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Abstract

In this thesis, we investigate the consequences of isospin symmetry breaking on hadronic
matrix elements based on combined calculations in Quantum Chromodynamics (QCD)
and Quantum Electrodynamics (QED). We employ the lattice regularisation for quantum
field theories, which enables the access of both the perturbative and the non-perturbative
regime of a coupling constant. The inclusion of isospin-breaking corrections in lattice
QCD calculations is required to improve the theoretical prediction of hadronic contribu-
tions to high-precision observables, such as the muon anomalous magnetic moment a,, and
the running of the fine-structure constant «, which are determined from correlation func-
tions of electromagnetic currents. We relate QCD+QED to isosymmetric QCD via Monte
Carlo reweighting and formulate a perturbative expansion of correlation functions around
isosymmetric QCD. Expansion parameters are the differences of the bare quark masses and
their isosymmetric counterparts, a shift of the inverse strong coupling and the electromag-
netic coupling. Expectation values with respect to isosymmetric QCD are evaluated by
means of Monte Carlo simulations based on gauge ensembles generated with a Ny = 2+1
O(a)-improved Wilson fermion action and tree-level improved Liischer-Weisz gauge action.
The handling of the manifest infrared divergence of non-compact lattice QED is addressed
in this thesis. We regularise the divergence using the QEDy, prescription. We derive the
lattice photon propagator for open and periodic temporal boundary conditions in Feyn-
man and Coulomb gauge. The perturbative expansion is truncated at leading order, so
that the electromagnetic coupling does not renormalise. Further expansion parameters are
fixed via a hadronic renormalisation scheme based on masses of pseudo-scalar mesons. In
our calculation, we only consider isospin breaking effects in the valence quark sector and
focus on quark-connected contributions. We derive the axial and vector Ward identity
for continuum QCD+QED. A conserved vector current is deduced from the vector Ward
identity for the particular lattice regularisation of QCD+QED considered in this thesis.
We determine the masses of pseudo-scalar octet mesons including leading isospin breaking
corrections and describe the application of the procedure to baryon masses. We provide a
detailed discussion of the renormalisation of the local vector current in QCD+QED taking
operator mixing into account. We further determine the leading isospin breaking correc-
tion for the renormalised HVP function, which is related to the hadronic contribution of
the running of the of the fine-structure constant o and the anomalous magnetic moment of
leptons. The presented formalism is finally used to compute the hadronic vacuum polari-
sation contribution to the anomalous magnetic moment of the muon a, including leading
isospin breaking corrections. The knowledge of a precise Standard Model prediction for
the latter is of particular interest, as it offers a probe for new physics. The calculations
are performed on three Monte Carlo ensembles with pion masses of 354, 216 and 282 MeV
and lattice spacings of 0.086, 0.076 and 0.064 fm.
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1. Introduction

The Standard Model of particle physics (SM) is a unified quantum field theory incor-
porating three fundamental interactions: the strong, the electromagnetic and the weak
interaction. It was developed and established in several steps during the second half of the
20th century, based on the formulation of the strong interaction [I] as a Yang-Mills the-
ory [2], the electroweak unification, known as the Glashow-Weinberg-Salam theory [3H5],
and the Englert-Brout-Higgs mechanism [6-8], which is a method to achieve spontaneous
symmetry breaking in gauge theories. The existence of several elementary particles pre-
dicted by the SM was confirmed experimentally. The existence of the charm quark, which
is essential for the Glashow-Iliopoulos-Maiani mechanism [9], was inferred from the dis-
covery of the J/¥ meson [10 1] at SLAC and BNL in 1974. The massive gauge bosons
W [12,13] and Z [14, [15], responsible for mediation of the weak interaction, were found
at the SPS at CERN in 1983. This series of discoveries finally culminated with the Higgs
boson, which was found at the ATLAS and CMS experiments at CERN [I6, [17] in 2012.

Despite its success, the SM leaves several experimental and theoretical issues unan-
swered: Firstly, the SM does not include gravity, which is the remaining of the four known
fundamental interactions. The formulation of general relativity as a quantum field theory
is a highly non-trivial task, as it is a perturbatively non-renormalisable theory [18| [19].
Secondly, the SM treats neutrinos as massless, chiral Weyl fermions [20], although it is
already known by neutrino oscillation experiments that neutrinos are massive, being either
Dirac or Majorana particles. Thirdly, in today’s universe matter dominates anti-matter.
The CP- and baryon number violating processes predicted by the SM are not capable of
explaining the strength of baryogenesis. Furthermore, the SM describes the properties of
only a small fraction of the matter in the universe, as evidenced by cosmological obser-
vations. Lastly, the SM depends on 18 fundamental parameters [20], which have to be
determined by experiments. If the SM is understood as a low-energy effective description
of a theory valid at higher scales, these parameters are not necessarily independent.

There are two main categories of experiments to probe the SM. Direct searches aim at the
detection of unknown particles produced in particle colliders or in cosmic events, whereas
indirect search experiments try to measure quantities with high accuracy to find deviations
from the model predictions. One promising quantity for the investigation of physics beyond
the SM is the anomalous magnetic moment of the muon [21} 22]. For the leptons [ = e, u, 7
the Dirac theory [23, [24] predicts a Landé-factor, which relates the magnetic moment of
a particle with its spin, of g = 2. Quantum field theoretical corrections, first predicted
by Schwinger [25] and parametrised by the anomalous contribution a; = %(gl — 2), alter
this value. The anomalous magnetic moment of the muon is one of the most precisely
measured quantities in physics. The currently most accurate experimental determination,
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obtained at BNL [26], is
a, = 11659209.1(5.4)(3.3) - 10~ ° (1.1)

with a precision of 0.5 ppm. A reduction of the overall uncertainty by a factor of four
is planned by experiments at Fermilab [27] and JPARC [28]. Comparing the experimen-
tal determination with the SM prediction, one finds a deviation of about 3-4o [29]. The
largest source of uncertainty of the theory prediction stems from hadronic effects, in partic-
ular the contributions from the hadronic vacuum polarisation and hadronic light-by-light
scattering [29]. The former can be determined with a phenomenological approach from
the cross section of positron-electron collisions forming hadrons, from Dyson-Schwinger
equations [30] or as a first principles calculation from lattice QCD [31H33]. A determina-
tion of the hadronic vacuum polarisation contribution with a relative precision of 0.2% is
required to achieve the target accuracy of the upcoming experiments. This can only be
attained in lattice simulations based on non-isosymmetric QCD including the effects of
non-degenerate light quark masses and electromagnetism [34].

D n
m [MeV] | 938.272081(6) | 939.565413(5)
I 1/2 1/2

I3 1/2 —1/3

qle] 1 -1

Table 1.1.: Masses and electromagnetic charges of the proton and neutron forming an
isospin doublet [35].

The concept of isospin predates the developement of the SM and was originally intro-
duced in 1932 by Heisenberg [36] under the name isotopic spin. Experiments showed that
the excitation spectra of mirror nuclei, for which the number of protons and neutrons are
interchanged, resemble each other. Heisenberg suggested that both the proton and the
neutron form manifestations of the same state, the nucleon. Mathematically, this concept
is described by a SU(2); symmetry acting on a two dimensional space, in which the proton
was interpreted as a state with I3 = +1/2 and the neutron with I3 = —1/2, depicted in
table[I.I} In 1954, the attempt by Yang and Mills to interpret isospin symmetry as a local
gauge symmetry [2] lead to the construction of non-Abelian gauge theories. At the time,
this theory was not confirmed experimentally. Nevertheless, it laid the theoretical and
mathematical foundations for the formulation of the strong and electro-weak interactions.

Although the concept of isospin was an early ancestor of the SM, the former is not
strictly compatible with the latter. Neglecting the effects of the weak interaction, induced
by the Cabibbo-Kobayashi-Maskawa matriz [37], the SM obeys isospin symmetry only in
the limit in which the masses and the electric charges of the up and the down quarks
are equal. Empirically, it is known that isospin symmetry is broken only on small scales
relative to energies determined by the strong interaction, such as the hadron spectrum,
as can be seen in tables and for the nucleons and the light pseudo-scalar mesons.



ﬂ.i 7.[.0 Ki KO
m[MeV] | 139.57039(18) | 134.9768(5) | 493.677(16) | 497.611(13)

I 1 1 /2 /2
I3 +1 0 +1/2 Flf2
qle] +1 0 +1 0

Table 1.2.: Masses and electromagnetic charges of the light pseudo-scalar mesons forming
isospin multiplets [35].

u d

0.49 0.48
m[MeV] | 2.167 755 | 4.677077
I Z 1/2
I3 1/2 —1/3

qle] 23 —1/3
Table 1.3.: Masses and electromagnetic charges of up and down quarks determined in

the mass-independent subtraction scheme MS at a renormalisation scale of
w=2GeV [35].

On the level of elementary particles, the situation is different. The difference of light
quark masses is of the same order of magnitude as the masses themselves, c.f. table
Nevertheless, the quark mass splitting is of O(1%) compared to a typical energy scale of
QCD [3§]. Similarly, the typical relative size of electromagnetic corrections is given by
the fine-structure constant qem = 7.2973525693(11) - 1073 [35], which is also O(1%) [38].
Consequently, the general assumption is, that observables which are not invariant under
isospin rotations are approximated by the isosymmetric theory with an O(1%) relative
systematic error [38, [39].

The breaking of isospin symmetry is of great importance in nature. The magnitude
of this symmetry violation influences the composition of nuclear and atomic matter in
the universe [40]. In particular, the sign and magnitude of the mass splitting of the
proton and the neutron ensure, that the proton and the hydrogen atom become physically
stable [40, 41]). If the relative neutron-proton mass difference was smaller than one third of
the observed value m, —m, = 1.2933321(5) MeV [35], the hydrogen atom would decay via
an inverse beta decay into neutrons [41]. However, if the mass difference was considerably
larger than the observed value, neutrons would decay faster and therefore, the formation
of heavy elements in stars would have become more difficult [41].

