and
v" is the overlap of such a state with the one generated by the action of O%(w;)
on the SF boundary state. The mass mg belongs to the lowest excitation in the
scalar channel, the 07" glueball and the coefficients Fy are proportional to the
decay constant of the nth state. Here we have suppressed the explicit volume
dependence of all quantities.

Knowledge of v™ would allow the construction of vectors u™, such that — up to
corrections of order e~™=MT — the correlation (u™, fa) receives contribution from
the nth state only. These ™ may be computed from the v" by a Gram-Schmidt
orthonormalization. Clearly, u° and u' can then be used to approximate w, o and
Wr i

An approximation to the v can be obtained from the eigenvectors of the
positive symmetric matrix f;. We denote the normalized eigenvectors of f; by
n°,n,... corresponding to eigenvalues \° > A\! > ... and apply eq. (7.14) to n°
to obtain?

0 (v, n%)e ol L O(e ™ Ty = N0 (7.15)

Clearly A is of order |vg|?e™™=°T which is inserted to rewrite the previous equa-

tion in terms of the normalized vectors 0" = v™/|v"|
(0%, 1) = n° 4+ O(e~(mma=m=o)Ty (7.16)

Since ©° and n° are normalized vectors, it follows that (2°,7°) = 1 up the error

term given above. Together with the orthogonality of the eigenvalues of f; this
implies

[6° =77 = O(e~mmrmmme)) (7.17)

and (n',0°) = O(e~(mmi—m=0T) (7.18)

Thus, to the order indicated above, #° is given by 7n° and n' is orthogonal to
the "ground state vector” ©°. As eigenvectors of a symmetric matrix the 7" are
already orthogonal and we therefore use the approximation

Wr o ™ Z Ww;  and  wgg Z i ws (7.19)

2 The glueball contribution will be dropped from now on.
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to obtain correlators, which are (for intermediate xy) dominated by the ground
and first excited state, respectively. We note in passing that the ratios v} /v}l
have a continuum limit if the wave functions are properly scaled with the lattice
spacing.

In our simulations we restrict ourselves to a basis consisting of three (spatially
periodic) wave functions defined by

wix) = N7'Y wi(lx—nL|),i=1,...,3,

nez3
wi(r) = 7"53/2 e Gy(r) = r0_5/2 re /a0
Ta(r) = T()_S/g o r/(200) (7.20)

where a is some physical length scale. We thus keep it fixed in units of L, choos-
ing ap = L/6. The sum over n is required to preserve the spatial periodicity.
In practice the summation is stopped when the norm of w no longer changes
within single precision arithmetics. The (dimensionless) coefficients NN; are fixed
to normalize the wave function via a® Y w?(x) = 1. In this context the correla-
tion functions introduced in Section 5.2 can be regarded as belonging to the flat
wave function wy(x) = L~%?2, where both quarks are projected to zero momen-
tum separately. In this case x and y in eq. (7.10) are uncorrelated and thus full
translational invariance can be used without performing additional inversions of
the Dirac operator (see Appendix B.1.1). In the general case w3 we replace
one of the spatial sums in eq. (7.10) by a sum over eight far separated points,
which means that one performs eight times as many inversions. This additional
computational effort is still small compared to the cost of the inversions in the
HMC update.

7.2 Numerical computation

7.2.1 Results for the improvement coefficient

Table 7.1 summarizes the parameters of our simulations for the axial current
improvement constant. The values of the other improvement coefficients are
given in Sections 4.2 and 5.1.

The (3 values for run [C2] and [C3] have been chosen such that L/r( is approx-
imately the same as in run [C1], which corresponds to L ~ 1.2 fm. In exploratory
quenched studies [103] this volume was found to be sufficient for the described
projection method to work. Nyess is the number of estimates of ¢ (with the num-
ber of replica denoted explicitly), separated by Tieas in Monte Carlo time. The
autocorrelation of these measurements turned out to be negligible. The column
labeled am /t(3) refers to the bare quark mass m = r(T'/2; wp)+acas(T/2;wp), cf.
egs. (7.11, 7.12), which is equivalent to (5.22). The 1-loop value of ca from [61]
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run | L/a T/a (3 K Nmeas  Tmeas am/t(J) —Ca

[C1]| 12 12 520 0.135600 4x80 5 0.0151(9) 0.0638(23)
[C2] 16 16 542 0.136300 1x200 4 0.0171(5) 0.0420(21)
(€3] | 24 24 570 0.136490 2x60 4  0.0151(4) 0.0243(36)
(C4 | 12 12 520 0.135050 4x39 5 0.0363(6) 0.0697(31)
[C5] | 16 20 557 0.136496 1x285 8 0.0154(4) 0.0366(36)
[C6] 24 24 6.12 0.136139 2x21 12 0.0002(4) 0.0244(21)

Table 7.1: Summary of simulation parameters and results for ¢,. Runs [C1]-
[C3] are at constant physics.

is used here. We tuned the hopping parameter x in order to keep am/t(3) fixed
when varying (3, thus ignoring (presumably small) changes in the renormalization
factors. Note that we have chosen a finite, but small bare quark mass of around
30 MeV. Such a mass helps (in addition to the Dirichlet boundary conditions) to
reduce the cost of the simulations. Results from the remaining simulations are
used to discuss systematic uncertainties in our determination of cy.

We employed the hybrid Monte Carlo algorithm with two pseudo—fermion
fields as described in Section 6.1. For all observables we have checked the expected
scaling of the statistical error with the sample size and thus verified the absence
of the problems described in Sections 6.5 and 6.6 at the volumes and masses we
consider here.  For run [C2] Fig. 7.2 shows how the error of our estimate for
ca (see below) behaves as a function of the Monte Carlo time 7. One can see
that already after approximately 200 trajectories the region of statistical scaling
is reached.

008 T T T T T T T
§ 0.06 - W
g 0.04 -
(o)
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Figure 7.2: The error on cs vs. the Monte Carlo time for run [C2].
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tions (n°, fp) and (n!, fp) from run [C2].

In Fig. 7.3 we show the effective masses from fp(zo;wxpo) and fp(xo;wr 1) as
obtained in run [C2]. Two distinct signals are clearly visible, which indicates that
the described approximate projection method works well at these parameters.
The energy of the first excited state is not far away from a~!, suggesting that in
even smaller volumes the residual O(a?) effects would grow rapidly. In the spirit
of the remark after eq. (7.19) at the other values of 3 we used the same linear
combination of wave functions to define w; and w; ;, namely

n® = [0.5172, 0.6023, 0.6081]

(7.21)

and n' = [0.8545, —0.3233, —0.4066] ,
which are the ones determined in run [C2]. When scaled in units of ry, this yields
effective masses similar to those shown in Fig. 7.3. Results from a redetermination
of n® and V) in the other matched simulations agree with eq. (7.21) to a high
precision. In fact, one can easily distinguish the matched and unmatched runs
using e.g. n°. Comparing the two 24* runs

(€3] 7% = [0.5173(2), 0.6024(1), 0.6079(1)] , (7.22)
and [C6]  7° = [0.5126(2), 0.6042(1), 0.6101(1)], (7.23)

it is clear that the eigenvector n° from run [C3] is in good agreement with (7.21),
while a significant deviation is seen in run [C6].
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In Fig. 7.3 the error on the effective mass of the first excited state is seen to
be quite large, but what actually enters the computation of ¢, is the error of

Ar(zg) = r(xo;wer) — r(zo;wrp) (7.24)

and As(zg) = s(xo;wr1) — s(To;wro) - (7.25)

These profit from statistical correlations of the correlation functions entering their
definition and thus have smaller statistical errors as can be seen in Fig. 7.4, where
we plot aAr and a?As from the same data used in Fig. 7.3.

Fig. 7.5 collects results for the "effective” ca(zg) = —Ar(zg)/alAs(xy) from
the matched runs [C1]-[C3]. We see little variation for zy 2 6a, which we take
as another signal that high energy states, which could contribute large O(a) am-
biguities in the improvement condition, are reasonably suppressed in this region.
We complete our definition of ¢y with the choice xq= T'/2, which is at the same
time scaled in physical units and in agreement with the xq 2 6a bound for all
our lattices.

Finally, ca is plotted as a function of g7 in Fig. 7.6. The solid line is a smooth
interpolation of the data from the matched simulations, constrained in addition
by 1-loop perturbation theory:

1 — 0.4485 g2

ea(g) = —0.00756.65 x T—g=5oe s
. 0

(7.26)

It is our final result, valid in the range 0.98 < g2 < 1.16 within the errors of the
data points (at most 0.004).
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Figure 7.5: Effective cs as determined from wyo and wy for runs [C1]-[C3].
Points with x¢/a = 6 are marked by filled symbols.
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Figure 7.6: Simulation results for ca. The solid line represents a fit of the data
points at constant physics (filled circles).

This non-perturbative result is quite far away form 1-loop perturbation the-
ory, in particular at the coarsest lattice spacing. For § = 5.2, the perturbative
value of ¢y = —0.0087 is almost an order of magnitude smaller.

Of course this has a significant impact if simulation data are now analyzed
using the non—perturbative cp instead of its 1-loop value. Using e.g. data from
[115], we see that the effect on the result for the pseudo-scalar decay constant at
this lattice spacing is as large as 10%.

7.2.2 Uncertainties due to deviations from the
“constant physics” condition

We should check whether the volumes in our runs [C1]-[C3] are scaled sufficiently
precisely or if systematic errors need to be added to the statistical ones on cp to
cover possible violations of the constant physics condition. Table 1 shows that the
bare PCAC mass has been kept constant to within about 10%. A renormalized
quark mass would differ by the multiplication with a Z-factor, which is a slowly
(namely logarithmically) varying function of a. Considering the restricted range
of lattice spacings we cover, such factors can be safely ignored. Run [C4] is done
with a quark mass which is more than twice as large as the one in run [C1], with
otherwise identical parameters. The barely significant difference in cs confirms
that the small deviations from the “constant mass” condition can be neglected.
We also need to examine the impact of the uncertainty in L due to our per-
turbative (or asymptotic) scaling of the lattice spacing. It has been argued in
Section 7.1 that the difference to a proper non-perturbative scaling is rather
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small. Also, estimating a possible change by comparing 3-loop to 2-loop and
non—perturbative scaling, gives a deviation in #(3) which is smaller than 10% in
the whole range of Fig. 7.1 and thus the same maximum deviation applies to
L/a. That this is negligible can be seen from a comparison of run [C5] to the
interpolating formula (7.26). In run [C5], L/a is 20% lower than the proper value,
but ca does not differ significantly from the fit curve. As will be discussed in the
next section, comparison with significantly smaller volumes at smaller ( values
can lead to enhanced O(a?) effects.

Finally, by run [C6] we verify that the dependence of ¢j on the kinematic
parameters disappears quickly when going to even larger values of 5. In this run
we used gauge configurations from the calculation of Zp [78]. Although those
were produced at m=0, §=0.5 and a much smaller volume?, the resulting c, is
only approximately two standard deviations away from our fit.

7.3 Discussion

For the O(a)-improved action with non-perturbative cg, [59], we have determined
the improvement coefficient cp for 4 > 5.2, which roughly corresponds to a <
0.1fm. The improvement condition was evaluated on a line of constant physics,
which is necessary in the situation when O(a) ambiguities in the improvement
coefficients are not negligible.

That this is indeed the case here can be seen from an additional run at §=5.42.
Decreasing L/a from 16 to 12 at constant T'/a gives ca = —0.0559(21), which
is about 25% larger in magnitude than its value on our line of constant physics.
This can be understood from the fact that the energy levels in the pseudo—scalar
channel increase if the volume is decreased. But in order to safely exclude large
O(a) ambiguities, improvement conditions should only involve states with energy
E < a™!. On this requirement we had to compromise more than we would have
liked to do already in our LCP volume, where the maximum values for Fa are
about 0.7. With larger energies in smaller volume it is only to be expected that
the value of ¢y changes in trying to compensate the larger O(a?) effects.

Although one could have improved the situation, i.e. made Fa smaller, by
going to somewhat larger values of L (and T'), this would have made the numerical
computation much more expensive.

Large O(a?) effects have indeed been found in the Ny = 2, O(a)-improved
theory [85] at 5 =5.2 and these may well be related to the not so small O(a)
ambiguity in cy that we just mentioned.

This can only be investigated further by studying the scaling violations in
quantities such as Frqy after improvement and renormalization. The next step af-
ter successfully implementing non—perturbative improvement for the axial current

3If one would extend () to this value, this would indicate a required lattice volume of 43*.
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is therefore its (also non—perturbative) renormalization, which will be discussed
in the next chapter.