Lattice QCD Monte Carlo simulations serve as a tool to compute hadronic observables
from first principles, such as the hadronic spectrum, hadron form factors and charges
as well as the hadronic contributions to the anomalous magnetic moment of leptons.
These simulations are commonly performed in an isosymmetric setup, mainly for technical
reasons. It is computationally less demanding to evaluate the quark determinant of two
quarks with degenerate masses compared to a setup with non-degenerate masses [42].
The systematic error due to the assumption of isospin symmetry and the absence of the
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electromagnetic interaction was, for decades, negligible in comparison to the stochastic
error associated with Monte Carlo simulations. During recent years, the development of
more efficient simulation algorithms and the substantial progress in the provision of high-
performance computing facilities enabled the community to reduce the stochastic errors
to the percent level in several standard observables [39]. As a result, the assumption of
isospin symmetry became a dominant and non-negligible source of systematic uncertainty
in many hadronic observables [39]. Due to their partly compensating nature and the equal
order of magnitude, both the quark mass splitting and the electromagnetic interaction have
to be included into up-to-date lattice simulations [39, [43, [44].

This thesis lays the foundations for the inclusion of isospin breaking effects in calcula-
tions using the gauge ensembles generated by the CLS effort [45] based on a perturbative
expansion around the isosymmetric limit [46]. It does not aim for a complete prediction
of an observable including isospin breaking effects at the physical point, i.e. with per-
formed extrapolations to the continuum and physical quark masses. It rather focusses on
the formulation and implementation of the required theoretical and computational setup.
Nevertheless, we will give first results on pseudo-scalar meson masses, which are used to fix
the free parameters of the theory, on the renormalisation factors of the local discretisation
of flavour neutral vector currents, on the hadronic vacuum polarisation function and on the
hadronic vacuum contribution to the anomalous magnetic moment of the muon including
leading isospin breaking effects at non-physical quark masses and finite lattice spacings.
As a computational simplification, we only focus on quark-connected contributions. The
concepts introduced and discussed in this thesis can be used in various future projects,
such as the determination of isospin splittings in the baryon octet and decuplet [41} 47],
the determination of isospin corrections in the hadronic contributions to the running of
the fine-structure constant o and the weak mixing angle Oy, as well as the determination
of the masses of the up and down quark [48], which is relevant in the context of the strong
CP problem [40, 149, [50].

We organise this work as follows: In Part I, we introduce relevant aspects of Euclidean
field theories focussing on field transformations and symmetries. We further discuss prop-
erties of combined Euclidean QCD and QED under the aspect of symmetries, Ward iden-
tities and [-functions. Part II deals with the construction of lattice field theories as a
regularisation of continuum field theories and with Monte Carlo simulations as a method
to stochastically evaluate the path integral. We summarise the simulation setup for CLS
gauge ensembles and introduce the setup for combined lattice QCD and QED, used for
the determination of isospin corrections. We also discuss computational strategies for the
evaluation of correlation functions and aspects of data analysis, applied to the results of
Monte Carlo simulations. In Part III, we introduce the hadronic renormalisation scheme
for combined QCD and QED utilised to fix the bare parameters and discuss hadron spec-
troscopy for mesons and baryons. Part IV covers the vector current renormalisation, the
hadronic vacuum polarisation function and a discussion of hadronic contributions to the
anomalous magnetic moment of the muon. We end this part with the final conclusion and
outlook.
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Continuum QCD+QED






2. Euclidean field theories

In this chapter, we give a brief introduction into Euclidean field theories, which are essen-
tial for the application of Monte Carlo techniques. We discuss the Euclidean path integral
formalism with a focus on boundary conditions, field transformations, symmetries, anoma-
lies and Ward-Takahashi identities. This introduction is based on the standard text books
by Peskin and Schroeder [51], Srednicki [52], Mandl and Shaw [53], Weinberg [54] 55]
and Pokorski [56], which deal with field theories in Minkowski spacetime. Path integrals
and quantum anomalies are discussed in Fujikawa and Suzuki [57], renormalisation in
Collins [58]. The text books by Zinn-Justin [59] and Wipf [60] put a particular emphasis
on Euclidean field theories. This chapter is partly inspired by the PhD theses [61H65].

2.1. Analytic continuation and Wick rotation of Minkowskian
field theories

Euclidean field theories [66l [67] are derived from Minkowskian field theories by an analytic
continuation of the fields and a Wick rotation of the time variable [68]. Starting with
a Minkowski metric with tensor gy = diag(l,—1,—1,—1) the partition function of a
quantum field theory in Minkowski spacetime reads

A= /DTM exp (i/d4:cM EM[TM]>. (2.1)

The coordinate transformation from Minkowski to Euclidean spacetime is given by > =
Awick!2 ,, 2yf with the transformation matrix Awie = diag(—i,1,1,1). The integration
measure of the spacetime integral transforms as d*zy = —id*zg. Absorbing an additional
overall minus sign into the definition of the Euclidean Lagrange density Lg, which orig-
inates from the transformation of the metric tensor, one defines the Euclidean partition
function

Zp = /DTE exp(—/d4xE EE[TE]>. (2.2)

In comparison to the partition function in Minkowski spacetime, the integrand is now
real and positive for a real action. This fact is of central relevance when Monte Carlo
techniques are utilised for the evaluation of the path integral as the Boltzmann factor
exp(—Sg[Yg]) is used as a probability weight.

In principle, correlation functions evaluated in the Euclidean formalism can also be ana-
lytically continued back to Minkowski spacetime. This is, however, highly non-trivial, as a
unique analytic continuation demands the knowledge of the value of a function evaluated
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for an infinite set of points, which possesses a limit point. Consequently, if correlation
functions are calculated by numeric methods, one has only direct access to the spacelike
region. Nevertheless, an analytic continuation can be performed in this case, e.g. under
model assumptions.

2.2. Euclidean path integral formalism

This work is based on the Euclidean path integral formalism for the evaluation of corre-
lation functions of Euclidean quantum field theories. For simplicity, we only consider a
field theory with a bosonic field ® in this section, as a discussion for fermionic fields is
more involved. Performing a Wick rotation to imaginary time requires also a modification
of the quantum mechanical interpretation of a quantum field theory. The time evolution
operator for quantum mechanics with imaginary time propagating a state from time ¢;
to time to becomes exp(—H (ty —t1)), where H is a time independent Hamilton operator.
For the subsequent discussion, we consider a complete set of normalised eigenstates of
the field operator ®. We denote these states in the Schrédinger picture with |®,¢) and
in Heisenberg picture with |®). We match the Heisenberg and the Schrodinger picture
at t = 0, i.e. |®,0) = |®). We consider two different types of temporal boundary condi-
tions: fixed boundary conditions, where the fields take a fixed predetermined value and
(anti-)periodic boundary conditions, where bosonic fields are continued periodically and
fermionic fields antiperiodically. We usually omit the explicit reference to the boundary
condition, i.e. leave the domain of integration in field space unspecified and denote the
partition function Z and the expectation value of an operator (O[®]).

2.2.1. Partition functions and expectation values for fixed temporal boundary
conditions

In the following, we consider a field theory of a bosonic field ® that is defined on a
spacetime with a time extent [0,7]. The field fulfils the boundary conditions ®(0) = &,
and ®(T") = g, i.e. the field is in the eigenstate of the field operator |®;) at time t = 0
and in |Pg) at time ¢ = 7. We define the partition function

Z = <(I)27T’(I)170> = (@2\exp(—HT)|®1)
P(T)=P2
_ / Db exp(—S[@)]). (2.3)
P(0)=9,

The measure D® is of formal character at this stage. Correlation functions of time-ordered
operators are evaluated according to

(B, T|O[P][®1,0) _ (Po| exp(=HT) O[]|®1)

(ole) = (Do, T|®1,0)  (Dofexp(—HT)|®y)
1 (2=
= Z/1>(o):q>1 D® exp(—S[P]) O[P], (2.4)

where the expectation value is normalised such that (1) = 1.
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2.2.2. Partition functions and expectation values for periodic temporal
boundary conditions

We now consider periodic boundary conditions, which can be related to the results of
fixed boundary conditions by choosing the same boundary field at t =0 and t =T and a
subsequent integration over all boundary fields with measure D’®. We define the partition
function [42]

Z = /D/(I)1<(I)1,T’(I)1,0> = tr(exp(—HT))

O(T)=0,
:/D/q)l/ D exp(—S[®]) :/ D® exp(—S[®]) (2.5)
®(0)=1; 2(0)=2(T)

and the expectation value of time-ordered operators [42]

(O[(I)D _ fD/(I)l<(I)1,T|O[(I>]|(I)170> o tr(exp(—HT) (’)[@])
[ D'®(®1,T|®1,0)  tr(exp(—HT))

1
-~ A R exp(—S[@]) O[], (2.6)

where the expectation value is again normalised such that (1) = 1.

2.3. Field transformations and symmetries

In this section, we summarise how partition functions and expectation values transform
under field transformations. We also briefly recapitulate the notion of quantum symme-
tries and quantum anomalies as special cases of field transformations. Eventually, we
derive a general formula giving Ward-Takahashi identities for arbitrary field transfor-
mations. Ward-Takahashi identities are the quantum analogon of Noether’s theorem in
classical theories. The consideration of field transformations is particularly relevant for
the determination of the mixing behaviour of operators under renormalisation. Opera-
tors are grouped into classes with the same transformational behaviour under a specific
symmetry transformation. Operators from distinct classes are assumed not to mix under
renormalisation as the renormalisation procedure should not spoil the symmetries of the
theory [58].