Clearly, the method described here may also be useful to compute cp in the
three flavor case, where cg, is known non—perturbatively with plaquette and
Iwasaki gauge actions [60, 116, 117].



Chapter 8

Axial current renormalization

After the successful non—perturbative improvement of the axial current, we can
now turn to the problem of its normalization. In the quenched case [11], a non—
perturbative renormalization of the isovector axial current was achieved by re-
quiring certain continuum chiral Ward identities to hold at finite lattice spacing.
These relate matrix elements of the axial and vector currents and thus link the
normalization of the two. The local vector current is normalized by enforcing
isospin symmetry, again in the form of an integrated Ward identity.

In fact, the situation is similar to the calculation of cs. Also here the results
(i.e. Za and Zy) are ambiguous due to cutoff effects and in order to obtain
them as smooth functions of g2 we need to evaluate our normalization conditions
on a line of constant physics, keeping all length scales fixed. As discussed in
Section 4.3, the normalization conditions have to be set up at vanishing quark
mass since we want to implement a mass—independent renormalization scheme.

While this is in principle possible in the Schrédinger functional, we have seen
in Chapter 6 that cutoff effects make simulations at small quark masses and
coarse lattice spacings difficult. Although this problem is addressed efficiently
through the use of the PHMC algorithm, it is still desirable to formulate the
normalization conditions such that they have only very little dependence on the
quark mass. This is the point where we improve the method employed in the
quenched case [11] by deriving a normalization condition from the axial Ward
identity including the mass term. This new normalization condition naturally
reduces to the previously used one in the chiral limit, but numerical results can
now be more easily extrapolated in the quark mass.

After deriving the normalization conditions for the isovector currents, the
advantage of using the new condition is demonstrated through its chiral extrap-
olation in a quenched example. Then the results for two dynamical flavors are
presented and summarized in interpolating formulae. We also discuss systematic
errors due to deviations from the line of constant physics and other variations of
the normalization condition.

71
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8.1 Continuum Ward identities

In Section 2.3 we considered Ward identities derived from the flavor chiral sym-
metry of the continuum QCD Lagrangian. Here we will generalize these to matrix
elements, where (part of) the operator insertion has support in the region, where
the field transformations are performed. As a result eqs. (2.27) and (2.28) will
be modified by terms containing the variation of this "internal” operator.

8.1.1 VWI

Again we consider only the case of two degenerate quarks flavors and pick a region
R with a smooth boundary OR. Suppose O;,; and O are polynomials in the
basic fields localized in the interior and exterior of this region, respectively. If we
perform a field transformation with support in R, the variation of the external
operator O vanishes and for the case of an isovector vector transformation it
follows that

(2.24)

<(5V0int)oext> = <5VOintOext> - <(5VS)OintOext>
it - opI0m0).
R

where 0y Oiy = w*(y) 0% Oiy if y denotes the point, where O lives. We now take
w® to be a constant in R. Using Gauss’ law the integrated vector current Ward
identity (VWI) is obtained

<(5wim)oext> S /aRdcru(x) <Vj(m)(9mt(’)ext>. (8.1)

8.1.2 AWI

The same construction is also valid for the axial current variation except that the
mass term in (2.19) cannot be written as a surface integral®

(55000 ) =~ /8 doy(@) (A8(2) OO0 )

+om /R Qe (P(2)0uOu) . (82

The axial Ward identity (AWI, 8.2) will later be used for massless quarks with
O equal to the axial current component A% at some point y € R. for this case
we have

| o) (Ax@aw0m) = ~((534500) O
e (Viy)Oue ) (8.3)

'Due to additive mass renormalization, it is the current quark mass, e.g. (5.22), rather than
the bare quark mass, which appears in the integrated Ward identity.
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8.1.3 Euclidean proof of the Goldstone theorem

As an immediate application of the integrated Ward identities with operator
insertions we will now show that a non-zero chiral condensate (¢1)) leads to
long-ranged current—density correlation functions [34], which in turn implies a
massless propagating particle. This is the basis for the conjectured mechanism
of spontaneous chiral symmetry breaking.

We know from (2.28) that for all z # 0 and zero quark mass the correla-
tion function (9,4 (r)P*(0)) vanishes. From Lorentz invariance one can then
conclude that the integrated version is of the form

X

(AL (2)P(0)) =

= (8.4)

(
The constant k can be fixed by applying (8.2) with a sphere of radius r around
the origin as the region R, m = 0, Oy, = P%(0) and Oey = 1, which gives

/|d0u($)<AZ($)P“(0)> = —(05P*(0)) = —3(¥v) . (8.5)

In the last step the definition (2.14) has been applied to the pseudo—scalar density
(2.20). Since the integrand’s divergence is zero everywhere except at the origin,
in an application of Gauss’s law the entire contribution would come from the
contact term at the origin. However, we can simply plug (8.4) into (8.5) and
solve the trivial integral directly. The result is the surface of the 4-sphere times
k such that

~ 3 = k2n? (8.6)

and we finally arrive at

(AL (2)P(0)) = == (¥) @) (8.7)

472

Thus, if the chiral condensate (1)1)) is non—zero, the correlation function on the
left—hand side of (8.7) has no exponential decay and therefore the energy spectrum
of the theory has no gap. The massless particles propagating in the correlation
function (8.7) are the Goldstone bosons of the broken chiral symmetry.

8.2 Normalization conditions

The normalization conditions for the isovector currents are obtained by deriving
an identity between matrix elements in the continuum from the isovector sym-
metries of the QCD action. The renormalized improved currents on the lattice
are then required to satisfy these identities at finite lattice spacing. This results
in conditions for the renormalization factors Z, and Zy, cf. egs. (4.34, 4.35).
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In a massless renormalization scheme these conditions have to be set up a van-
ishing quark mass. If numerical simulations at the critical point are not possible,
the normalization factors become the result of a chiral extrapolation.

We improve the methods employed for the calculation of Z, in the quenched
theory [11] by including the mass term in the integrated Ward identity (8.2). Of
course, one still has to extrapolate to the chiral limit, but we will show that in
practice the mass dependence of this normalization condition is extremely small.

8.2.1 The vector current

Our starting point is the continuum vector Ward identity (8.1) and we take the
region R to be the entire Euclidean space for times smaller than some positive
xo. As internal operator we use the pseudo—scalar density at time zero and as
external operator the pseudo—scalar density at time T > x,. The surface integral
then becomes a spatial integral over the time component of the vector current.
Applying (2.13) to (2.20) gives

8 P(z) = —ie™ P(x) . (8.8)

In this setup the vector Ward identity becomes
<(53.Pc<o, ) P*(T, v)> - /d3x <V0b(m0,x)Pc(O, u)P(T, v)>
i PY(0, WP (T, v)) = /d3x (P*(T, V)V (0, x) P*(0,0) ).

The physical interpretation of this relation is that the isospin charge [d*xV{(z)
generates an infinitesimal isospin rotation of the state created by P¢, which trans-
forms according to the vector representation of the exact isospin symmetry.

If the open isospin indices on the right-hand side are contracted in a totally
antisymmetric way with €%, the result is

—o(PUTVPIOW) = e /dgx<P“(T,v)V0b(:c0,x)Pc(0,u)>. (8.9)

On the lattice we now construct these matrix elements in the framework of the
Schrodinger functional. We use the boundary field products (5.13) and (5.14) to
create initial and final states that transform according to the vector representa-
tion of the exact isospin symmetry and insert the renormalized improved vector
current (4.35). We demand that the correlation function

Fiwo) = 575 D i€ (O (V) @)O) | (8.10)

X

is equal to
1

(00" (8.11)

fi=
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which corresponds to (8.9) when u and v are summed over all of space. In
the improved theory it defines the renormalized vector current up to an O(a?)
uncertainty

fi(zo) = f1 +O(a?) (8.12)
since both correlation functions approach their (common) continuum limit with
this rate. Note that we do not need to include the renormalization factors for the
(multiplicatively renormalizable) boundary quark fields here because they appear
on both sides and thus cancel. With the obvious definition of fi ()

fy(wo) = 10" (W)g(2)O0%) (8.13)

a
6L <

equation (8.12) then gives

Zy(1 + byamy) fh(zo) 2 i +0(a?) . (8.14)

One can easily evaluate the contribution of the O(a) counterterm appearing in
the definition (4.26) of the improved vector current to the correlation function
Jy(zo). If we introduce the correlation function for the bare unimproved current,

fy(zo) = Z i (O VY (x)0°) | (8.15)

6L6
it follows that

Folwo) = fulwo) &S e 079,18, (2)07)

4.27 -

Y e 09, [b(w)onre(@)0%) . (8.16)
Since og, = %[70, v,] is antisymmetric in its Dirac indices, we have og9 = 0. The
contribution of the improvement term to the correlation function will therefore
contain the expression

> Ol )] (8.17)

which vanishes identically if we impose periodic boundary conditions in the spatial
directions. We can therefore conclude that fi(z¢) = fv(zo) and from equation
(8.14) it follows that

Zv(0)(1 + byamyq) fy(z0) = f1 + O(a®) . (8.18)

By evaluating the correlation functions f; and fyv(zg) through numerical simu-
lation one is thus able to compute the normalization factor Zy (1 + byam,). In
particular, to calculate Zvy it suffices to consider the theory at vanishing quark
mass. Equation (8.18) also implies that fy(zo) is independent of zy up to cut-
off effects. In a numerical evaluation one can therefore increase the statistical
accuracy by averaging over a range of xy values. More details will be given in
Section 8.3.
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Derivation in the operator formalism

The vector current normalization condition can also be derived in the operator
formalism of the Schrodinger functional with boundary states S and S’. The
fact that the charge is conserved implies that the corresponding charge operator,
denoted by Qb, commutes with the transfer matrix T. The correlation function
(8.10) now reads

1 A A .
f\P}(xO) _ @iGabc<Sl‘OIGT(T_xO)QbTxOOC’S>

1 A Ar oA
= — (510" TTQ0"|S) .
e (S0P QO )
Since Qb|S ) = 0 we can replace Qbéc by its commutator and since the boundary
fields are isospin vectors we have [Q°, O¢] = —ie**?O? in the continuum. The phys-
ical interpretation is that the isovector charge generates an infinitesimal isospin

rotation as in (8.8). In an O(a) improved lattice theory this argumentation holds
up to O(a?) and therefore

1 1 Ala A
f\F/{(l’o) = _6L6 6abcebcd<5 |O TTOd|S> + O((IQ)
—95ad

1 0e0m + 0@, (8.19)

3L6

where in the last line we have switched back to the path integral form to recover
the result (8.12).

8.2.2 The axial current

We will start with a derivation of the normalization condition used in [11], where
the quark is set to zero in the beginning. This will later be generalized to m # 0.

Massless case

For vanishing quark mass our starting point is the Ward identity (8.3). Contract-
ing the isospin indices gives

83 - _abc _a

/ do,(x) e“bc<AZ(x)Al;(y)Oext> (83) ; cabeabd <VVd(y)Oext>

R v
26¢d

= 2{Vi(y)Ouxt) - (8.20)

This relation is now transcribed to the O(a) improved lattice theory with R
being the region between the hyper-planes at xo=1y, £t and v=0. With periodic
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boundary conditions in the spatial directions the surface integration in (8.20)
results in the difference between the axial charge at times yo + ¢, i.e.

" 32 e { (Aot +4.%) = (A0 1,5 (Aw)h3)Oux )

X

- 2i<(VR)8(y)Oext> +0(a?). (8.21)

On-shell improvement is effective in (8.21) since the fields in the correlation func-
tions are localized at non-zero distances from each other. Equation (8.21) is
summed over y to obtain the axial charge. In the form of (8.21) the integrated
Ward identity requires three different time-slices, where the axial charge is in-
serted.

Using the conservation of the (renormalized) axial current the two insertions
at yo—t and yp, associated with the lower surface of R, can (simultaneously) be
shifted to yy and yp+t. We thus arrive at

a3 (AR5 (@) (A1) Oext ) = a* 3 i (V)5 (1) Ot ) + Ofa?) . (8:22)

Xy y

where xg = yo+t. Since t was arbitrary, the above equation holds for all insertion
points o and gy such that 0 < yp < g < T.

At this point we have a relation that would allow us to calculate the axial
current renormalization from the vector current renormalization. We can make
things even simpler by choosing the field product Oy such that the correlation
function f&(yo) appears on the right-hand side of equation (8.22). This amounts
to setting

1
Oust = =751 010", (8.23)

since with this definition equation (8.22) becomes
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(l6

— L D et (0 ARy (@) (AR (1) O°) (8:24)

x?y

3
8.22 a - ede | c e
(:) _@E :ZEd <Od(VR)0(y)O >+O(a2)

- = S (0" hn)0") +0lc”)

(8.10)
=" N +0(). (8.25)
The normalization condition for the vector current (8.12) allows us to replace
T3} (yo) by fi. If we define the unrenormalized version of the correlator (8.24) as

qb

I P R —
faa(zo, o) = 66

eeete (O A () (AN W)O* ) | (8.26)

x7y

one can conclude from (8.25) that

ZX Fan(Wo+t,90) = f1 + O(a®) (8.27)

for all times ¢ > 0 such that 0 < yy and yo+¢ < T. Asin (8.12) the normalization
of the boundary quark fields cancel. The axial current normalization constant
Za can thus be determined by computing the two correlation functions f; and
fia(yo+t,v0) at vanishing quark mass.

Numerical simulations (see Section 8.3.1) show that the above relation has
a very pronounced mass dependence. Since the quark mass was neglected from
the very beginning in its derivation, this should not come as a surprise. In the
following we will derive a normalization condition from the full PCAC relation.

Non-vanishing PCAC mass

Since we use a mass—independent renormalization scheme the normalization con-
dition for the axial current can not be set up at finite quark mass. Instead our
goal is to derive a normalization condition, which has a smaller mass dependence
than (8.27), such that in practice the chiral extrapolation is easier. To this end we
now use the axial Ward identity (8.2) with the same operator Oy, = A% (y), where
again the point y is somewhere in the interior of R. After anti-symmetrically
contracting the isospin indices the result for an arbitrary mass m reads

| douta) e 43() L) 0w

—2m /R dz G“bC<Pa(iB)A’i(y)Oext> = 2i<Vf (y)oext>- (8.28)

Already here we note that the volume integral contains a contact—term, i.e. a
contribution from the composite operator €%¢P%(x)A%(y) as x approaches the
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(fixed) y. The operator product expansion implies that the leading contribution
in the x — y limit comes from V,¢(z). From power counting it then follows that
the composite operator cannot diverge faster than |z—y|™3, such that we receive
a finite contribution under the four-dimensional integral over R.

We choose the same region R and set v =0 as in the massless case. Together
with an additional spatial integration over y the result is

[y e [(Agtuntt. ) 40,10 ) = (A5t 3048 00 7)Os)|

—9m d3 d3 yOHd abc<Pa Ab
y X To € (.ﬁ(}'o, X) O(y()? y)Oext
Yyo—t
— 9 / &y <V;f(y0, y)Oext> . (8.29)

In the massless case the two contributions from the surface integration were the
same due to current conservation and the anti-symmetric isospin structure. Here
we have to use the partial conservation of the axial current to transform the
second term of the surface integral. This will cancel the lower part (yo—t to yo)
of the volume integral. The detailed calculation is given in Appendix C and the

result is
Z/d3y <‘/Oc(y07Y)Oext> =
/ d’y / d’x 6“’” AS(yo +1,%) Af (o, y)Oext>

Yo+t
—2m/d3 /d3 / dzg e“bc Pa(xo, )Ag(yo,y)(’)ext> . (8.30)

As before a normalization condition for the axial current on the lattice is obtained
by demanding that eq. (8.30) in terms of the renormalized currents holds at
non—zero lattice spacing. Inserting the same external operator (8.23) as before
will again allow us to replace the matrix—element of the vector current with the
correlation function f;. As a result of the contact term O(a) improvement fails
in the correlator multiplying the mass term. On the lattice we therefore expect
corrections of order am at finite mass in addition to the overall O(a?) uncertainty
and thus have

6
a /
A eabe Cde<0d(AR) (Yo+1,%)(Ar)o (0, y)O >
X,y
2ma7 ot abc _cde 1d pa €
2 wlwo) Y et 0" Py(a) (An)h ()07 )
To=Y0 X,y

= f1 +0O(a*) + O(am) . (8.31)
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The weight factor w(z) is needed to implement the trapezoidal rule in the dis-
cretization of the time integral in (8.30), i.e. that the boundary terms xg = yo
and yo + t should only contribute with the weight 1/2. It is given by

(8.32)

U)(Z' ) _ 1/27 Zo € {y07y0+t}
’ 1, otherwise .

If we set m = 0 in (8.31) we immediately recover the normalization condition
used in [11], i.e. (8.25). With the definitions (8.26) and (4.34) the normalization
condition can be written as

Zx(1+baamg)® faa (Yo +t, yo)
7 Yo+t

3 w(z)y eabcecde<o'dp§<x>(AR)g<y)oe> — f1 +0(a?) + O(am) .

T0=Yo XYy

2mpra
6L6

+

Since there is no improvement term for the pseudo-scalar density we now define
the new correlation function

7 Yo+t
r a / a e
Foalyott.30) = === > w(ag) Y e e (0P @) (AN ()O°) . (8.33)
Z0=Y0 Xy

From the PCAC relation we conclude that the product m P renormalizes with the
same factor as A,. Thus, the final form for the normalization condition derived
from the Ward identity with mass term is given by

Z/Zx(l+bAamq)2(f/IxA(3/o+t, Yo) — 2m foa (Yo+t, yo)) =
f1 +0O(am) + O(a?) . (8.34)

8.3 Numerical computation

Before going into the details of the simulations, we need to specify our choice
of kinematic parameters in the numerical evaluation of the conditions (8.18) and
(8.34).

The spatial boundary conditions are strictly periodic (6, = 0) and to ac-
commodate the two insertion points in (8.34) in a symmetric way, we choose a
T = 9/4L geometry. The background field (Cy and C}) is set to zero and the
improvement coefficients have the values specified in Sections 4.2 and 5.1. The
axial current improvement coefficient ¢, is given by (7.26).

As first discussed in [11] and further detailed in [102], we need to evaluate the
normalization conditions on a line of constant physics, keeping all length scales
fixed. This ensures that the O(a?) ambiguities in the normalization factors vanish
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smoothly when the perturbative regime is approached. In addition, the normal-
ization conditions have to be set up at zero quark mass since we are implementing
a mass—independent renormalization scheme as detailed in Section 4.3.

To keep the volume constant, we again employ the approximate scale setting
given by t(3), cf. eq. (7.2). We point out that in the present case a deviation
from the line of constant physics can change the result by O(a?) only, whereas
in the computation of ¢, such deviations would show up at O(a). In addition to
three lattice resolutions matched in this way, we simulated at three larger values
of f and fixed L/a = 8, which results in very small volumes. This was done
in order to verify that our non—perturbative estimate smoothly connects to the
perturbative predictions, eqs. (4.36) and (4.37).

Our "reference” volume is an 8 x 18 lattice at 8 = 5.2, which corresponds to
the coarsest lattice spacing. At all other lattice spacings the systematic error in
Za and Zy due to a mismatch in the volume is estimated by varying the lattice
resolution L/a. To check for smoothness of Z,(g2) additional simulations were
performed in an unmatched 8 x 18 volume at 8 = 5.29 without an estimate of
the systematic error.

These last simulations as well as all but the heaviest run at § = 5.2 were
done with the PHMC algorithm. All others employ the HMC with two pseudo—
fermions as discussed in Section 6.1. For all runs it could be verified that the
problems described in Sections 6.5 and 6.6 are absent.

For reference we collect again the precise non—perturbative definitions of Zy
and Z,. In the simulations both the PCAC mass and the estimate for Zy are
averaged over a few time-slices in the middle of the lattice. No such time average
is performed for the correlation functions f}, and fL,.

o 1 S1
Zalon) = Jim, \/ Fon 2T/3.T/3) — 2m oy (2T/5.T)3) (5:39)
1 &
Zy(g5) = ggﬂ)ﬁt > W;o) a (8.36)

m:i i50[fA(x0)+gA(T—x0)}—|—acA80(9§[fp(xo)—irgp(T—xo)] (837

Ny = 2 [fP(UUO)JFQP(T—ﬂ?O)}

2

=22 t, =2 N, =3 forT .
where ! I ? o ' or - even (8.38)
t = 57, t2:7+, Ny =4 for T odd.

8.3.1 Implementation notes and quenched example

The starting point in the implementation of the correlation functions for the axial
normalization condition were the APEmille TAO codes of the ALPHA collabo-
ration. These already include the correlation functions fa, fp, ga and gp.
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Figure 8.1: Mass dependence of the old and new normalization conditions for

the axial current evaluated in the quenched approximation. The parameters are
B3 = 8.0, volume = 8 x18 and « € [0.1325,0.133168).

The correlation functions fy, fi, and fb, have been implemented in the
quenched code (which uses SSOR preconditioning [118]) as well as the even—odd
preconditioned HMC and PHMC codes. An additional version (derived from the
quenched one) exists, which measures the correlation functions on a saved gauge
configuration. A detailed discussion of all correlation functions and in particular
of fi, and fL, and their Wick contractions is given in Appendix B.1.

The code for fi, as well as the analysis program have been checked against
those used in [11]. Agreement was found both statistically (i.e. at a given set of
bare parameters) as well as on a given gauge configuration.

As a first test of the new axial current normalization condition, we consider
sets of quenched 83x 18 gauge configurations at 3 = 8.0 and various values of the
hopping parameter x. The lattice spacing and hence the volume are extremely
small? such that the fluctuations of the gauge field are strongly suppressed and
one can (in the Schrodinger functional) easily simulate at the critical point.

The results are shown in Fig. 8.1, where one can see that the lightest mass
(with k = 0.133168) is exactly at the critical point. We show the estimate for
Za defined in (8.35) as well as the one from the old condition [11], where the
term mfh, is neglected. As expected from the argumentation in the previous
section, the new condition has a significantly smaller mass dependence. At these

2In the quenched approximation 8 = 6.0 implies a ~ 0.1 fm and hence corresponds to 3 = 5.2
in the two-flavor case.
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parameter values using the new condition reduces the linear coefficient of a fit
in am from —14.9(8) to 0.7(2), which is consistent with our O(am) expectation.
With a value of 0.97(2) the slope in the estimate of Zy from (8.36), which is not
shown in the plot, is similar to that of Z, with the new condition.

Due to the large slope, an extrapolation of results from the old normalization
condition of the axial current should take into account the error in the quark mass
as well as the correlation between am and the Z, estimate. In contrast, with the
small slope from the new condition the extra— or interpolation is essentially flat
and uncertainties in the location of the critical point do not propagate to the
determination of Z4.

Note that in the shown quark mass range the old normalization condition al-
ready shows non-linear effects in am. Since a is extremely small here, the physical
quark mass is already quite large and such a behavior is thus not unexpected.

8.3.2 Results for the normalization factors

The results of all simulations are collected in Appendix D, while in Table 8.1 we
show only the results of the chiral extrapolations (8.35) and (8.36).

In most cases at least one simulation is very close to the critical point and in
some cases we actually perform an interpolation in am. As can be seen from the
table, this results in a very precise estimate of the critical hopping parameter x..
The latter is obtained by extrapolating the PCAC mass am linearly in 1/k.

16} L/a T/a Ke Za A

5.200 8 18 0.135856(18) 0.7141(123) 0.7397(12)

5500 | 12 27 0.136733(8)  0.7882(35)(39) 0.7645(22)(

5715 16 36 0.136688(11) 0.8037(38)(7)  0.7801(15)(

5.290 18 0.136310(22) 0.7532(79) 0.7501(13)
( (16) (

( (25) (13)

( (11) (

18)
27)

7.200 18 0.134220(21) 0.8702(16)(7)  0.8563(5)(45)
8.400 18 0.132584(7)  0.8991(25)(7)  0.8838(13)(45)
9.600 18 0.131405(3)

co Co 0o | Co

11)(7)  0.9038(3)(45)

Table 8.1: Results of the chiral extrapolations to extract Za (8.35) and Zy (8.36).

As already mentioned the volumes of the simulations at § = 5.2, 5.5 and
5.715 are matched in the same way as for the ¢, simulations, cf. eq. (7.2), while
for 3 > 7.2 the volumes are much smaller.> The second set of errors for Z, IV
represent an estimate of the systematic uncertainties due a mismatch in the lattice

3The (compared to Chapter 7) different 3, such that #(3) = 0.5 is due to the use of a version
of eq. (7.2), which differs by O(gg) terms.
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spacing/volume. They will be discussed in Section 8.3.3. An exception are the
simulations at # = 5.2, which is the reference volume and 3 = 5.29, which was
performed only to qualitatively confirm the observed rapid change of Za(g?) in
this region of the coupling.