2.3.1. Field transformations

In the following, we consider a general bijective differentiable field transformation ¥
T T — T[] (2.7)

Examples for such field transformations are global and local gauge transformations, flavour
rotations, spacetime coordinate transformations, translations and rotations. A key ingre-
dient of the following discussion is the theorem of multivariate coordinate transformations
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for integrals over superfields T = (Tg,Yy). The latter combine bosonic degrees of free-
dom Yg and fermionic degrees of freedom Yy. We consider an invertible linear map of
superfields represented by a supermatrix A [59, 69, [70]. For the further discussion, we
decompose the map into bosonic and fermionic degrees of freedom

(T:@> _ <A<D<I> Aqnp) <Tq>> (2.8)
Ty Ave Avw) \Tv/’ ’
Similar to matrices over real or complex numbers, it is possible to define a determinant for

supermatrices, the so called superdeterminant, which is also known as the Berezinian [59,
69, [70]. It is defined as

sdet(A) = det(AcI)q) — Acqu(A\pq;)_lA\mp) det(A\pq;)_l. (2.9)

The latter expression consists only of determinants of matrices with values in the com-
muting numbers and is therefore well defined. For linear maps that do not mix bosonic
and fermionic degrees of freedom, i.e. Agpy = 0 and Age = 0, we obtain sdet(A4) =
det(Agps) det(Ayy)~!. The theorem of multivariate coordinate transformations for inte-
grals [59, [70] is given by

/DT Y] = /DT sdet <5§$r]> FIE[7), (2.10)
where we assume that the set of field configurations which the functional integral integrates
over is invariant under the transformation. Otherwise, one would have to explicitly state
the respective sets. For the special case, in which the transformation ¥ does not mix
bosonic and fermionic degrees of freedom, i.e. (S(%A& =0 and % = 0, we obtain the
well known transformation behaviour of ordinary integrals and Grassmann integrals [42,
59].

As the choice of coordinates of the field space is to some degree arbitrary, it is interesting
to investigate the behaviour of an expectation value of a general operator O[Y] under a

field transformation. Making use of the theorem eq. , we find:
1
(O] = /DT exp(—5[T]) O[F[Y]]

-1
=5 [ o1 saes () expl-sis i ory]

-1
= (saet (BT exp(—(s15 ) - s opy)). @
i.e. not only the transformational behaviour of the operator is relevant, but also the
change of the action, as well as the change of the path integral integration measure, that
is encoded in the functional determinant of the field transformation. In addition, the set of
field configurations which the functional integral integrates over must be invariant under
the transformation, i.e. the boundary conditions are compatible with the transformation.
It is essential to remark that the application of this theorem is only meaningful if the path

10
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integral measure has been regulated appropriately. Naive calculations, that only have
formal character, can lead to incorrect results. The most prominent example is the chiral
transformation and the related derivation of the chiral anomaly [57]. Of particular interest
are field transformations that leave the expectation value of general operators invariant.
We will consider this class of transformations in the next section.

2.3.2. Quantum symmetries and quantum anomalies

In classical field theories, symmetries of the action, also known as off-shell symmetries, are
defined as field transformations that leave the action invariant [51], i.e. a bijective field
transformation ¥ is a symmetry of the action if and only if

SIE[T]] = S[Y] VT, (2.12)

where the symmetry transformation might have to be compatible with given boundary
conditions. Since % = %g} VYT, it immediately follows that all off-shell symmetries

are in fact also symmetries of the classical equations of motion 6‘2—@ = 0, i.e. on-shell
symmetries as solutions of the equation of motion are mapped to other solutions. Having
discussed symmetries of the action, we are lead to the question, when a field transformation
is a symmetry not only of the classical theory, but also of the related quantum field theory.
Making use of eq. (2.11]), we see that the expectation value of any operator O[Y] is invariant

under the transformation ¥, if

5T1[T)

sdet (T

) exp(~(SIT7 Y]] - S[X]) = 1. (2.13)
For this class of transformations, we find
(O[E[Y]]) = (O[T]), (2.14)

which characterises a quantum symmetry. A sufficient condition, that is usually consid-
ered, is

55_1”]) —1, (2.15)

SEUY] = S[Y] and  sdet (T

i.e. ¥ is a symmetry of the action and the path integral measure is invariant under this
transformation. Symmetries of the action that do not leave the path integral measure
invariant are called anomalous symmetry transformations or quantum anomalies, as the
classical symmetry is broken by quantum effects. In order to tell whether a symmetry is
anomalous, a regularisation of the path integral measure compatible with that symmetry
has to be chosen, i.e. the resulting action of the regulated theory still has to be invariant
under the transformation.

An important application of symmetry transformations is to prove that particular cor-
relation functions vanish. We discuss a simple example, which we use later to rule out

11
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combinations of operators with vanishing expectation values to save computer time. Nev-
ertheless, a vanishing operator combination might serve as a consistency check. Assuming
that we have found a quantum symmetry transformation ¥ obeying

TO[Y]] = O[] (2.16)
for a particular operator O[Y], it is easy to show, with the help of eq. (2.14), that the

expectation value of this operator vanishes:

(O[T]) = (F[O[T]]) = —(O[7]). (2.17)

2.3.3. Ward-Takahashi identities

In the following, we derive a general formula describing Ward-Takahashi identities for
general field transformations. In standard textbooks [51} [52], one usually finds derivations
only for specific transformations. We consider a class of bijective field transformations
(T[e])e, parametrised by a real scalar field

Tle] : T — Z[e][Y]. (2.18)
We demand that ¢ parametrises distance of T[¢] to the identity transformation, i.e.
Tlellr]|._, =T, (2.19)

and that ¥ is differentiable at ¢ = 0. Applying the transformation theorem for multivariate

integrals eq. , we find
/ DY exp(—S[Y]) O[T] = / DT sdet (‘H([;]Cm) exp(—S[T[e][Y]]) O[F[][T]].  (2.20)

We now differentiate this equation with respect to €* and evaluate the derivative at € = 0:

0= [ D sder (T2 expl-sispImI) OfTEI Y

_ / DT(ngsdet@S([;]r[T]) _ exp(~SITET]) O[T[E[ Y]]
+ exp(=S[EEIT) 2 ST Ol
+sdet () exp(-sispel) < of)|
_ / DY exp(~S[1])( 55 (sdet(‘mgm) -~ s[zl)|_ o] (2.21)
SO[Te][Y]] )
0T e=0 '

Dividing the latter equation by the partition function Z leads to the Ward- Takahashi iden-
tity with respect to the class of field transformations ¥ expressed in terms of a correlation
function:

T 8:0>. (2.22)

12
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We will apply this theorem later in the context of continuum QCD-+QED in section |3.5
and in the context of lattice QCD+QED in section

2.4. Wick’s theorem for path integrals

An important method for the evaluation of path integrals is the application of Wick’s
theorem. Considering a free field theory, i.e. a theory in which the action is either quadratic
in the field or bilinear in the field and its conjugate, Wick’s theorem allows us to express
expectation values of field operators in terms of propagators, which are Green’s functions
of the operator appearing in the action. We revise Wick’s theorem for bosons and fermions,
which we will apply to the photon and quark fields in chapter [6}

2.4.1. Wick's theorem for bosons

We consider a real non-interacting bosonic theory, i.e. the action is bilinear in the bosonic
field ® and its dynamics is described by the operator A. The field ® may have spatial and
internal degrees of freedom denoted by the multi-index ¢. We introduce a metric tensor
Jegcq, Which allows us to raise and lower indices. In the defining representation of the
field, the metric tensor is unity. In this setup, the free action of a bosonic field is given by

1
S[B] = 5Pe, A%, 1. (2.23)

The tensor A®?., is contracted with the symmetric tensor ®., ®*, such that its antisym-
metric part is projected to zero. We therefore assume that A is a symmetric tensor, i.e.
A%, = A, 2. We define the generating functional Z by [59]

207] = / D® exp(—S[®] + Jod°), (2.24)

where J is a source for the field ® and D® denotes the path integral measure with respect
to the defining representation of the field ®

D® =[] de°. (2.25)

Correlation functions of the field ® can then be expressed up to normalisation in terms of
derivatives of the generating functional at vanishing source [59]:

1 oz
Z[0] 6, --.0J ¢,

(@°n .. C1) = (2.26)
J=0

Our aim is now to derive a simple and closed expression for correlation functions in terms
of the operator A. For the following calculation, it is, however, convenient to introduce
the propagator X as its inverse:

308, A2, = %8 (2.27)

13
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The symmetry property X2, = X, “? is inherited from A. It is important to note that,
if @ is a gauge field, the operator A is only invertible for a completely gauge fixed theory.
Otherwise, ,the propagator is not well defined as A is a singular operator. We define a
field transformation

T[D°2] = §°2 — N2, JO1, (2.28)

which shifts the field variables linearly and therefore fulfils sdet (%f]) = 1, i.e. the
path integral measure is invariant. Completing the square and making use of the latter
field transformation in combination with eq. and the symmetry property of X, the
generating functional can be rewritten as

1 1
Z[J] = /D(I) P < B §(<I>C3 = Sy X)) A%y (P2 — X%, JT) + 5JC22C201‘]C1)
1 1
= /D(I) exp < — §CI>63AC3C2<I)°2 + §JC2EC201J°1>
1
= Z[0] exp (§JCZZC2°1 Jcl). (2.29)

The derivatives in eq. (2.26) can now be easily applied to the partition function. The
general expression for an arbitrary but even number n of fields is known as Wick’s theo-
rem [59]

(B ... B%) = Y Bmem-1) | N ), (2.30)
O'EPn

where the sum runs over the set of pairings P,.