Fig. 8.2 shows the critical mass am. = (2k.)"! — 4 as determined in the
simulations and compares it to the (continuum) perturbative prediction. The
non-monotonic behavior of the additive mass renormalization at g3 > 1 is similar
to the one found in the quenched case (see e.g. [11]) and is clearly a non—
perturbative phenomenon. In contrast, for the largest values of 3 simulated, the
numerical results are already close to the the two-loop formula (4.12).

The chiral extrapolation of our estimate for Z, at the coarsest lattice spacing,
f = 5.2, is plotted in Fig. 8.3. Apart from the significantly larger errors the
situation is very similar to the quenched one from Fig. 8.1, showing that also
in the dynamical case the new normalization condition has only a very small
mass dependence. As a result, the errors on am and the correlation of am with
the estimate for Z, are irrelevant for the extrapolation. Note however, that the
mass range in lattice units is the same in both plots, which implies that (ignoring
renormalization factors of order one) the physical masses in the dynamical case
are much smaller since a is much larger. As a result, also for the old normalization
condition all mass effects now show a linear behavior.

The slopes of the two estimate as functions of am are also very similar to the
quenched case. Due to the large statistical errors the slope for the new condition
is consistent with zero (0.4 with an error of 1.2) and for the old condition we
obtain -14(1). Again, the slope of the estimate for Zy (0.64(9), not shown) is
comparable to that from the new condition for Z,. In the quenched case [11] the
slope (in amy) of f1/(Zv fv) could be used to determine the O(am,) improvement
coefficient by, cf. eq. (8.18). This was possible because for Ny = 0 the bare
and modified gauge couplings coincide (b, = 0). This is no longer true in the
dynamical case [63, 71] and hence the slope one finds is not entirely due to by.

In order to keep the discussion transparent, we will now restrict ourselves to
the new normalization condition. The final results for Z, and Zy are shown in
Fig. 8.4 as a function of g3. The errors plotted there are obtained by linearly sum-
ming the statistical and systematic errors. Also shown are the 1-loop estimates
(4.36) and (4.37).

One can see that our results for both Z, and Zy lie on smooth curves and
we can therefore (as for cs) describe the non—perturbative data in form of a
rational function of g2 (Pade fit). In this fit the difference of the linear terms of
numerator and denominator is constrained to the 1-loop value, which ensures a
smooth matching with perturbation theory as g2 approaches zero.

The fit is performed with the sum of the errors from Table 8.1 and the data

points at § = 5.29 are excluded since no estimate of the systematics is available
in this case. With the perturbative input (4.36) and (4.37) we thus arrive at the
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Figure 8.2: The critical mass am, (errors are much smaller than the symbols) as
a function of the bare gauge coupling g3. For g < 0.8 the non—perturbative data
start to approach the two-loop prediction (4.12) from [55].
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Figure 8.4: The normalization factors Zx and Zy as a function of g2, together
with the 1-loop results (dashed line) and the Pade interpolating formulae (solid
line). The data points at 3 = 5.29 (lighter color) are excluded from the fit.

interpolating formulae

1 —0.918 g2 + 0.062 g& + 0.020 g8

Za(g?) = 8.39
1 —0.6715¢2 4+ 0.0388 g4

Zv(g?) = 0 0 8.40

vi%) 1— 05421 g2 (8.40)

The low value of Zn at 8 = 5.2 requires that the Z, data are fitted with a
polynomial of third degree in the numerator, while the Zy data can be well
described including only quadratic terms in g2 in the numerator. For Zy we
find agreement at the 1% level with the results from [119], where isospin charge
conservation is imposed for nucleon matrix elements of the local vector current
in large volume.

The maximal absolute deviations of the fit from the simulation data are 0.0056
(corresponding to 0.7 ¢ or 0.7%) for Zx at f = 5.5 and 0.004 (0.9 o or 0.5%) for Zy
at 0 = 5.715. Considering that all the data in one fit are statistically independent
since they come from different simulations, these fluctuations are rather small.
For future application we propose to either use the data from Table 8.1 directly
or the interpolating formulae (8.39) and (8.40). To Zy we ascribe an absolute
error of 0.005 and for Z, the absolute error decreases from 0.01 at 7 = 5.2 to
0.005 at B = 5.7.

We note that for a lattice spacing of roughly 0.1 fm, corresponding to 5 = 5.2,
our non—perturbative estimate of Z, is almost 20% smaller than the 1-loop value,
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while in the quenched case [11] this difference was only 10% at the same lattice
spacing.?

8.3.3 Systematic uncertainties

Close to the continuum the dependence of the normalization factors on the lattice
size is expected to be of order (a/L)* [11] in the improved theory. This implies
that effects in Z5 and Zy due to deviations from the line of constant physics, i.e.
the constant physical volume condition, should be strongly suppressed.

To check for these effects, at 3 = 5.5 and 5.715 the simulations closest to the
critical point were repeated on smaller lattices (L/a = 8 instead of 12 at § = 5.5
and L/a = 12 instead of 16 at § = 5.715). From our approximate matching (see
Chapter 7) we estimate the uncertainty in L (measured in units of L at 3=5.2)
to increase up to at most 10% in the range 5.2 < 8 < 5.715. We assume that
the uncertainty in L grows linearly in § and therefore assign a 6% error to L at
G =5.5 and 10% at = 5.715. Together with the difference in the estimates of
Za and Zy this gives the systematic errors quoted in Table 8.1 through a linear
propagation of the error.

Our simulations confirm the expectation of small volume dependence. The
largest difference is seen at 8 = 5.5 (L/a = 12 vs. 8), where it is 0.022(7)
corresponding to a 3% effect in Z, for a 33% change in L.

For the runs with § > 7.2 the matched L/a would be extremely large. On the
other hand the volume dependence of the normalization factors should become
smaller as we are approaching the perturbative regime. In practice the simula-
tions are thus performed at L/a = 8 and the systematic error is estimated from
additional runs at the coarsest of these lattice spacings, i.e. at § = 7.2, by taking
the difference of Z, and Zy between L/a = 8 and 16. While for the Z, esti-
mate the volume dependence is hardly visible, in the case of Zy the large volume
(L/a = 16) results in a (statistically) significantly lower value. This is the reason
for the larger systematic error of Zy for g > 7.2.

As already mentioned, the simulations at 3 = 5.29 (again with a 8% x 18 lattice)
were done to check that the large difference in Z, when going from 3 = 5.2 to 5.5
is bridged smoothly. At this value of 3 the matched volume would be L/a = 9,
which is not accessible with our machine (APE geometry restrictions) and code
(even—odd preconditioning). Although the results were excluded from the fits
for this reason, also the g = 5.29 data are well reproduced by the interpolating
formulae (see Fig. 8.4), which implies that possible systematic effects are not
visible at the given statistical precision.

4Although in [11] Z£°" (see next section) was considered, this comparison is still meaningful
since the difference from our definition of Z5 was found to be negligible already for a ~ 0.1 fm.
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Figure 8.5: Quark diagrams for f}x A With non-vanishing isospin factors. The gray
diamonds indicate the insertions at times yo and xg.

8.3.4 Comparison with alternative normalization
conditions

In this section we consider two variants of the definition of Z, (8.35) and study
the difference in the results for Z4(g2). This provides us with an estimate for the
magnitude of the cutoff effects to be expected at the considered lattice spacings.

The Wick contractions of fi, (o, yo) are derived in Appendix B.1 with the
result that for the chosen isospin assignment only the quark diagrams shown
in Fig. 8.5 contribute. = Diagrams related by an exchange yy < x¢ have the
same isospin factors with opposite signs. This follows directly from (8.26), where
such an exchange corresponds to €€« "%, Among the quark diagrams are the
two disconnected diagrams b) and c), where no quark propagator connects the
boundaries.

Following [120], we now argue that in the massless continuum limit the con-
tribution of the disconnected diagrams vanishes. Thus we consider diagram b)
without improvement, i.e. the current insertions are just axial charges.

In this diagram, termed [gf]aa(z0,y0) in Appendix B.2, the spatial insertion
points x and y are integrated over such that it is a function of zy and y, only.
In fact, since we are in the chiral limit, the axial charge is conserved and hence
the diagram is independent of the insertion points in the two regions xg < yo and
xg > yo. If the two insertion meet, contact terms may arise, which we need to
treat separately.

To this end we restrict the spatial integration to |x —y| > € and let the
insertion times approach one another from either region. No contact terms can
appear due to the finite spatial separation. If the integrand has a divergence
weaker than |x — y|™, the contribution to the spatial integral from the region
|x — y| < e vanishes as we make it smaller and smaller. In this case we can take
the limit ¢ — 0 and conclude that the order of xy and y, does not play any role.
This would imply [gf]aa (%o, ¥0) = [9f]aa (Yo, To), i.e. the diagrams b) and ¢) have
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the same value. Since their isospin factors have opposite signs, their contribution
to faa cancels.

This argumentation shows that in the massless continuum theory the dis-
connected quark diagrams b) and c¢) do not contribute if the composite field
Ao(2)Ap(y) has a divergence weaker than |[x—y|™3. To decide this we consider
the matrix elements of two axial charges between pseudo—scalar states and assign
the flavor quantum numbers such that diagram b) is the only Wick contraction.
Using four valence quark species u, d, s and ¢ this amounts to

<7Tud| (AO)du(x)<A0)cs(y>|7rsc> . (841)

It is now immediately clear that such a flavor assignment excludes a single
quark bilinear as the leading contribution in the operator product expansion of
Ao(z)Ap(y). Hence the latter has (if any) a divergence weaker than |x — y|™ in
the limit |x — y| — € and the contribution from the excluded integration region
vanishes.

Since the correlation functions approach their continuum value with a rate
proportional to a?, we can conclude that on the lattice the contribution from the
disconnected diagrams is a cutoff effect of this order.

If, in contrast, we would consider the diagrams a) and d), which also differ
by a sign, they are still independent of the insertion times in the regions zy < o
and xy > yog. However, in the above argumentation the flavor structure would be

(Tud| (A0)as(2)(Ao)sc(¥)]Teu) (8.42)

and hence the operator product could mix with e.g. (V5)g4. or the scalar density.
This, by dimensional analysis, produces a factor |x — y|™ in the integrand at
leading order of the OPE and thus, after integrating, a logarithmically divergent
contact term. Therefore, no statement about the contribution of the connected
diagrams can be made from this argument.

In more physical terms this can be understood directly from the quark dia-
grams. Even if the insertion points coincide when we move them around (on a
fixed gauge background), in b) there is no propagator connecting them and the
axial charges thus don’t "see” each other. Doing this with diagram d) changes
the propagator Exy S(z;y) and in particular it gives a contact term at zero
separation.

As is shown in Fig. 8.6, we can numerically confirm that the contribution of
the disconnected diagrams to fi, vanishes in the continuum limit. According to
Appendix B.2 the contribution is

faa discommected [9f]aa(z0, yo) — [9f]aa(vo, Zo)
+aCA5§{ — [9f]pa(zo, y0) — [gf]AP(yo,l"o)}

+acs O {[9f]AP<5UOa Yo) + [9.f]pa (Yo, 950)}
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Figure 8.6: Data from the simulations at 8 = 5.2, 5.5 and 5.715 extrapolated
to the chiral limit. As expected the contributions from the disconnected diagrams
vanishes in the continuum limit with a rate that is faster than linear in a.

+a*c4 08 DY {[gf]PP(yo, zo) — [gf]pp (0, yo)} , (8.43)

where we have yp = T7/3 and 2o = 27/3. In Fig. 8.6 we plot data from the
matched simulations and neglect any systematic effects from volume mismatch.
One can clearly see that the above term approaches zero faster than linear in the
lattice spacing and is in fact compatible with an a® effect.

The correlation function multiplying the mass term, fII)A, only influences the
slope of the chiral extrapolation but not the result for Z, in the chiral limit.
We are therefore free to also drop the disconnected diagrams for this correlator.
An estimate of Z, using (8.35), where only the connected part of the correlation
functions enter, should therefore agree with the original definition up to O(a?).
We will denote this by Z{°".

In the quenched case [11] Z, was also determined from the connected quark
diagrams only. The authors approach the above conclusion from a different point.
Their argument exploits the freedom to choose different external operators in the
Ward identity (8.22). Instead of (8.23), one could use

Ot = @(9’1( 7:;0; +@IC’1( 7);iK; (8.44)

where O = a° ZC )75E' (V) =a° 25 )56 (V) (8.45)

i=a Zf )56 (v i=a Zg )1sE(v) . (8.46)

Here i and j are flavor indices and & denotes the boundary field for a third quark
species, which is taken to be an isospin singlet. Therefore no Wick contraction
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Figure 8.7: Changing the definition of Za at O(a?) has significant effect on the

result for bare gauge couplings g2 > 1.1.

exists that connects it to the axial current with the result that no disconnected
diagrams can appear. Since the external operator in the Ward identity is arbi-
trary, the resulting Za agrees with the original one up to cutoff effects and one
thus again reaches the same conclusion. Note that the first argument takes place
at the level of quark diagrams and is thus valid for any number of valence and
sea quarks, whereas the external operator (8.44) explicitly assumes the existence
of three valence quarks flavors.

If the improved axial current is inserted into the correlator fi,, we obtain
expressions proportional to ¢ as in the last line of (8.43). Since we implement
improvement only to O(a), we could have decided to drop these as just another
source of O(a?) ambiguities. Thus, keeping only improvement terms linear in ca
provides us with another estimate of the axial current normalization constant,
which we denote by Z .5

We can now repeat the whole analysis — chiral limit at each value of § and
estimate of volume dependence — to extract Za(g3) from the estimates Z§" and
Zim The result of this exercise is shown in Fig. 8.7, where it is compared to the
interpolating formula (8.39) for the original estimate. We note that for § > 5.7
(g2 < 1.1) the central values agree with the interpolating formula (8.39). The
increased errors for Z°" at 3 > 7.2 are due to the rather large dependence on
L/a we found at § = 7.2 (see Appendix D).

5 One might be tempted to also consider Z Acon’lin, but in practice the contribution of the ci

term to the connected part is negligible and hence Z gon’“n ~ Zon,
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However, much more noticeable are the O(a?) effects in the range of g2 ~ 1.1
and above, corresponding to # < 5.4. The agreement with the original determi-
nation in form of the Pade fit is rapidly lost and at § = 5.2 we see a (statistically
significant) deviation of 15% (for Z5").

This might be surprising, given that in Fig. 8.6 the 8 = 5.2 estimate of the
disconnected part is only two standard deviations from zero. It is, however, of
similar magnitude as the connected part and the small error in the resulting Z
is due to the correlation of numerator and denominator in (8.35).

From the above observations and Fig. 8.7 it is clear that it is essentially the
last term in (8.43), which is responsible for the monotonic behavior in our original
estimate. The large contribution of this term is in turn related to the fact that in
the volumes and time extensions we consider here, the fp correlator still shows
a strong exponential decay even at the critical point. This means that it receives
large contributions from excited states in the pseudo—scalar channel [114] and
therefore its effective mass large.

These deviations and even the apparent non—monotonic behavior one obtains
from Z " and Z ;™ do not signify any theoretical problems. It is, however, another
sign that even after a successful implementation of the improvement programme
the lattice artifacts in the two—flavor theory can be large for § < 5.4 and a
continuum extrapolation remains necessary to make reliable physical predictions.
In particular, care should be taken that such extrapolations are not dominated
by the data from simulations with 3 = 5.3 or lower.

In the quenched case the O(a?) effects from the disconnected diagrams are
significantly smaller at a lattice spacing @ ~ 0.1fm. In fact, at a statistical
precision of the order of 1% these effects are not visible at all.

8.4 Summary

We have formulated an integrated Ward identity, derived from the isovector chiral
symmetry of the continuum action, as a normalization condition for the axial
current on the lattice. Through the use of the massive Ward identity we were
able to improve the method from [11] with respect to its mass dependence.

The normalization condition was implemented in terms of correlation func-
tions in the Schrodinger functional framework and evaluated on a line of constant
physics in order to achieve a smooth disappearance of the O(a?) uncertainties.
Through additional simulations at very small lattice spacings and volumes we
verified that our non—perturbative definition approaches the perturbative predic-
tion at small bare gauge coupling. Simulations were done at or near the critical
point and owing to the new normalization condition, which keeps track of the
mass term in the PCAC relation, any chiral extrapolations were extremely flat.
Systematic effects due to deviations from the constant volume condition are also
estimated and turn out to be small. The results are well described by an inter-
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polating formula Z4(g2) in the range of bare couplings considered.

Enforcing isospin symmetry with the same programme, we obtain at the same
time a non—perturbative determination of the normalization constant Zy(g2) of
the local vector current.

We found large O(a?) uncertainties in Z, at 8 < 5.4 by varying the definition
of Za, which indicate that despite improvement the cutoff effects in this range
of lattice spacings can be large. Together with the algorithmic issues discussed
in Chapter 6 these findings corroborate the worries expressed in [85] about the
status of simulations with improved dynamical Wilson fermions at the currently
accessible lattice spacings. This merely emphasizes that cutoff effects in physical
quantities can be controlled only if a continuum extrapolation with several lattice
resolutions is performed.

Finally, the method employed here can also be used to obtain Z, with other
actions formulated in the Schrodinger functional. This includes in particular the
O(a) improved three flavor theory with either Iwasaki or plaquette gauge action
[60, 116, 117].



Chapter 9

Conclusions

The main result of this work is the non—perturbative determination of the axial
current improvement and normalization constants for the lattice theory with two
flavors of dynamical Wilson fermions.

With this regularization we have thus shown that normalization conditions can
be imposed at the non—perturbative level such that isovector chiral symmetries
are realized in the continuum limit. Since we work with an improved theory,
chiral Ward-Takahashi identities are then satisfied up to O(a?) at finite lattice
spacing.

In the course of the implementation of this programme algorithmic difficulties
were encountered in the numerical simulations. A more detailed investigation
revealed that those are related to features of the infrared spectrum of the Wilson—
Dirac operator. More precisely, it was found that at a given lattice spacing the
inclusion of the fermion determinant enhances the probability of finding very
small eigenvalues, which is contrary to the usual intuition. This effect disappears
rapidly as the lattice spacing is decreased and is thus interpreted as a lattice
artifact.

This spectral distortion is responsible for problems in the molecular dynamics
evolution of the hybrid Monte Carlo algorithm as well as in the efficient sampling
of observables sensitive to small eigenvalues. One of the important results is that
in this situation it can be advantageous to deviate from importance sampling. In
practice we found the polynomial hybrid Monte Carlo algorithm with reweighting
to be an efficient tool in the parameter range we considered.

The non—perturbative determination of c¢g,, the improvement coefficient of
the Wilson fermion action, has been known for some time already [59]. However,
for a complete removal of the O(a) lattice artifacts also the composite fields
need to be improved. We have completed this programme for the axial current,
accomplishing a necessary step on the way to a non—perturbative normalization
of the latter.

The non—perturbative determination of the axial current improvement con-
stant ¢y was implemented in the Schrodinger functional framework using spatial
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wave functions in the composite boundary fields. In this way we could obtain a
large sensitivity by explicitly projecting to the ground and first excited state in
the pseudo—scalar channel and requiring the current quark mass derived from the
PCAC relation to be the same in both cases. With this method the contribution
of excited states is well controlled and we were thus able to ensure that the un-
avoidable O(a) ambiguities in cx remain small. To achieve a smooth disappearing
of the latter in the perturbative limit we evaluated the improvement condition on
a line of constant physics. Lacking a non—perturbative estimate of the evolution
of the lattice spacing with the bare gauge coupling, we used (in a small range of
bare gauge couplings) an estimate based on the three-loop lattice f—function for
improved Wilson fermions.

In the next step we implemented the non—perturbative renormalization of
the improved axial current. Similarly to the determination of the improvement
coefficient this is also achieved by enforcing a continuum Ward identity at finite
lattice spacing. We improved the method used in the quenched case [11] to obtain
a normalization condition whose dependence on the quark mass is only a cutoff
effect, thus alleviating the need for a chiral extrapolation.

Similar to ca, beyond perturbation theory Zx(g3) is affected by an intrinsic
O(a?) ambiguity, which vanishes smoothly in the continuum limit if the normal-
ization condition is evaluated on a line of constant physics. However, in the case
of Zx we need to evaluate this condition at zero quark mass at each lattice spac-
ing and Z, is thus the result of an extra— or interpolation in the quark mass. To
match the volumes we use the same estimate of da/dg3 as in the determination
of ¢y and with additional simulations at large § we verify that our definition of
Z » smoothly matches with perturbation theory. With little additional effort we
also extracted the local vector current normalization factor Zy(g3) from the same
simulation data by enforcing isospin symmetry at finite lattice spacing.

The dependence of a non—perturbative definition of Z, on the lattice size is
expected to be of order (a/L)?* close to the continuum. In our estimate of the
systematic effects in Z5 due to deviations from the constant physics condition, we
indeed observed only very little volume dependence. However, at lattice spacings
a 2 0.07 fm large ambiguities in Z, were found by changing the normalization
condition at O(a?). Together with the cutoff effects in the spectrum (Chapter 6)
these findings add to the evidence collected in [85] that the lattice artifacts with
dynamical improved Wilson fermions at the current lattice spacings are much
larger than initially expected from quenched experience. One might even suspect
the proximity of a phase transition in bare parameter space in analogy to [84].
Such an extreme example of a lattice artifact would surely invalidate the Symanzik
expansion (3.17).

Setting these worries aside, the results for ¢y, and Z, can now readily be
applied. The most immediate application would be to O(a) improve and renor-
malize the bare pseudo—scalar decay constants computed in [97, 98, 115]. As
already mentioned in Section 7.2, using the non-perturbative cy lowers the result
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from [115] by 10% at § = 5.2. With a 20% decrease compared to the 1-loop
estimate (again at 3 = 5.2) the non—perturbative Z, will also have a large effect
when used to renormalize existing data.

The methods developed and implemented here can easily be applied to other
actions formulated in the Schrodinger functional framework. This includes im-
proved gauge actions [28] as well as theories with more than two dynamical quark
flavors [60, 116, 117].

Within the research programme of the ALPHA collaboration, the results ob-
tained here are an essential step in the computation of the pseudo—scalar meson
decay constant Fpg needed to reliably convert the A parameter from [2] into phys-
ical units. In the short term, together with data from [14] Z4(g2) will be used in
a fully non—perturbative calculation of the strange quark mass [15] following the
strategy of [13, 72].
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Appendix A

Improved action for the
Schrodinger functional

The O(a) improved action of the QCD Schrédinger functional [63] is given by (the
functional dependence on U, 1) and v is suppressed)

Simpr = Sg + Sf + (SSU + (SSﬁb . (Al)

The improvement of the gauge action (3.4) is implemented through
QZ p)Tr {1-U,} , (A.2)

where the weight for the oriented plaquette p is given by

1, for p in the interior of the SF
w(p) = ¢, for p touching the o = 0 or T boundaries (A.3)

%CS, for p in the boundary.

A sufficient condition for the ¢ term not to contribute are Abelian and spatially homo-
geneous boundary fields Cy, and C}. This condition is not only fulfilled for vanishing
background field (the setup employed here), but for all boundary gauge fields so far
considered in the SF [2, 59].

The fermionic action is given by (4.4) in the interior of the SF cylinder and the
boundary improvement terms (5.9) and (5.10) are transcribed on the lattice as

0Spp = 42 x) + O0L(x)] + (@&—1)[0:(x) = O)(x)], (A4)

with the boundary and near—boundary operators

Oux) = P uVip(x) . (A.5)
Ol(x) = )WV (x), (A.6)
Ox) = {U@)PVii(e) + @) VsP-v(@)} (A7)
Ojx) = {b(@)P-Vorh(a) + b(@)oPrb(a)} (A.8)
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While @t and (7)\2 couple to the dynamical variables close to the boundaries, (53 and (5;
depend on the fermionic boundary fields p, p, p’ and p’ only. Since they are set to zero,
a knowledge of ¢ is not necessary.

The entire fermionic part of (A.1) is expressed in (0D summarizes the volume and
boundary improvement)

Stimpr = »_%(@)[D + 6D + molv(z) , (A.9)

and for a given gauge field configuration U,(x) the quark propagator S(x;y) is thus
defined as [61]
(D +6D +mo)S(z;y) =a 40y, 0<z9< T, (A.10)

and the boundary conditions

PLS(x;y) = P_S(z;y) =0, (A.11)
zo=0 zo=T
where color and spin indices have been suppressed. The basic two-point correlations
are obtained [61] by differentiating the generating functional with respect to the source
fields. The result can be expressed in terms of the quark propagator S(z;y).