2.4.2. Wick’s theorem for fermions

We consider a non-interacting fermionic theory of a pair of conjugated Grassmann fields
U and ¥ with an action that is bilinear in the fields. The dynamics are described by the
operator D. Again, the fields ¥ and ¥ may have spatial and internal degrees of freedom
denoted by the multi-indices a and b. The action is given by

S[¥, U] = U, DP, T2 (2.31)

We define the generating functional Z by [59)
Z.n) = [ DYDTexp(-SW. T + 7 + TuP), (2.32)
where 77 and 7 are sources for the fields ¥ and W, respectively. DWDW denotes the

combined path integral measure with respect to the defining representation of the fields
U and ¥

DUDV = [[dv=d¥?, (2.33)

14
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where the order is relevant due to the anti-commutating nature of Grassmann numbers.
Expectation values can be related to the generating functional via [59]

= = 1 8" Z[7, n)
Uy, Uan Py A1) = (—1)" d 2.34
(T, by U7) = (=) Z[0,0] 67ay, 67P" ... 0a,0nPL | (2:34)
n=n=0
We define a field transformation
T[(\Ija27ﬁb2)] = (V%2 — Sazblntn?@bz — a1 S by ), (2.35)
which shifts the field variables linearly and therefore fulfils sdet (63(5%)]) = 1. Completing

the squares and making use of the field transformation in combination with eq. (2.10)), the
generating function can be rewritten as

Z[ﬁv 77] = /D\IID\IIeXp(_(\IIbz - ﬁassaabz)Dbzaz (\Ijaz - Sazbﬂ?bl) + ﬁa‘s’abnb)
— / DV DV exp(—Up, DP2,, 22 4 7,52, nP)
= Z[0,0] exp(7a5%p1"). (2.36)

As in the bosonic case, the derivatives in eq. (2.34) can be applied to the latter represen-
tation of the partition function. The general expression for an arbitrary number n of pairs
of conjugated fields is known as Wick’s theorem [59]

(T, U2 Ty, U21) = (—1)" ) sgn(0)S2myp, ... S0y, (2.37)
UES’,L

where the sum runs over the set of permutations S,,.
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In this chapter, we discuss properties of QCD+QED on Euclidean spacetime that are
relevant for lattice Monte Carlo simulations, later covered in this thesis. We will briefly
introduce the relevant gauge groups, specify the field content of the theory, give the full
QCD+QED action and discuss the gauge invariance. We further discuss properties of (-
functions for QCD+4+QED and their consequences for the existence of the continuum limit
of a theory regulated by means of a spacetime lattice. We consider flavour symmetries
and conserved charges and finally derive the vector and axial Ward identity for the theory.
This chapter is partly inspired by the PhD theses [61H65].

3.1. Gauge groups

In this thesis, we consider two different gauge groups. The Abelian gauge group U(1)
of QED represents the electromagnetic interaction between electrically charged particles,
mediated by the photon field, whereas the non-Abelian gauge group SU(3) of QCD rep-
resents the strong interaction between colour charged particles, mediated by the gluon
field.

3.1.1. U(1) gauge group

The defining representation of the Abelian gauge group U(1) is the set of complex numbers
with unit norm, or equivalent the set of complex unitary numbers, which form a group
under ordinary multiplication:

U1) ={Q e caf =1} (3.1)

The associated Lie algebra wu(1) is given by the real numbers R. Each element €2 of the
compact Lie group U(1) can be represented as an exponentiated element w € R

Q = exp(iw). (3.2)

3.1.2. SU(3) gauge group

The defining representation of the non-Abelian gauge group SU(3) is the set of complex
unitary 3 x 3 matrices with unit determinant, which also form a group under matrix
multiplication:

SU(3) = {Q e 30 =07, det(Q) =1} (3.3)
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The associated Lie algebra su(3) is given by the set of complex, hermitian and traceless
3 X 3 matrices:

su(3) = {T € C¥3|TT = T, tx(T) = 0}. (3.4)

As Lie algebras form vector spaces, one may choose a set of basis vectors, called gener-
ators 7% with a € {1,...,8} in the case of su(3). The generators T* obey the defining
commutation relation

[Tal , Taz] — ifalaza:sTa37 (3'5)

where f919293 are the completely anti-symmetric structure constants of SU(3), as well as
the orthogonality condition

1
G(TT) = S6me. (3.6)

Each element € of the compact Lie group SU(3) can be represented as an exponentiated
element T' = w*T* of the Lie algebra su(3) with real numbers w®:

Q = exp(iw®T?). (3.7)

A standard choice of generators is T* = %)\a, where A? are the set of Gell-Mann matrices,
defined as [20]

010 0 —i 0 1 0 0
M=1[1 0 0], N=[i 0 o}, NM=(0o -1 0],
000 0 0 0 0 0 0
00 1 00 —i 000
M=10 0 0], N=10o0 0], N=100 1],
100 i 00 010
00 0 L (L 00
MN=[0o 0 -], M=—1|(0o1 o0 (3.8)
0 i 0 3\o 0 -2

3.2. QCD+QED

The field content of QCD+QED, considered in this thesis, is given by the bosonic spin-1
su(3)-valued gluon field A, the bosonic spin-1 R-valued photon field A, and the fermionic
spin-1/2 quark fields ¥ and ¥, which combine quark fields of different flavours. As we focus
on low-energy physics, we only consider the three lightest quark flavours u, d and s. We
ignore all other electromagnetically charged particles, i.e. the heavy quarks, the charged
leptons and the W bosons. The theory is characterised by the couplings ¢ for the strong
and e for the electromagnetic interaction. The matrix of fractional quark charges

Q = diag(qu, 94, gs) (3.9)

18
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encodes the transformational behaviour of the quark fields under U(1) gauge transforma-
tions. The mass matrix for the quark fields reads

M = diag(my, mq, ms). (3.10)

@ and M are simultaneously diagonal. We conveniently group all relevant parameters in
the quantity

€= (mu>md7m5>92762) (311)

and understand the action as a function of this tuple of parameters.

3.2.1. QCD+QED Action
We decompose the action of Euclidean QCD+QED, called S[¥, ¥, Ay, Ae], into three parts:
S, W, Ag, Ac] = Sg[Ag] + Se[Ae] + Sq[¥, U, A, Acl. (3.12)

Sg[Ag] describes the gauge action of the strong interaction, Se[Ac] the gauge action of

the electromagnetic interaction and Sy[V, ¥, Ay, A.] the quark action, which includes the
coupling to the strong and electromagnetic gauge fields. The Yang-Mills gauge action [2]
for an SU(3) gauge theory reads

1
Selde = 5 / d'z Y tr(Fgrerm Frem) (3.13)
2,11

with the field strength tensor
Feem = g A G AL gl Ak A, (3.14)

The photon action is given by

1
So[Ae] = 1 / dtg Frrem pruzmm (3.15)

with the electromagnetic field strength tensor
Faam = G g _ G g (3.16)

The quark action, describing the interaction of the quarks with the gauge fields, the kinetic
term as well as the quark mass, reads

— —r1
Sa[Ag, A, U, W] = /d4x (m(ﬂt (Bﬂ _ 5ﬂ) + M) \p)m (3.17)
where we use the right-acting and left-acting covariant derivatives

Dt =¥ +igAl +icQAP, (3.18)
Dr = 91— igAl —ieQAP, (3.19)
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respectively. The covariant derivatives are related to the field strength tensors in egs. (3.14))

and (3.16) by
[Br2, D) = (D2, D] = igFamm 4 ieQFzam, (3.20)

We make use of a symmetric definition of the quark action with respect to the covariant
derivatives such that ¥ and U are treated in a similar way in algebraic calculations. The
standard form, based on B“ only, is retrieved by partial integration. The definition of
left-acting covariant derivatives becomes also relevant, when lattice gauge theories with a
higher rate of convergence towards the continuum limit are systematically constructed. We
will cover this topic later in chapter [ We further utilise Euclidean Dirac matrices v in
a chiral representation given in eq. , which will be discussed further in section

3.2.2. Gauge symmetries

The QCD+QED action eq. (3.12]) obeys a combined gauge symmetry SU(3). ® U(1). We
parametrise the QCD gauge transformations &, o by the SU(3) matrix field O, belonging
to the gauge group. The gauge transformations act on the fields according to

_ 1 _
Byal(AL”, AL, w7, T7)] = (Q A= (7)1 + Sy e, Al o, 7)),
(3.21)

In contrast, we parametrise the QED gauge transformations &, , by the scalar field a”,
belonging to the Lie algebra of the gauge group. This parametrisation is more convenient
to account for the different electromagnetic charges of the quarks. The action of the gauge
transformations on the fields reads

Ge,al(Agh, AT, W7, WT)] = (AF, AT — (0"a)", exp(ieQa”) U™, U exp(—ieQa”)). (3.22)

To check the invariance of the action under both types of gauge transformations one
investigates the transformational behaviour of the covariant derivatives from egs. (3.18))

and (3-19)

&g .0 [B“] = QB“QT, (’56,9[3“] = exp(ieQa)B“ exp(—ieQa), (3.23)
6, 0[D" = QDHQT, B D¥] = exp(ieQa) D exp(—ieQa). (3.24)
and of the field strength tensors from eqs. (3.14]) and (3.16))
By a[FL2] = QR QT Bl FL2H1] = Flom, (3.25)
By o FHH1] = Fl2r G o FL2H] = FH2i, (3.26)

3.2.3. Euclidean Dirac matrices

The Euclidean Dirac matrices are a set of 4 x 4 matrices v* for u = 0, 1,2, 3, which obey
the anti-commutation relation

[y, 12} = 26mH21 (3.27)
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3.2. QCD+QED

From this definition it is possible to construct a uniquely determined minimal group that
encloses the Dirac matrices. In fact, the anti-commutation relation can be rewritten as
multiplication laws for group elements. From these laws one can successively construct
a finite matrix group with 32 elements. All linear representations of a finite group are
equivalent through basis change to a unitary representation. In addition, one can show
that all four-dimensional representations are equivalent to each other [71], i.e. there is
only one four-dimensional representation up to basis change.

Chiral representation

A unitary representation commonly used is the chiral representation. This name does not
uniquely define a set of Dirac matrices, but refers to a specific property. In this thesis, we
use the convention from [72], which is also applied in the software package openQCD [73]
utilised to numerically solve the Dirac equation for quarks. We define the Euclidean Dirac
matrices in the chiral representation as [72]

0 —igH
m _
M = <(—ia“)T 0 ) w=0,1,2,3 (3.28)

1

with the anti-hermitian matrix ¢® and the hermitian Pauli matrices o', 02 and ¢ reading

o (-1 0 1 (01 s (0 —i 3 (1 0
O’—<O —i)’ a—(l O)’ 0’—<i L =y _1)- (3.29)

As made obvious in the definition, all Dirac matrices are hermitian, unitary and self-inverse
in this representation:

P=0"=0"T" k=0123 (3.30)
We further define a fifth Dirac matrix [72]
v =71y = <g _0]1> , (3.31)
which is also hermitian, unitary and self-inverse in this particular representation,
=00 =007 (3.32)
and fulfils the anti-commutation relation
("7} =0 pu=0,1,2,3. (3.33)

We also define the matrices

i

ot — 2[7“2,7“1]. (3.34)
The charge conjugation matrix in this representation reads [72]
C =iy (3.35)

It is also hermitian, self-inverse and unitary:

c=ct=ct=(hHL (3.36)
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Figure 3.1.: Conjectured phase diagram of QCD. Figure extracted from [74].

3.2.4. Colour confinement and the QCD phase diagram

An important property of QCD, which should be mentioned for completeness, is colour
confinement. Although quarks and gluons carry colour charge, only colour neutral states
have been observed in experiments. In the hadronic phase, depicted in fig. quarks and
gluons form bound states. The situation changes, when the temperature and the baryon
number density are increased. The deconfinement phase transition is crossed, and quarks
and gluons exist as quasi-free particles in the quark-gluon plasma [75].

3.3. QCD+QED pj-functions

B-functions encode the dependence of renormalised couplings on the renormalisation scale
p. Studying the S-functions of a theory is relevant to decide whether it is possible to
remove the regularisation cutoff by sending it to infinity, i.e. whether a theory is asymp-
totically safe. A theory is called asymptotically safe if the corresponding renormalisation
group possesses an ultra-violet fixed point. A special case of this scenario is the Gaussian
fixed point, in which the coupling vanishes, when the cutoff is sent to infinity. This class
of theories is called asymptotically free. Gross and Wilczek proved that QCD is asymp-
totically free [76]. For QED as a theory with an uncharged gauge boson, the situation is
completely different.

3.3.1. QCD p-function

The p-function of QCD fq is obtained from the scale derivative of the running coupling

20 as(p?) _Bs(as(/ﬁ))_
4

0 i (3.37)
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Figure 3.2.: Summary of measurements of ag as a function of the energy scale ). The
respective degree of QCD perturbation theory used in the extraction of ag
is indicated in brackets. Figure extracted from [35].

In perturbation theory, it is expressed as a power series in the coupling, reading in the
conventions of [77]

()= () () 59

So far, the coefficients fs; for i = 0, ..., 4 have been determined [77]. We only give the first
two coefficients S5 o [76] and Ss ;1 [78] in the MS renormalisation scheme [79], depending on
the number of Dirac fermion species ns present in the theory. They read in the conventions
of [77]

2 38
55,0 =—-11+ gnfa /85,1 = —-102 + ?’I’Lf. (339)

Bs is negative for all values of ag, also when all known higher order contributions are
included. As a consequence, ag goes to zero for larger renormalisation scales 2, i.e.
QCD is asymptotically free [76]. In this high energy regime, perturbative calculations are
self-consistent, as the running coupling is much smaller than 1. At the other hand, the
coupling becomes large at small energy scales. A first-order solution of eq. , which
relates as(¢?) to the value of the coupling as(pd) at a scale p2, is given in the conventions
of [77] by [51]

_ O‘S(N%)
_ _ .
1+ 2elo) (11 - %nf) log (5%)

as (1) (3.40)
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3. Euclidean QCD+QED

From the latter solution we deduce that the coupling diverges at the scale

:u%andau = H(2) exp ( - as(12) ! 9 > (341)
=i (11 = gny)
and is not defined for u? < ,uiandau. The exact value depends on the order of the calculation
and the applied renormalisation scheme. In non-perturbative calculations, e.g. lattice
QCD, it is possible to determine «y also at small energy scales [80]. Hence, the low-
energy Landau-pole of QCD is a pure artefact of perturbation theory. In the latter, the
power series expansion becomes inconsistent for couplings with size of O(1) and larger.
An overview over experimental determinations of the running strong coupling «y is shown

in fig.
3.3.2. QED p-function
Similar to QCD, the QED S-function is implicitly defined by

2 0 aem(p?) _ )
a 87;2 a7 _ﬁem< 47 ) (3.42)

Again, we express the S-function as a power series reading;:

Bm(i:) = (am) Zﬁem(aem> (3.43)

Currently, the coefficients fem,; for i = 0,...,5 are known [81]. Again, we only give the
first two coefficients fem,0 and fBem,1 in the MS renormalisation scheme [79], depending on
the number n¢ of Dirac fermion species with charges ¢; for i = 1,...,n¢. They read in the
conventions of [77]

4 ng ng
Bem,O = § Zl q1‘27 Bem,l =4 Zl qZZ‘l- (3'44)
1= 1=

Bem 1s positive for all values of ciep, also when all known higher order contributions are
included. As a result, aem grows arbitrarily for larger energy scales. A first-order solution
of eq. (3.42), which relates aem(u?) to the value of the coupling cem(p3) at a scale u3, is
given by

2
Qlem
aem(MQ) = a . (MO) . (345)
1—- em,uo 4Zz 1495 10g< )
From the latter solution, we deduce that the coupling diverges at the scale

2 2 1

MLandau = Ho ©XP aem(#(%) 4 ng 2 (346)
dr 3 Lui=11i
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3.3. QCD+QED S-functions

and is not defined for u? > ,u%andau. However, non-perturbative studies of QED, based
on the lattice regularisation, indicate that the Landau pole in QED is not a perturbative
artefact [82H84]. The setup was based on non-compact lattice QED, which we will discuss
in chapter [4 with staggered fermions. The simulations showed that by altering the bare
dimensionless mass am, where a denotes the lattice spacing, it is not possible to generate
an arbitrarily small value of the renormalised dimensionless mass amg. Hence, it is also
not possible to perform calculations at arbitrarily small a. The theory provides itself a
minimal cutoff by chiral symmetry breaking [82H84].

3.3.3. QCD+QED p-functions

Having discussed QCD and QED as separate theories, we now investigates QCD+QED
as a combined theory. In this case, the running of the strong and the electromagnetic
coupling is described by the system of ordinary differential equations with respect to the
renormalisation scale p in the conventions of [77]:

9 (as(p?) as(p?) cem(p?)
2 s s em
= Ms ) ) A4
K EW( 47 ) P ( 4 4 ) (347)
9 (em(1?) as(p?) aem(p)
2 em s em
= Pem ’ : 4
a 8u2( 4 ) b < 47 4 ) (3.48)
A combined power series expansion of G5 and Pen, in terms of the couplings ag and em
reads
Os  Qem 0\ 2 > s\ [ Qem \J
— =(—= il — , 3.49
65(4777 4 > (47r> ijzzoﬁs’]<47r> ( 4 ) ( )
Qs Oem\  (Qem 2 o [ Gs i Qem\J
5em<47r’ 47 ) N ( 47 ) igoﬁemw(Zlﬂ) ( 4 ) ' (3.50)

The coeffients f3s ;o describe the strong contributions to the running of oy, whereas Sem,o;
describe the electromagnetic contributions to the running of aem. The coeffients S ;; for
J # 0 and fs;; for i # 0 describe the reciprocal influence of the interactions. The leading
coefficients were determined in [85, 86] in the MS-scheme [79]. In the conventions of [77],
the coefficients for Gg are given by

n
2 38 .
Bs00 = —11 + 3" Bs,10 = —102 + 3" Bs01 = QZQEM (3.51)
i=1

and for Bey they read
4 q ny Nq ny
Bem,00 = 3 (3 Z Goi+ Z Q121) ) Pem,01 = 4 (3 Z Ghi+ Z in) )
i=1 i=1 i=1 i=1

Nq
Bem,10 = 64 Z @ (3.52)
i=1
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3. Euclidean QCD+QED

nq denotes the number of quark flavours and n; the number of charged lepton species.
The fractional charges are labelled with g4 ; and q;, respectively. For nq = 6 and n; = 3,
we find the S-functions

&(Z—;, O;:) - —7(2?)1— 269?)3 n ?(L)Q(i:) i OQ((as, em)?), (3.53)
S em 32 em 1 6 em 320 S em
fom( ) = 5 (i) + 5 () + 5 (52) (G2) "+ Ollass aen)®). (354)

As all coefficients of B are positive, we find a positive SBen, for all values of ag and aep,.
Hence, aem also possesses a high-energy Landau pole similar to pure QED. As the two
interactions are coupled, «g diverges at the same energy scale. The strong interaction
induces an even stronger growth of e, such that the Landau pole is shifted to smaller
energy scales. For small energies, 5 is negative due to the weakness of the electromagnetic
interaction. Consequently, oy increases for smaller energies, such that the perturbative
expansion breaks down. As a consequence of the high-energy Landau pole, QCD+QED
is a trivial theory, i.e. all renormalised and bare couplings have to be set to zero in order
to have a well-defined theory. In this case, only a non-interacting theory of free quarks
and leptons remains. Nevertheless, it is possible to interpret QCD+QED as an effective
theory, which is valid for energy scales much smaller than the high-energy Landau pole.

In this thesis, we will truncate the perturbative expansion in aen, at first-order, i.e. at
tree-level such that the system of B-functions simplifies to

a1 ) = (1) (- 7-20(5) + 5 (52)) + Olasean)). 35)
ﬂem(Z‘—;, O:T:) =0 (3.56)

At this order, no Landau pole associated to aep, is formed. In addition, the electromagnetic
correction of B4 is independent of the value of o too small to spoil its negativity assuming
a value of aem = W Consequently, in this setup the cutoff 2 can be sent to infinity
and therefore completely removed. In terms of the lattice regularisation, for which one
could perform a similar calculation, this means that the continuum limit of combined
QCD and tree-level QED exists. The arguments of this section also apply when only the
three light quarks are considered, as the qualitative behaviour of the S-functions does not

change.