[b(@)bW)]p = S(z:y) (A12)
[b(@)X)]p = @S(z;a,y)Un(0,y) " Py (A.13)
[W(@)C'(y)]p = @S(e;T—a,y)Uo(T—a,y)P- (A.14)
(b)) = &P-Uo(0,x)S(a,x;y) (A.15)
(@YW = &Prlo(T—a,x)"'S(T—a,x;y) (A.16)
)W) = &P-Us(0,x)S(a,x;T—a,y)Uo(T—a,y)P- (A.17)
()] = EPUo(T—a,x)"'S(T—a,%;a,y)Uo(0,y) " Py (A.18)

The correlators [(E]F and [C’ f’]F are not needed since the isospin factor for such a
Wick contraction vanishes for isovector boundary field of the type (5.13) and (5.14).



Appendix B

Correlation functions

B.1 Summed two-point correlators
We introduce the quark propagator from the lower boundary to the point x

— C a
S = o5 ZS ;0,y)Up(0,y) ' Py

— C (1
= St = Ltg/z ZP+U0 (0,y)S(x;a,y)"

cta

= “n ZP+U0 (0,¥)755(a,y;2)7s5

the quark propagator from the upper boundary to the point x

— éa’
R(z) = Lt3/2 ZS x;T—a,y)Ug(T—a,y)P-
— ¢a’
= R = -5 ZP Uo(T—a,y) ' 5S(T—a,y;z)ys

and the boundary-to-boundary propagator

Sy = 6ta32—UO(T—a,X)_1P+§(T—a,x)

= Sh o= &a® Yy —S(T—a,x)'PyUp(T—a,x) .

Of course St can also be obtained through a summation of R(x)

=2 6
cia

(B.1)

(B.2)

- (B.1) _ _
V5515 = L3/2Z—U0(T—a,x) YP_y5S(T —a,x;a,¥)75U0(0,y) ' P-

(B4) ctagz (a,y) TUO 0,y) 'P_.
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With these definitions we can express the basic two—point functions as

a’ _ 13) a’é —
757 2 @]y e o ZS 2:0,9)00(0,y) Py BV S () (B.7)

a? - 14) a6y —
1,3/2 Z [$(2)C(v)]p Y 1372 ZS (x;T—a,y)Uo(T—a,y)P. _(B:)R( ). (B.8)
y

The S(x) and R(z) propagators inherit the v5—Hermiticity from S(z;y)

3 —
#Z [C(Y)'lﬂ@')]F = (II/;Z ZP Uo(0,y)S(a,y; )
y

- Z;ZZ[ 0.y:) 10 0,5) "' P-]'

CLCt

- I3r Z [755 @y;T 75U0(0,y)_1P+75} T’Ys

=" %8(x)"s (B.9)

a? (A.16) a3é

ﬁz [CI(Y)&(SU)]F = 132 ZP+U0 (T—a,y)” 1S(T a,y;x)

- 2322[ (T—a,y;z TUO(T—C%ZY)PJr}T

CL c t
- L3/; Z [755 (T'—a,y;x) ’Y5U0(T—G>Y)P—’Y5} V5

= R(@)"s . (B.10)

For the spatially averaged boundary-to-boundary correlators one obtains

ab - (417) a®c
L3/2Z[<(Y)<,(X) F = L3/t2 ZP Uo(0,y)S(a,y; T—a,x)Up(T—a,x)P-

- L3/2 ZV5P+UO(0 y)sS(a,y; T—a,x)ysUp(T—a, x) Pyys
X,y

(22 aé, Z v5S(T —a,x) Uy (T —a,x) Pyys

X

B.6 -
D 55 (B.11)
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(A.18) a%é?

Tg/QZ[C (x)C(Y)|p 732 ZPJon (T—a,x)"'S(T—a,x;a,y)Up(0,y) ' Py
X’y

X,y

2 36 S PLly(T—a,x)"'S(T—a, x)

=) 5, (B.12)

B.1.1 2-—point functions

To derive explicit expressions for f1, fx and gx in terms of the propagators defined
above, we use A, B, ... for the Dirac indices and i, j, . .. for the indices in SU(2) isospin
space. Inserting equations (5.13, 5.14) into (5.19) yields

h = el
12

= 5 2 (OO EIEE NS PP ()

! ~s!
X, Y, X,y

We now perform the Wick contractions of the fields and since the propagator is isospin
diagonal, each contraction requires the corresponding isospin indices to be the same.
Due to their Grassmann nature, the sign changes when the order of fields is changed
€/§/7 Cé - 62]677171 - %TZG'T%néijémn = i(TI‘ Ta)2 =0 s
¢¢",¢'C = —bimbmy — —gTaTh = T (1%)? = 3.

The Dirac indices give the order of the propagators and Dirac—matrices and we are left
with a trace in Dirac and color space

12

Aom S (e 0l [ )

7y x7y

(B.12) 2L9/2 Z <Tr { x)'(y )]F 75§T75}>U

(B.11) 33 <Tr {75ST’75'755T75}>U = 573 <Tr STST>U (B.13)

In the same manner we evaluate the correlation function fp (5.16)
a3 a a
folwo) = —@ > (P*(x)0")

= Y (B @) g PP )

X,u,v
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This is of the same structure as for f; and hence the only non—trivial Wick contraction
is [¢C], [¢%] with an isospin factor of —3/2

fo(ro) = $XUV<TI{[¢<x>g<u>]F75 [C@P@]y ),
& 22‘;2”2< {S@ns [cvw@)]s)),,
o o = (T {SnssSeies})
_ a; ] <Tr{§(x)§(x)T}>U. (B.14)

The correlation function fa(zo) (5.15) differs from fp(zo) only by an additional o
following 1(z). We therefore have

falzo) = 252/2 xz‘; <Tr {g(m)% [C(v)d(2)] 7075}>U
(B.9) a; zx: <Tr {§($)75’75§($)T’Y570’Y5}>U

_ _a;’ > (1 {S)S@)0}) - (B.15)

These results can also be used to evaluate gp(xg) (5.18) if one makes the replacement

[¥(), 9 (@), C(w),¢(vV)]  —  [¢'(w),¢'(v), % (), ¥(2)]

in eq. (B.14). The result is

o) = o (T { [0 @ W] s}

X,u,v

(B.5) 22;3/2 > (v { (@] prBa)s )
(B.10) a23 Z <Tr {V5E($)TV5’Y5§@)75}>U

_ “23 zx: <Tr {E@)R(@T}>U . (B.16)

Again the corresponding axial correlator is obtained by inserting . Due to the different
sign in (5.17) we need to put a 7 between v and the following 5 to obtain

galzo) = _225/2 D <Tr { W@ 7075?(37)75}%
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(B-10) “;Z<Tr {75§(x)T75’Yo’Y5R($)75}>U

X

= (123 zx: <Tr {R(:U)RT(:U)VO}>U ) (B.17)

B.1.2 3-—point functions
Inserting equations (5.13, 5.14) into (8.15) yields

3
Fo(wo) = 75 2 i (O "V ()0")

CL15

= o 2 (@ (v)
TR b @ 25,6 2))

X,U,V,W,Z
The only contractions with non-vanishing isospin-factors are those where no fields on
the same time-slice are paired, namely

ST el 1 1 ;
W', (0, (¢ = —0abkndmy — —geterirhre, = —LeeTrrirert = 3i,
P UC = =Oindiybm = —ge T, = e T T T = =50

Again the Dirac indices give the order of the propagators and the Dirac-matrices

a15 _ _
(@)= 175 2 { = Tr{ [W@) (W] [ )
W e (T )]s [ o [ (@) s

where we have renamed the arguments of the boundary fields (u < v and w < z)
in the second trace under the sum. Using equations (B.8) and (B.10) the propagators

from the bulk to the upper boundary can be written in terms of R and R
12

Fo)= 11575 O (T { = Bla)s [CICw)] 35 [C()d(@)]pv0
FE 4 (eI )] 159 R@) 570 [0(@)C)] s )

In the next step we insert the expressions for the boundary-to-boundary propagators

U

St and ?; from equations (B.11) and (B.12), respectively, and then use 7575 = 1 in
both traces

a —

(o) = —5 <TT {R(»’UWEET% [C(2)¢ ()] p 0
155535 F(@) 5% [0(@)C@)] 35} ) -

Again we use 55 = 1 and 57 = —v075 as well as the cyclic property of the trace.
After inserting the propagators (B.7) and (B.9) we thus end up with
3
a

fu(wo) = 17 2 (T {Be)15575(@) w50 + SprsR(@) 0355 (@) )
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We now see that the expression is of the form Tr (X + XT) = 2Re Tr X and the final
result is therefore

Sy (o) = 22;2 > <RGTT {g(x)T'Y5’YOE(J3)'Y5§T}>U : (B.18)

B.1.3 4-—point functions

Preliminaries

We start by inserting the expression (4.25) for the improved axial current into (8.26)
to arrive at

ab

6L6
x’y

ab J
= 5 0 eecte (0] Af () + acad P )]
X,y

FAa(@o, o) = - et (0" A () (A (y)O°)

X [Ag(y) - acAéng(y)] (96>

ab

= S et O g Aby) + aenB5 P () AY)
X,y

—I-Ag(m)aCAéng(y) + acAéffP“(x)acAéng(y)} (96>
= fan + acal0F foa + O fap] + acX DX frp . (B.19)

Here we have introduced the notation
6
Fv (@0, y0) = =575 D € (01X @)Y ()O7), X,V €{Ap P}, (B.20)
x7y

In order to evaluate these correlation functions in a closed form we define the Dirac
matrices

, if X=A , if Y=A
= 7075 0 7 T = 107 0 , so that
oo, i X=P v o, if Y=P
X(a) = ¢(2)257P(z) and Y(y) = ¥(y)T3m%(y) . (B.21)

Wick contractions for fxy

As before the first step is the insertion of the explicit expressions for the boundary
fields (5.13, 5.14) and the currents/densities (B.21) into (B.20). We suppress the time
arguments of the correlation function to arrive at

fav = g5 Y e (O P hr ()P (V) (@)=C %slwf)(x)

x7y7u

(
£y X GE )T bl ()G (W) § G () )
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‘ = o= o= o=¢( ¢ = current/density insertion
T 0
Zo 7
Yo
N S |

Figure B.1: Wick contractions of the correlation function fxv(zo,yo). The gray
diamonds indicate the insertions of Y and X at times yy and x.

Since we have two currents/densities in the bulk we need to keep track of the space-time
locations, which we now write as indices. The number of possible Wick contractions is
significantly larger than for the two— or three—point functions.

S

Vol Yyes Gy, Glw  F) Gl Pytus Cotby, Yalo,
7;[)16{17 C\,z@z_}xa szz)ya %fw 9) Vg _{1 Czqz}ma C\I/&ya d}yEW7

) )

b) )

) Uy Gty Gy ¥l 1) UG Gtay Gatdy, Yulns
) )

)

2}

d wy&u Czﬁzszmquyv C(;(._-w [ CZ _{1 1/}3/15237/’7/)1'&3;; C\IIC_W7

CZCT{U C‘//d;l‘a w:ﬂzya wygw

€

Isospin factors

The calculation of the isospin factors corresponding to the contractions a) to i) is
lengthy but straightforward. With the notation Tr (7¢...7¢) = Tr,._. the result is

CL) 5zl6kt65n6m] = _Tlt‘yeabCGCdeTlcjl Ttl b ,7_ =—+ Eabc cde Tr deba — _3/2
b) zldkj 5sn5mt = %EabCGCdeTf; ]l thtn — %eabcﬁcde Tr daT‘r be = 3/2
c) +-otgkngsigmt = %e“bceCdeTg T thln = %eabce“le Tr gpTree =—-3/2
d) —gitgkngslgmi = f—ﬁe“bceCdeTt‘é TnglgTe =— %e“b%“le Tr geab = 3/2
e) —oingkigstgmt = —%eabcec‘ierd T]lTﬁTfn = —%eabcec‘i‘z Tr dabe =-3/2
f) —gingktgsigml — %eabceCder TtlT]thln =— %e“bceCde Tr gbae = 3/2
g) 5zl6k’n58] Mt = %GabCGCdeTg Tngthtn — _ % eabcecde Tr dbea — 0
h) _§itgkigsngml - 116 eabcecdethéleTthln — %Eabcecde TY dach — 0
2) +5zn5kt(ssl(5m] = 116 6abcecde7_d TtlTll%Te = 4 6abc cde Ty aeTra = 0.