3.4. Flavour symmetries and conserved charges

In order to obtain a deeper insight into QCD+QED, we discuss symmetries of the theory
depending on particular choices of the parameters of the action in eq. . We remind,
that a sufficient condition for a quantum symmetry is the invariance of the regulated action
and of the regulated path integral measure, c.f. eq. . We investigate the vector and
the axial transformation. We consider a group of vector transformations Gy, which is
defined as a product of the groups U(n) and SU(n). The vector transformations act on
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3.4. Flavour symmetries and conserved charges

the fields according to
Ty () [(T7, T, AT, AT)] = (exp (iZTgvai)w, (3.57)
¥ exp ( — iz Tévo/) VAL Ag),

where Tév are the generators of the particular symmetry group, spanning its Lie algebra,
and o' are real parameters, parametrising the transformation group. The generators T¢,
only act on the flavour indices of the quark fields. To evaluate the transformational
behaviour of the path integral measure, one in principle has to regulate the theory first,
e.g. with a covariant regularisation based on a heat-kernel as discussed by Fujikawa in
[57, 87, [88]. We omit this step, as it is known that the vector transformations are non-
anomalous. It can be shown that the action of QCD+QED is invariant under the group
Gv, if

[M,T¢,] =0, elQ,Té,1 =0 (3.58)

for all generators 7T, év' Similarly, we consider a group of axial transformations G, which
act on the fields as

T, (@)[(I7, T, AT, A7) = (exp <175 Z T, oﬂ‘) o, (3.59)
U? exp (ify5 Z TéAo/) VAL, Ag) .

An additional v° matrix was introduced compared to eq. . Consequently, the field
transformation does not only mix quark field components in flavour space but also in spin
space. To determine the transformational behaviour of the path integral measure we follow
the steps of Fujikawa in [57, 87, 88| and modify the calculation such that it is valid for
QCD+QED. As the latter is lengthy, we only give the result. The axial transformation is
non-anomalous if all generators of the group are traceless

tr(7¢, ) = 0. (3.60)
The action of QCD+QED is invariant under Gy if
{M7 T&'A} =0, €{Q,T5A} =0 (361>

for all generators TéA.

We will label the generators and the corresponding transformations with an index, which
tells the flavours manipulates by the generator. In addition, we denote a generator with
the index 1 if it belongs to the singlet representation, i.e. the generator 7' is proportional
to unity, and with an index 8 if the transformation belongs to the octet representation,
i.e. the generator T is traceless.
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3. Euclidean QCD+QED

3.4.1. QCD+QED
For the most general choice of action parameters
e = (my, mq, ms, g2, €2), (13.11))
the theory is invariant under the combined symmetry group
U)vu®@U1)v,a®U)vs. (3.62)

The generators for the vector transformations Tys(1),, ; with quark flavours f = u,d, s read

10 0 0 0 0 00 0
Toayw. =0 0 0], Tyay,=[0 -1 0], Tyay.=[0 0 0 ]. (3.63)
00 0 0 0 0 00 -1

The related conserved charges are upness U, downness D and strangeness .S, describing
the flavour-wise quark number conservation. The minus signs in the definition of the
generators appear due to different conventions for up- and down-like quark flavours with
respect to the sign of the quark numbers. Consequently, the total quark number N =
U — D -8, the baryon number B = %(U — D — S) and the electric charge Q = %U—l— %D—G—
%S are also conserved. For parameter choices with larger symmetry groups, the latter
transformations are always present as a subgroup.

3.4.2. Isosymmetric QCD
Isosymmetric QCD, which we denote QCDyg, in this work, is characterised by the param-

eter tuple eq. (3.11))
€= (mlld7mud7msag2)o)u (364)

i.e. the up and down quark masses are degenerate myq = my = mgq and the electromag-
netic coupling vanishes, such that the photon field decouples from the theory. Due to the
absence of the electromagnetic interaction not only the bare but also the renormalised up
and down quark masses are equal. In this limit, the theory is invariant under the combined
symmetry group

U(I)V,ud X SU(Q)Vﬂldg X U(l)v7s. (3.65)

The generator of Ty (q), . reads

1

Ty =3

100
010 (3.66)
000

and the related conserved charge is U — D. The generators for the isospin transformations
SU(2)v uas are given by

. 1.,
Tg’U(2)v,uds = 5/\1 1=1,2,3 (3.67)
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3.4. Flavour symmetries and conserved charges

with conserved charges I and I3 = U + D. Although isospin symmetry is not realised in
nature it is an approximate symmetry commonly assumed in lattice QCD simulations. In
the isosymmetric limit all members of hadronic isospin multiplets possess the same mass
such as the triplet of 7% and 70, the doublet p and n as well as the doublet K+ and K°
as well as K~ and K.

3.4.3. Chiral QCD

Restricting the set of parameters even further, one investigates chiral QCD, which is
characterised by vanishing bare quark masses with the parameter tuple eq. (3.11))

e =(0,0,0,¢%0). (3.68)

In fact, not only the bare quark masses but also the renormalised quark masses vanish.
This parameter set maximises the symmetry group to

U(l)v,1 ® SU(3)v udss @ SU(3) A udss, (3.69)

with the vector generators
1
Toyv, = /6

The appearance of the axial symmetry group SU(3)a udss is directly related to the van-
ishing quark masses. Although the axial singlet transformation U(1)y ; with generator

]17 TSU(g)V/A,uds8 = 5)\ t= 17 tee 78‘ (370)

1
Tuya, = %]1 (3.71)
is a symmetry of the action, it is not a symmetry of the path integral measure and therefore
a quantum anomaly.

Chiral symmetry and its spontaneous breaking in QCD is an important concept to
understand the lightness of 7%, 70, K* and 7, which form the pseudo-scalar meson octet,
compared to other hadronic states. Although the chiral symmetry is a quantum symmetry
of the theory considered, it can be shown that the ground state of the Hamiltonian at
vanishing temperature is not invariant under chiral transformations by investigating the
chiral condensate [42] [89)

(W*T5 T*) (3.72)

as an order parameter of the chiral phase transition. In this situation, the Goldstone
theorem [90], 9] predicts a number of pseudo-scalar massless states appearing in the QCD
spectrum, the so-called Goldstone bosons, equal to the number of generators of the broken
symmetry. In the three flavour theory we have eight generators corresponding to the eight
pseudo-scalar octet mesons. Hence, the chiral point can be characterised by vanishing
quark masses or by vanishing masses of pseudo-scalar octet mesons. In fact, chiral QCD
is not realised in nature. The light quarks possess a mass compared to hadronic scales.
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3. Euclidean QCD+QED

This leads to an explicit breaking of chiral symmetry. The Goldstone bosons, now called
pseudo-Goldstone bosons, consequently also become massive but their masses are still
noticeably smaller compared to other hadronic state.

Chiral symmetry breaking is fundamental for the construction of chiral perturbation
theory [92], which is an effective field theory for the description of the interaction of
hadronic states. In addition, the notion of chiral symmetry is of particular relevance for
the construction of lattice discretised quark actions as we will see later and it is common
to impose renormalisation conditions for composite operators in lattice QCD simulations
in the chiral limit.

3.4.4. Chiral QCD with massive strange quark

In lattice QCD simulations, it is not always possible to choose the masses of the light and
strange quarks independently [45]. It is therefore not possible to obtain massless light and
strange quarks simultaneously. Hence, the chiral point is defined via vanishing up and
down quark masses in the presence of a massive strange quark with the parameter tuple

eq. (3.11)
£ = (0,0,ms, 6%, 0). (3.73)

The mass of the strange quark has to be fixed by an additional condition. The symmetry
group is reduced compared to chiral QCD and enlarged compared to massive isosymmetric

QCD:
U<1)V,ud & SU(Q)V’udg & U(I)V,s (024 SU(Q)A,ud& (3.74)

Again, assuming chiral symmetry breaking, the Goldstone theorem [0, O1] predicts three
massless pseudo-scalar mesons linked to the three generators of the broken SU(2)a uds
symmetry, the 7+, 7° and 7. Consequently, the chiral point in the presence of a massive
strange quark can be characterised by vanishing masses of the pion triplet.

3.4.5. Chiral QCD+QED
Introducing the QED interaction with eq.

e=1(0,0,0,4°¢% (3.75)

reduces the symmetry group compared to chiral QCD due to the individual electromagnetic
charges of the quarks. The remaining symmetry group is given by

U)v,u @ U1)v,ds ® SU(2)v,as @ U(1) A udss @ SU(2) A dsss (3.76)

with generators

L /000 0 0
Trayva =5 8 (1) (1) ; To(ra = 5 8 (1) (1) (3.77)
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and

1

1 _ 6 2 _ 7 3 _
TSU(Q)V/A,ds - 5)\ ’ TSU(2)V/A,ds - 5)\ ’ TSU(2)V/A,ds D) (3.78)

Assuming that U(1)a uds ® SU(2)a as is spontaneously broken, the Goldstone theorem [90),

91] predicts four massless pseudo-scalar mesons K, ?0, 70 and 7. The SU(2)y qs symme-
try predicts m,+ = mg+ and m,- = my-. Together with charge conjugation symmetry
we see that only four particles of the pseudo-scalar meson octet are massive and they
all possess the same mass. These findings are known as Dashen’s theorem [93]. Nowa-
days, this theorem is proved by means of the chiral effective theory [94]. Corrections to
Dashen’s theorem due to explicit breaking of the chiral symmetry by massive quarks are
parametrised by the parameter ¢ [39)

(m%ﬁ— - m%{O)QED - (m;i+ - mio)QED

£ = (3.79)

2 _ .2 )
ms, — mio

where the superscript QED denotes corrections caused by the electromagnetic interaction
only. Predictions of the breaking parameter € are available based on the chiral effective
theory [94] as well as lattice QCD+QED [46, [48], [95].

3.4.6. Chiral QCD+QED with massive strange quark

We again consider the situation of the last section in the presence of a massive strange
quark with parameters eq. (3.11)

e =(0,0,ms, g%, €%). (3.80)
Compared to chiral QCD+QED the symmetry group is broken to
UL)vu®@U1)v,a®@U(1)vs®U(1)Auds- (3.81)

A spontaneous breaking of the remaining chiral symmetry U(1)a ud8 with generator
1
Ty (1) p s = §A3 (3.82)

results in a vanishing 7° mass via the Goldstone theorem [90, [91].