Combining this result with the contractions gives the propagators that need to be
evaluated. Keeping track of the Dirac indices gives the order of the propagators in the
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non—vanishing contractions

a) —3Tr {[eCu] w75 (w5 [Cathy]p T [¥y9:] p 2}
b)  3Tr { [¥uCu) w5 [0 p B2} Tr { [Gaty] o T (¢4l 5}
o) =3Tr { [y p 75 [Cy)p T} Tt {[Gota] B [Yulw]p 75}
d) 3T { [vyCul w75 [C0Cw] k5 [Catha] B [$athy]p T}
e) =5 {[CaCul 75 [Coe ] B [$2] o T [$Cw] g 15}
f) 3T {[GaCul o5 [Coty) o T [y ¥) o B [Wulw]p 15} -
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The general correlator fxy

If we keep the arguments of the fields as indices, the correlation function fxy can now
be written as

JE -

fxy = m;,< Tr {[oCulp 95 (WG] 15 [Gathy ] p T [y ] 2}
N

vV, W,z

e [Vt [ m}
I

Using egs. (A.12), (B.7), (B.10), (B.11) and (B.12) as well as the properties of the

Dirac matrices, one arrives at

he 4L3/2 Z< {7 75STS( ) 75T5(y;:c)5}
—L¥Tr {R(2)R(x) "=} Tr {S(y) '35 ()}

+L3/2 Ty {R@)E@)%r}ﬁ {5(2)1:25() |
+Tr {E(y)'ys?T?(fﬁ)T%E S(; y)T}
—Tr {ETT%E(»@)T%E 755(34;3:)7751‘?(3/)}

+Tr { S35 R) 5175823 9) 1152 S () } )

If we now specialize to the four cases fpp, faa, fap and fpa, the connected contribu-
tions will combine to form pairs of Hermitian conjugates.

U

’fPP=>E=T=75‘

Jer L3/2 Z< 2Re'Tr {7 )75§T§(y)T5(y;$)’Y5}
—L32Tr {R(z)R(x)'} Tr {S(y)S(y)"}

#1721 {R(y)R)' } Tr {S(@)S()'}

+2ReTr {E(y)%?;p?(fo(x;y)%} >U : (B.22)

’fAA:>E:T2'7075‘

6

a L

Ian = 75 ) <+ 2Re Tr {R(x)’}%STS(y)T'YOS(y; 90)7075}
x’y
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—L32Tr {R(z)R(z)"0} Tr {S(y)S(y)"0}
+L32e {R(y)R(y) 0 b Tr {S()S ()70 }

—2Re Tr {E(y)%?T?(Z)T’yO S(z; y)'yo'y5} >U . (B.23)

[fap = =107, T =15

fav = oo Z< 2ReTx {R( )yg,?T?(y)TS(y;x)%%}
+L32Tr {R(z)R(x)T0} Tr {S(y)S(y)T}

32Ty {E( VR(y) } {

S(@)S(x)"0}

~2ReTr {R(y)3SrS@) S@yhs}) - (B24)

[fea = E =15, T = 7075

a6 — — —
fea = 77 O (+2Re Tt {R(@)15575(y) oSy )1s |
7 +L32Ty {R(z)R(z)"} Tr {S(y)S(y)"0}

171 {R)R(y)'0} Tr {S()5()' |

+2ReTr {R(y)1sSrS@) S(wsy)on} ) - (B.25)

Evaluation of f,

Inserting the expression (4.25) for the improved axial current into (8.33) gives

a’ Yo+t

foao+t,yo) = ~ G0 Z w(zo Z e®bee Cde<0/dpa( )[A§(y) +aCA53Pb(y)]Oe>
To=Yo
(B:20) ot ~
a w(zo) [fPA(xo,yo) + aCAangP(wo,yo)] : (B.26)

T0=Yo
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B.2 Simplifying the correlation functions

We now specify an explicit (chiral) representation of the Euclidean Dirac matrices

0 e
T = <€T ;) , with the 2x2 matrices eg = -1, e, = —ioy,
m

where £k = 1,2,3 and op are the Pauli matrices. With 75 = 99717273 and
Py = Z(1£ ) we then have

1 0 1/ 1 -1 1/1 1
= 7P = - d P_:f .
7 (0 —1) + 2<—1 1) an 2(1 1)

If we write the four components explicitly we see that for all matrices X,Y in Dirac
space we can conclude that

0=XP; = 0=2(XPy)a = (Xa1—Xu3, Xao—Xaa, Xaz—Xa1, Xaa—Xa2)
= OZXAl—XAngAQ—XA4, (B27)
0=XP. = 0=2(XP_)ax= (Xa1+Xa3, Xao+Xa4, Xa1+Xa3, Xao+Xa4)
= 0=Xa41+Xa3=Xao0+Xua4, (B.28)
0:P+Y = 0:2(P+Y)*B = (}/IB_Y3Ba YQB_}/ZIBa }%B_YlBa }/ZIB_}/V?B)T
= 0=Yip—-Y3p =Yop—Yyp, (B.29)
0=PY = 0=2P.Y).p=Yip+Ysp, Yop+Yip, Yip+Ysn, Yop+Yip)!
= 0=Yip+Ysp =Yop+Yip. (B.30)

From equations (B.1) - (B.5) we can now derive relations between the Dirac components
of the summed correlators (only Dirac indices are written explicitly)

0"sp o 05, +S43 = Saz+Sas, (B.31)
02 P55 0" E) s+ s = Eas+ @ s, (B3
0 &Y RP, = 0 (520 Ra1—Ras = Raz—Raa (B.33)
0" PR = 0" ®)ip- (B = Bas-B)us,  (B34)
0250 = 02 B+ Br)as = Sr)ast(Gr)aa,  (B.35)
02 P35y = 0" (Sp)is+(Sr)ss = (Sr)es+(Sr)as,  (B.36)
02 p 5, = 45P.Sr=0 = P,(y557) =0
(B.29

= o2 (vsS7)18—(v557)3B = (v5S1)25— (V55T)48 - (B.37)
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B.2.1 Explicit form of the correlation functions

We use A, B, ... for the Dirac indices and «, 3, ... for color indices.
. — La __1\ Pa 4 3 — a — L *
TTSTSTT - Z Z (ST)AﬁB (STT)BA: Z Z (ST)A%{(ST)A%}

A,B=1a,p=1 A,B=1a,=1

. > ap |2 (B.35) L3 & | ap |2
- Z Z ‘(ST)AB - 222 Z ‘(ST)AB
A,B=1a,p=1 A=1B=1a,=1
2 3
S Y |G © (B.38)

A,B=1a,p=1

The final form for the correlation function f; from (B.13) is therefore

(B38) 2 2 LA ap |2
a0 S e ) (B.39)
U

A,B=1a,5=1

For the more complicated correlation functions it will be useful to introduce a modified
sum convention, where all Dirac indices that are restricted to {1,2} are written in
square brackets. In this notation we have

_ 2 [ eB (o)
h=1 <(5T)[AMBJ (5%) [BHA]>U | (B.40)

fv(zo)

The correlation function fy(zg) from (B.18) contains the trace of ?T%WOE%ET. Using
equation (B.33) and (B.37) one can see that the Dirac index contracting R and v5St
can be restricted to {1, 2} if a factor of 2 is included. Since in this representation =5 is
equal to the unit matrix if the indices are restricted to {1,2} the 75 in front of St can
be dropped, i.e.

.. -EAB(’YS§T)BC’ el = L .QEA[B] (ET)[B}C ‘e

Similarly, using equations (B.32) and (B.35) the contracting Dirac index between St
and S' can be restricted to {1, 2} if another factor of 2 is included

o Br)as(So.. = 280 am S me - -

The result for fy(xo) is then

a3 — S val
o) = 2 (R [0 sl Rl 5o ]
X U
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Since the combination S - ?} will appear in all fxy as well as fy, we define

P)iy = 5 [5@ 0] =S, (5017 (B.41)

The final result for fy(xo) is then

fv(zo) = L3/2 <ZR€ { )b (S@)' )[A]B(%’YO)BCR( )C[D}}>

U

(B.41) LQ?C,L/Q <ZR {[P ]?; (7570) BoR(x )C[D}}> . (B.42)

U

| fas fpo ga, gp |

In addition to the above simplifications we also have

(B31)A(B32) — ..545(S)sc... = .25 )pe...  (B43)
(B.33) A (B.34) — ...Rap(R)sc... = ...2RA[B}(RT)[B}C... (B.44)

With these the correlators fp, fa, gp and ga can be written as

o 20 3 St (S1) 5., b
o) 2 a3 (5@t (Sw)) g wlea), B9
weo) 27 a5 (R (@) ), (B.47)
atao) 2 a5 (R (R)) ) oea), B4

Jxy (o, vo)

The expressions for fxy can be written in the same form as fy with the definitions

E(ﬂ%yo)ng} = 32 J} 'Y 75R ]C[A] ; (B49)

Nos(2,90) s = 32 (z; ) Y05 R( )]CC[YA}. (B.50)

Using these, the expression (B.22) for fpp becomes
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frp = L3/2 Z <L3/2 { A[B] (E(y)T)[Bg]A} {?(x)]fw] (?(xﬂ)fgw}
_ By - a
+2Re {(ST)[A][B] (S(x)T>[B]C (S(z; y)%R(y))zv[A]}

—{z— y}>U

a® - 5] g S
(B.41) na 3 <L3/2 {R(y)jfB] (R(y)T)fg]A} {S(:E)ES[E](S(@T)?%}D}
Xy

—{r— y}>U
(B.49) L3j2 <L3/2 Z { W) (E(y)T)[Bg]A} {?( )735[19} (g(x)T)?g]D}
+;Re Z{(P( )}%) N5 (2, 40)¢ [A]}

—{= <—>y}>U

The disconnected parts are built from the propagator products, which also appear in
fp and gp. However, this is done on each gauge configuration and we therefore have
to define new correlation functions

lgflep(z0,90) = Y ({R@)3 0 RN {50 B SO ),
Xy

l9f1an(@o,30) = —a® Y ({R(@)35 (R@)D5c(0)0a b
Xy
x {?@)%}E] SODERCHInS

[9.f]ap(z0,y0) = 62<{ (R(=)") 5 (0)ca }{?(y)}fw] (§(y)f)?;w }>U

(9/1pa(x0.50) = —aﬁz<{ )% *x>*>€gﬁA}{§<y>’gﬁEl(?@)*)ﬁ;wwo)mb .

U

Without any additional effort these correlation functions can be constructed from the
estimates for fx and gx in the analysis program. Inserting them into the last expression
for fpp gives
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fep = L3/2< RGZ{( i ) E(y’xo%%}
+Rez{< i) Newlia ),

—[gfIpp (2o, yo) [9f1pP (Y0, o) - (B.51)

In the expression (B.23) for faa again two indices in each line can be restricted, thus
giving an overall factor of 4

a6 _ _ Yo
faa = 1372 <+2Re {( T)([Df}[B} <S(y)T)[B;]C (vo)ep (S( 1075 R )) [A]}
L3 {R(y)5 s (R o (0)ca |
x {?( )D[E] (S(x ) )[E} (VO)FD} >U
v — y}>U
a6 5) *
(BAY) S (+2Rre {(P)214) (0)ep (Sw@03RE) iy |
Xy
L RO (R o olea
< {5(@) 5 S@ N (0)rn )
—r— y}>U
(B.50) 2d°

—75( +Re Z {(P)2) " (0)enNos (w20 5}
~Re Z {(P@y) GolenNos(@. )} ),

Jr[gf]AA(l"anO) — [9f]aa(yo, zo) - (B.52)

The evaluation of fap and fpa from equations (B.24) and (B.25) is now entirely
straightforward. However, the antisymmetry under the exchange xz < y is obtained
only when the two are combined.
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ab — _ B
fap = W§<_2Re {( T)[f][B] (S(y)T)[EZ}C (83 )07 B ))C[A}
+L32 {R(2) g (R(2)) o (0)ea }{?( )b (S )T)[E]D}

D[E
12 {R() sy B)Do} 5@ 5 (@i o) en )

R(y)")s
_9Re {<sT>g§[B] (smﬂ)f;c (0)ep (S<x;y>V5R<y>)ETA]} ),
{

0 (R T ) 500 )
-1 {F(y)ZfB](R(y)T)ﬁ%A} {m) 2 ]@( o)t )[E} (o)}
{

F(x)gcfm)* (o)op (S(x;y)vsR(y ))D[A}}>
= 2 (—re Y {(PWi) Nty
y

~Re » { (ﬁ(x)g?A]>* (70)epNs(a, yO)YD(X[A]} >U

X

+lgflap (@0, y0) + [g.flpa (Yo, o) - (B.53)

U

1BIC (v;
+13/2 {ﬁ(x)iﬁs} (E(x)T)fg]A} {?( )D[E} (S(y) )[E]F(WO)FD}

L {Bw)3fs R EcOo)ea f {5@)5 C@

(S (x; y)w%ﬁ(y))%} } >

fea = # > < + 2Re {(ST)?Aﬁ][B} (S@)Um (v0)ep (S(y; a)sR(x)); [A]}
Xy

U

2 S (ere {(Py) (o)en (S R() ) )

T {R(xﬁfﬁg}@(x)*)fgm} {E(y) i @( ) >[E]F<70>FD}
L (R R o 0eat {SG B0}
+2Re{ P(x)ﬂéofAO ( (3 9)7075 R(y )) }>

243

— m< +Re ) { (F(y)éo[‘A]y (70)cp N5 (Y, z0) | [A]}

y



B.2 Simplifying the correlation functions 123

e () W),

_[gﬂPA(wO:yO) — 9f]ap(yo, o) - (B.54)
We can now plug the expressions (B.51) to (B.54) back into (B.19) to obtain

FAa(®o,90) = faa(zo, o) + aca0F fea(xo, yo) + 04 far (2o, yo)]
a*c4 08 Y fer (0, yo)

D[A]

- L3/2 <Re Z {( A]) (70)ep {T%(y7x0) +acadf Ns(y, xo)ra } -

—acady

2a3

)
Lg/z <Re Zy: {(P(Q)Z‘C[YA]Y {m(y, z0) + acadf N5 (y, xo}};a }
~ 73 <Re Z { (f(q;)gc[vAO* ()ep [N705(:c, Yo) + acadY Ns(z, yg)] }

+ac O L2;1/2 <Re Z {(P(x)go[‘A})* [T%(x, Yo) + acAégE(x,yg)}za } U]

+lg1an (w0, 30) — (914 (0, 70) + acadE | — [9f1ea (w0, 30) — 9] ap (v0,0)|
+acady _[gf]A (0, 90) + [gf]PA(yma?O)]

@405 [l9.1ee (9o, 20) — [9 e (w0, 30) ] (B.55)

The expressions in square brackets, which multiply the P propagator, can be obtained
with one additional inversion for xp and gy and each combination of external indices
[A] and o. More details about the necessary inversions are given in Sections B.2.2 and
B.2.3. If it is necessary to keep fi, as an explicit function of ¢4 more inversions are
needed. ~

The correlation function fIIDA(yo + t,y0) (B.26) multiplying the mass term in the
integrated Ward identity can also be expanded in the same way.

Yo+t
Fealyo +t,90) =a_ w( [fPA(ﬂUo,yo) + caad fPP(l“anO)}
2 4 Yo+t o = N o ya
— Z(re X wen X { (Poity) [Nt 1),
T0=Y0 x
2a* oy Brare Y [ay e

+acy m<Re Z w(xo) Z { (P(w)cw) [80]\75(35,1/0)] C[A]} >U

To=Y0 X

o0+t
L3/2 <Rez {( C[A]) (v0)ep y; w(wo) N5 (y, xo)})CEA]] } >U

y0+t *
eno| 25 8 wtin(e S { (o) [N},

T0=Yo y




124 Correlation functions

Yo+t
+caa® Zw(xo) [53( — g flpp(x0,v0) + [gf]pp(yo,xo)>]
Yo+t
+a Y w(wo)( — losealzo.30) = [9)ap (0. 20)) - (8.56)
T0=Yo

B.2.2 Sources for the inversion of the Dirac operator
With the definition of the propagator S(x;y) as the inverse of the Dirac operator!

D(x,9)%% - S(y; 2) gy = 46200700 (B.57)
one can easily calculate the action of D on the summed correlators.

(B.1) &a’

D(z,y) 35S ()5 Bol = IR ZD 2,9) %458 (Y3 a,2) 5 [Uo(0,2) " 5y [Py ] piey
(B.57) éad

L3/2 Z 74(51‘0 a(s)(cz)(sag(;AD [U()(O Z) 1]57 [P-l-]D[C}

C
- aL;/z% w0 [U0(0,%) 7], [P ajor » (B.58)
af o (B.3) C
D@ )ipBWEe = —ap0ras Uo(T—a,%), [Pl (B.59)

The right-hand sides of equations (B.58) and (B.59) are therefore the sources to be used
in the calculation of S(z) and R(z). For all index combinations of these propagators
that were used, six inversions, corresponding to the possible combinations of v and
[C], are needed. Similarly we obtain for the expressions containing the full propagator

S(z;y)
(2,9) BB’YCCLZ }Z[A} = D(z,y) g”ca?’ZS (y, CDFDE [R(x )]E[A}
= Za_ 0:20800p5 D [ R(x )]E[A]
= 0 e T [R(2)] - (B.60)

Thus, to calculate N5 and Nos, the knowledge of the full propagator S(z;y) is not
necessary. Instead, one uses R as the source for an inversion to obtain the desired
product of propagators. When N5 is used with a time derive, this is included in the
source, such that e.g. 9%N;(y,zo) also requires only one inversion. The same applies

to the correlator
Yo+t

Z w(x())m(ya 'CCO),Z)OEA] 9

ZT0=Yo

appearing in both the bare and the improvement term of fll, A-

Here D stands symbolically for D+3D+myq from (A.10).
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B.2.3 Counting inversions

Here we give the structure of the program that calculates the correlation function
necessary for the estimate of Zp. We write f/&A as fAA1+cAfAA2+cifAA3 and fIIDA as
fPA1+cpfPA2. On a given gauge configuration the program proceeds according to

for all v and [C}{ Solve for ?(*):?C] and

accumulate result into fp, fa, St, fi and P.}
for all v and [C}{ Solve for E(*):FC] and

accumulate result into gp, ga, fv-

Solve for Nos(x, xo):ﬁc} and
accumulate result into fAA1 and fAA2.
Solve for O N5 (*, xg):?c} and
accumulate result into fAA2 and fAA3.

Solve for Nos(x, yo)f[yc] and
accumulate result into fAA1, fAA2 and fPA1.

Solve for 9 N5 (, yg)iﬁc} and
accumulate result into £AA2, fAA3 and fPA2.

Solve for Zﬁgi@oﬁa(t 5'30):?0] and

accumulate result into fPA1 and fPA2. }

b

The ”accumulate into...” corresponds to the trace over color and (restricted) Dirac
indices in the correlation functions. For the connected correlators this is done by taking
the scalar product of P with the result of the inversion, taking into account temporal
derivatives or sums and the correct combination of Dirac indices as given by (B.55)
and (B.56).

Thus, a calculation of fa, fp and fi needs six inversions on each gauge configuration,
while six more are required for ga, gp and fv. A total of 36 is needed for the correlation
function f}x A and only six more for the volume correlator fPI, - However, even this is
negligible compared to the cost of the inversions in the molecular dynamics. One should
note that if the value of ¢ were fixed at run—time, two of the additional inversions could
be saved by using the linearity of the Dirac equation, e.g. by solving

Y&

Dz, 9) o [Nus(, 70) + acad Mo, z0)]
B.60 - for
( = ) ailézoxo ('7075)BE [R(Z)] g[A]

ca -
%5zo,xo+a(75)BE [R(Z)}E[A}

CA Ba

—%5%@0—(1(’75)319 [R(Z)} E[A] >

Ba

+

thus reducing the total number of inversions from 42 to 30. An overview is given in
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table Table B.1.

correlation functions # inversions
Ias fe, i 6

fas ey J1, gas gps fv 12

Ia, ey J1, 9a, gp, v, f/I;A 36 (24)
fa, fo. fio gas gp, Ivo fAas foa 42 (30)

Table B.1: Number of inversions needed to compute the correlation functions.
The numbers in parenthesis refer to the case, where the value of cp is fixed at
run—time.



Appendix C

Transforming the integrated
Ward identity

We start by isolating the contact term in the volume integration in (8.29)

Yo+t
“om [ty ot [ (P20, ) Al . ¥)0u )
Yyo—
_ 3 3 Yo+t abc Pa Ab O
- 2m d d’x dl’of (x()vx) O(yﬂvy) ext
Yo+e

3 3 voke abc pPo b
—2m /d /d / dzg e (wo,x)AO(yo,y)(’)ext>
Yo—

Yo—€
—2m/d3 /d3 / dxoe“bc P“(xo, )Ag(yo,y)(’)ext>. (C.1)
Yo—

~_—

We will now use the partial conservation of the axial current to relate the two contri-
butions from the surface integral in eq.(8.29). Using [d®x 8y fx(z) = 0 (for periodic
spatial boundary conditions) the partial conservation reads as an operator identity

/ d*y G AG(y) = / d*y 9,40 (y) = 2m / dPyPbly) =

Yyo—€
/d3yA8(yot7y) = /d3yA8(yoe,y)2m dxo/d3be(:co,y)- (C.2)
yo—t

We will also use (C.2) in the form

Yo+t
/d3xA8(y0,x) = /dngS(yo—i—t,x) - 2m/ dzo /dgx P%(x0,x) . (C.3)
Yo
These relations can be used only in matrix elements with fields that are not located
in the integration region since otherwise the axial variation of the latter will appear as
an additional term. We therefore have to be careful how far we can shift the current
insertions. Due to the antisymmetry of €*¢ the second expression in the first line of
equation (8.29) can be rewritten as

[y [#x e (30020 4h 001,510
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/d?’y /d3X6abc<A8(y0>X)A8(90_67Y)Oext>
—2m/d3 /d3 / da:oe“bc A“(yg, )Pb(ato,y)(’)ext>
Yo—

C3
‘= /d3y /d3x eabc<A8(y0+t7X>A8(yo—€7y)0ext>
Yo+t
—2m/d3 /d3 / dxoe“bc P“(:ro, )Ag(yo—e,y)(’)ext>
Yo

+2m /d3 /d3 / dmoe“bc P“(aco, )Ag(yo,x)(’)ext>. (C.4)
Yyo—t

The last term cancels the last integral in the split up integration (C.1) and in the limit
€ — 0 the first combines with the result from the integration over the upper surface.
Thus, inserting (C.4) and (C.1) into equation (8.29) yields

21 [y (Vs(un.y)0) =

hm 2/d3 /dgxeabC<A8(yo+t,X)Ag(yo,y)Oext>

Yo+t b b
—2m/d3 /dgx dazoeaC Pa(m, )Ao(yg—e,y)(’)ext>

0

Y
3 5. [T b b
_2m/d Y/d X/ dxo € Pa(x(): )AO(y07y)Oext>
Yo+
fo ]

o+e
—2m/d3y d3x d:coeabC Pa(xo, )Ag(yo,y)OeXt>. (C.5)

0—€

In the third line we can replace A4(yo—e) by A4(yo) if we start the time integration at
yo+e€. This preserves the order of the operator insertions and allows us to combine two
of the time integrations with the result given by
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i/d3y <%C(yo,y)(96xt> =
lim /d3y /d3xe“bC<A8(yo+t,x)A8(yo, ¥)Oext)

3 3 vott abc a b
—Qm/d y/d x/ dxg e <P (:ro,x)AO(yo,y)(’)ext>
Y

0+e

3 3 yoke abc a b
—m/d y/d x/ dzg e <P (a:o,x)AO(yo,y)(’)ext> . (C.6)
Yyo—

€

The contact terms are the same as those appearing in (8.28) and thus integrable under
a four—dimensional integration. The limit of ¢ — 0 can hence be performed and the
final result is

i [dy (Va0 3)0us) =
/d3y /d3X EabC<A8(y0 +t, X)Ag (y()? Y)Oext>

3 g [0 b b
—2m /d y/d X/ dxg e? C<P“(aco,x)Ao(yO,y)(’)ext> )
)



Appendix D

List of simulation parameters and
results

In Table D.1 the simulation results for Z, and Zy are collected. The algorithm is
specified in the same manner as in Table 6.1. The number of measurements Nyeas 1S
multiplied with the number of replica and as before Tieas is the molecular dynamics
time between consecutive measurements. The PCAC mass am is defined through (8.37)
and the column Zy refers to the definition (8.36) before taking the chiral limit.

For completeness the results for Z are also given for the estimate using only
connected diagrams in the evaluation of the correlation functions fxvy, see Section 8.3.4.
This is denoted by Z£°". An (additional) superscript "old” refers to the estimate from

the massless condition from ref. [11], where the m f%) A term is neglected.
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