3.5. Ward-Takahashi identities in Euclidean QCD+QED

Ward-Takahashi identities are commonly discussed in the literature for multi-flavour QCD
and single-flavour QED separately. As we consider combined QCD and QED, we discuss
the two Ward-Takahashi identities most relevant for this work, namely the vector Ward
identity and the azial Ward identity, also known as the chiral Ward identity. Continuum
Ward-Takahashi identities play an important role for the improvement of the convergences
to the continuum limit of a lattice field theory. We will discuss the concept of improvement
later in section when we have introduced the lattice regularisation.
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3.5.1. Vector Ward identity

The vector Ward identity is derived from the set of field transformations of the form
T[] [(U*,W* AT, A?)] = (exp(iTa™) V", U* exp(—iTa”), AT, AZ), (3.83)

where T is a Hermitian matrix acting only on flavour indices of the quark fields and «
is a scalar field, such that the U(nf) phases exp(iTa”) and exp(—iTa”) become space
dependent. Naively, the path integral measure is invariant under the transformations
considered, as

exp(iT«a)
0% [a][Y]
oY

exp(—iTa)

sdet ( ) = sdet( ) =1, (3.84)

From the discussion in section we know, that the vector transformations are non-
anomalous, i.e. the invariance of path integral measure also holds in an appropriately
regularised theory. Accordingly, there is no contribution from the Jacobian to the Ward
identity:

) T[] B
o 0ot (S )|y =0 (3.85)
The derivative of the transformed action with respect to o reads
55’[‘2[&][1\“ _ : (s A~ M x N2 1 © 12 1 r
R ’a:o = —i(@ @y Tw) + (T[T, 39 (Dr—D#) + M| w)")

= —i((O"(UAHTW))* — UF[M, T|¥” — ie AZFU ~H[Q, T)¥").  (3.86)
Combining the last two equations with eq. we obtain the vector Ward identity:
(" (T Tw))7 0[] ) = ( (T [M, T + i AT [Q, T|¥") O[] (3.87)
WL TS

da®

Associated to the partially conserved current (Uy#TW)?, one defines a partially conserved
charge

o = / B (TAPTT)?. (3.88)

For vanishing electromagnetic quark charges () = 0, we reobtain the standard QCD vector
Ward identity [42]. For flavour-diagonal 7', in particular for T = @, we find that the
expectation values of flavour-neutral vector currents are also conserved up to contact
terms in combined QCD and QED as all commutators vanish:

<(aﬂ(%“T\1;))f(9[T]> - <i50[T[aHTH‘a0>_ (3.89)

Yo%
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3.5. Ward-Takahashi identities in Euclidean QCD+QED

This is a conceptually important result, especially for the electromagnetic current. The
vector Ward identity in pure QCD ensures that the renormalisation of the electromagnetic
coupling only depends on the field strength renormalisation of the photon field, i.e. on the
vacuum polarisation. Contributions from the vertex and mass renormalisation cancel to all
orders, which can be shown using the vector Ward identity and its renormalised analogue.
The latter argument can also be applied in the situation of the combined QCD and QED
as the electromagnetic vector current fulfils the same Ward identity. The renormalisation
of the electromagnetic coupling comes only from the vacuum polarisation. In a tree-
level QED calculation, the vacuum polarisation is absent and hence, the electromagnetic
coupling does not renormalise even in the presence of full QCD. In fact, not only the
electromagnetic current is conserved but also any flavour-neutral vector current, for which
T is a diagonal matrix.

3.5.2. Axial Ward identity

The axial Ward identity is derived from the set of field transformations of the form
T[a][(T®, T, A%, AZ)] = (exp(iT~°a®) T, U® exp(iT~°a®), Ag, Ao), (3.90)

where T is a Hermitian matrix acting on flavour indices and « is a scalar field, such
that we again have local U(n¢) transformations. An additional 4% matrix was introduced
compared to eq. . We do not demand that T is traceless. To determine the Jacobian
of the axial transformation, we follow the steps of Fujikawa in [57), 87, [88] and modify the
calculation for QCD4+QED. As this calculation is very lengthy, we only give the result.
The contribution from the Jacobian to the Ward identity is given by

5 0%]a] [T])
da® oY

1
= i——ghaHan2b1 (g2 ty(T) tr( FyHans Fypzmt) (3.91)

det (
a=0 16
+ 36% tr(TQ?) F 113 Fh2h),

The derivative of the transformed action with respect to o reads

3S[Fa][Y]]

da®

| =@ @+ (W (B - Dy 4 e )
= —i((0" (U TD))® — U5 { M, T} T (3.92)
— 1 AFMU Y [Q, T) W),

Combining the last two equations with eq. (2.22) we obtain the axial-vector Ward identity,
which is also known as the partially conserved axial vector (PCAC) relation:

<(aﬂ (%wf’m))m[m - <(@{M, TYAST + 1e ATy [Q, T) U™ (3.93)

4 %Emmmm (g2 tr(T) tr(FS“4”3 FS“Q‘”)
+ 3¢ tr(TQ?) Fohats F 21 ) ) O[ Y]
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3. Euclidean QCD+QED

For vanishing electromagnetic quark charges () = 0, we reobtain the standard QCD axial
Ward identity [42]. The PCAC relation takes an important role for the definition of quark
masses, which renormalise multiplicatively in lattice calculations [42]. Measuring both
sides of the PCAC relation gives access to the quark mass matrix. Probing the PCAC
relation for different 7', linear combinations of entries of M can be extracted.
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4. Lattice field theories

In this chapter, we summarise the formulation of field theories on spacetime lattices. We
discuss the lattice regularisation of continuum field theories, introduce the notion of gauge
symmetries on the lattice and present gauge and fermion actions with a focus on the Wil-
son fermion discretisation in the context of lattice QCD. We further discuss subtleties of
non-compact lattice QED related to the manifest infrared divergence. We describe Monte
Carlo simulations as a stochastic tool to compute the path integral. We finally comment
on systematic errors of lattice Monte Carlo simulations. In this chapter, we follow the
standard text books of Montvay and Minster [96], Gattringer and Lang [42], Rothe [97],
DeGrand and DeTar [98], Smit [99], Wipf [60] and Creutz [100]. Further helpful introduc-
tory texts were published by Gupta [101], Wiese [102] and Lischer [103][104]. Text books
with focus on the application of lattice QCD in combination with advanced computational
techniques are [105], [106]. This chapter is partly inspired by the PhD theses [61H65].

4.1. Lattice regularisation

For the quantisation of an interacting Euclidean quantum field theory, a regularisation
procedure has to be applied. Wilson suggested to restrict a continuum field theory to a
discretised version of Euclidean spacetime, a spacetime lattice [I07]. In this thesis, we
deal with lattices with a finite number of sites. Infinite lattices are not suited for Monte
Carlo simulations as computers can only deal with a finite number of degrees of freedom.
We consider a hypercubic lattice [42]

A= {z € RYz" = an*,n* € {0,1,...,N* =1}, € {0,1,2,3}} (4.1)

with equal lattice spacings in all directions. The extent is commonly chosen equal for all
spatial dimension, N! = N2 = N3, such that the lattice is compatible with the octahedral
symmetry group. The restriction to a finite volume requires the definition of boundary
conditions. To understand the implication of a finite spacetime lattice, we consider a
generic lattice field ® and decompose it into its Fourier modes, assuming periodic boundary
conditions for simplicity:

v e (S e w3 [Geo (IS pe) e 02
p Iz z #

The definition of the momenta is invariant under shifts by multiples of %T, i.e. the mo-
mentum lattice is also periodic. It is common to shift the momenta to the first Brillouin
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4. Lattice field theories
zone [42]:

~ 2 H NH NH
A:{pE]R4’p“: mn “e{—7+1,...,0,...,7},ue{0,1,2,3}}. (4.3)

The minimum distance between two lattice sites a induces a sharp cutoff in momentum
space at 7 in each direction. Loop integrals known from continuum perturbation theory
are replaced by a finite sum over the lattice momenta, i.e. the spacetime lattice serves as
a UV regulator of a quantum field theory. Lattice perturbation theory calculations can
also be performed on infinite lattices. In this case, the momenta form a continuous set
but are also bound to the first Brillouin zone. Anisotropic lattices with a smaller lattice
spacing in the temporal direction are relevant for finite-temperature calculations.

4.1.1. Lattice actions and lattice operators

If a spacetime lattice is used to regularise a continuum quantum field theory, lattice coun-
terparts have to be constructed for all ingredients of the continuum theory. In detail, a
lattice action S'@ and lattice operators O'*' have to be constructed that converge to there
continuum counterparts S and O™, when the lattice cutoff is removed:
lim Slat _ Scont7 Lim Olat — cont (44)
a—0 a—0

It is clear, that these requirements do not uniquely define S'* and O, This fact can be
used to influence the rate of convergence towards the continuum limit.

4.1.2. Symanzik improvement programme

The formulation of lattice quantum field theories as discretised versions of continuum
quantum field theories can be altered in such a way that the rate of the convergence
towards continuum, which is measured in powers of the lattice spacing a, is increased.
A systematic approach was formulated by Symanzik [108, 109]. Close to the continuum,
the lattice theory can be understood as an effective theory and be expanded in terms of
a [42), 110]:

n—1

S= / diz £+ ai L7+ O(a"), (4.5)

i=1

£ denotes the Lagrange density of the corresponding continuum theory. The densities
LY consist of linear combinations of local operators with mass dimension 4 + ¢, which are
compatible with the symmetries of the lattice action:
l;
LE =) el (4.6)
k=1

The lattice action is now modified in such a way that these contributions vanish to the
desired order. This is achieved by adding discretised versions of [ d*x L7 to the lattice
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4.2. Lattice gauge theories

action. The corresponding improvement coefficients c¢;; have to be tuned appropriately.
In order to obtain improved correlation functions, the improvement also has to be applied
to operators. The procedure is completely analogous. Improvement coefficients can be
determined by means of perturbation theory. Nevertheless, a non-perturbative determi-
nation is preferred. This can be achieved by imposing Ward-Takahashi identities of the
continuum theory on lattice correlation functions [110} [111]. The improvement coefficients
are tuned such that lattice artefacts in the identity vanish to the desired order.

4.2. Lattice gauge theories

Lattice gauge theories are defined on a spacetime lattice and possess a gauge symmetry.
In particular, they provide gauge-invariant non-perturbative regularisations of continuum
gauge theories. A typical application is the investigation of low-energy QCD, where per-
turbation theory breaks down. In addition, lattice gauge theories also offer the possibility
to perform a strong and a weak coupling expansion [96], 97].

4.2.1. Local gauge transformations

Local gauge transformations &g, where Q¥ € GG and G denotes the gauge group, act on
lattice fermion fields ¥ and ¥ similar to the continuum [42]

Go[(T2, T%)] = (QTT*, T*(Q%)1). (4.7)
A local combination of the conjugated pair of fermion fields is gauge invariant [42],
Bo[UTUT] = T (QF)TQ2T® = T2, (4.8)

i.e. a gauge invariant mass term can directly be constructed. This situation is different
for the kinetic term of a lattice field theory. Lattice derivatives require the combination of
fields at different lattice sites such that gauge invariance is spoiled. An object from con-
tinuum field theory which can be used to define gauge-invariant combinations of displaced
lattice fields is the parallel transporter Ug**! along a path P connecting the points x; and
x9. It is defined as [42]

Ut =P [exp (ig/ daxH Ax”)], (4.9)
P

where P denotes the path ordering operator and g is the coupling of the gauge field to the
fermions. Under a local gauge transformation, the parallel transporter transforms as [42]

Gq[UR™] = Qm2U R ()T (4.10)
i.e. a term of the form [42]

B [T URm o) = P2 (sz)TQazz U;:)QM(QM)TQM P — P2 UErpe (4.11)
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4. Lattice field theories

is gauge invariant. So far, the gauge transporter is defined on the basis of a gauge field
in continuous spacetime. For the lattice discretisation, we define gauge links U** € G,
which connect neighbouring lattice sites # and = + afi and transform in the same way as
the parallel transporter [42], 98]:

Bo[U] = QEUTH(QrTT, (4.12)

They can be understood as discretised versions of the parallel transporter between two
neighbouring lattice sites:

Upttet = p [exp <ig /P dz* A”’““ﬂ = exp(igad™) + O(a). (4.13)

In lattice gauge theories, the gauge links U, which are elements of the gauge group, form
the fundamental fields. The path integral quantisation is performed with respect to an
integration over the gauge links U, which we will introduce in section Nevertheless,
it is possible to implicitly define a lattice gauge field A, which is an element of the Lie
algebra of the gauge group, by the exponential map [42] 98]

U™ = exp(igaA™). (4.14)

4.2.2. Gauge invariant objects

As we aim for the construction of gauge invariant actions, we discuss elementary gauge
invariant building blocks composed from gauge links and fermion fields. We consider an
ordered product of gauge links, which are defined along a path (zg, 1 = zo+af, ..., Tn =
Tp—1+ Qfip—1):

n—1
PU] = yrorogmim | gt = T Um, (4.15)
1=0

It is convenient to define U # = (U*~%#)t to allow for paths in the —j direction. The
product of gauge links along a path transforms under gauge transformations as [42]

B[ P[U]] = Q% P[U](Q*)T. (4.16)

We can build gauge invariant objects if we attach fermion and conjugated fermion fields
at both ends of an arbitrary path [42]:

B [T P[U]T"] = T (Q0)TQ20 P[U](Q%)IQTn ¥ = Foo P[U]Tn, (4.17)

For a closed path, i.e. zg = x,, we obtain a gauge invariant object when taking the
trace [42]:

Bqltr(P[U])] = tr(Q%° P[U](Q2%)1) = tr((Q%)TQ% P[U]) = tr(P[U]). (4.18)
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4.3. Lattice gauge actions

4.2.3. The path integral measure for compact gauge groups

In order to construct the path integral over link variables, a path integral measure DU
has to be introduced. It is defined as the product of Lie group measures dU for each site
z and direction p [42]:

3
pU =[] []dav™ (4.19)

z pu=0

An essential requirement for this measure is its invariance under gauge transformations.
For compact Lie groups G, there exists a unique measure, the so called Haar measure,
with the properties [42]

dU; = d(U Uz) = d(UUy) YU € G, / daUu =1, (4.20)
G

i.e. the measure is invariant under right- and left-translations and normalised. The transla-
tional invariance ensures the demanded gauge invariance of the path integral measure [42):

d(B[U") = d(QTU= Q)T = dur. (4.21)

Group elements U of the Lie groups SU (n) and U (n) can be represented as U = exp(iw®T?),
where the w® are real numbers and the T'* denote the Lie group generators. On the Lie
group, a metric tensor g = g(w)gya; dw*?dw™ can be constructed with entries [42]

w w t
g(w)azal = tr <8U7()M> . (4.22)

Oow®?  Jw

The Haar measure of the group is then defined by [42]
dU = c+/det(g(w)) Hdw“, (4.23)

where the constant c¢ is determined by the normalisation condition. A proof that this
measure fulfils the properties in eq. (4.20)) can be found in [42].

4.3. Lattice gauge actions

In general, lattice gauge actions can be constructed from closed paths of gauge links. In
this section, we describe the construction of two lattice gauge actions that reproduce the
Yang-Mills action in the continuum limit a — 0.

4.3.1. Wilson gauge action

The shortest non-trivial closed path on the lattice is a square in the pi-uo-plane. It is
defined by the corner points x, © + afi1, * + agiy + afis and x + agio. The corresponding
ordered product of gauge links is the so-called plaquette P*#21 which reads [42], 98]

Priik2 — [T U36+a/11:#2 (Uxﬂlﬂ?#l )T (Ux’“2 )T_ (4.24)
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4. Lattice field theories

Using the identification between gauge links and gauge fields in eq. (4.14]), one finds [42] 98]
T s 2w 3 s 2 1 4z 2 3
Pr — exp(ia“F*H2M 4+ 0(a”)) = 1 + ia” F*H2H — 3¢ (F*H21)2 + O(a”),  (4.25)

i.e. the plaquette is directly related to the field strength tensor of the continuum theory.
This observation allows to construct the Wilson gauge action. Assuming a SU(3) gauge
theory, it is defined as [42] 98] [107]

S[U] = gz 3" Retr (11 - PWM) (4.26)

x pa<pl

with the inverse coupling 5 = The definition ensures that in the limit a — 0 the

6

972.

continuum action is obtained [42]:
9 4

S[U] = 7“2 3N tr((Fe ) + O(a?). (4.27)

T 2,41

4.3.2. Liischer-Weisz gauge action

The Symanzik improvement programme, as discussed in section[4.1.2] can be applied to the
Wilson gauge action to eliminate lattice artefacts to the desired order. Lischer and Weisz
derived a gauge action that is tree-level O(a?)-improved [112} [113], i.e. the improvement
coefficients are determined at the classical level neglecting corrections from quantum loops.
In this setting, the improvement coefficients do not depend on the inverse coupling 5. We
will apply this gauge action for the simulation of QCD in this thesis. In addition to the
plaquette, the rectangle in the pi-ps-plane has to be added to the action [65]:

RH2m1 — [T Uw-i-aﬂl,uz Uz+aﬂ1+alf2,u2(U$+20ﬂ2,u1)T(Uz+aﬂ2,u2)T)(U:B,u2)T‘ (4.28)
The tree-level on-shell improved Liischer-Weisz gauge action is defined as [73], 112, 113]
Sg[U] = %Z > (coRetr(ll — PP2) 4 ¢y tr(ll — RM#2 4 1 — RH21) (4.29)
T pe>p1

with the coefficients ¢y = % and ¢; = —%. For the choice ¢y = 3.648 and ¢y = —0.331 the
renormalisation group-inspired [98] Iwasaki gauge action is obtained [114].

4.4. Lattice fermion actions

In addition to the gauge action, the formulation of a lattice gauge theory also requires
a discretised fermion action. In this section, we discuss the fermion doubling problem,
present O(a)-improved Wilson fermions, which are used in this theses, and summarise
alternative lattice fermion formulations. A helpful review on the topic of chiral symmetry
on the lattice and lattice fermion formulations is [IT15].
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4.4. Lattice fermion actions

4.4.1. Lattice derivatives

Kinetic terms for lattice field theory actions can be constructed by means of the lattice
counterpart of derivative operators. These discrete derivative operators are commonly
denoted as lattice derivatives or finite differences. We define the right-acting forward and
backward derivatives acting on a generic field ® as [72, [97]

(Fpay = (@ ) Brry, = (e - o),

(Fyoy = (@ — v, By, = (32— oz, (4.30)
and the left-acting forward and backward derivatives as [72]

@5f) = (@~ ) T, = £ (0720 — 020,

(®54)" =~ (@° — &), B, = (03 -, (431)

respectively. Making use of the Taylor expansion, we find O(a) lattice artefacts fo(_r the
forward and backward derivatives. Considering a lattice of finite extent, d% and 94 as

%
well as 3% and 0% are related to each other via partial integration including boundary
terms [97].

4.4.2. Gauge covariant lattice derivatives

The construction of lattice gauge theories requires a discretised version of the continuum
gauge covariant derivative. Introducing parallel transporters, i.e. the gauge links U,
the discrete derivatives in egs. (4.30) and (4.31) can be modified so that they transform
covariantly under gauge transformations. We define the right-acting forward and backward
covariant lattice derivatives as [72]

T 1 T z+aji T T 1 T Totafl T
(Drw)® = (U ), Dhoz, = (U g22),
T 1 T T—ajl T—ajl T 1 T To—afl To—afl
(D) = L(0F — (Ue-eiyfge—eny, Bpre, = = (57 - (U)o, (432)

and the left-acting covariant lattice derivatives as [72

s T 1 Trrtaj T T T 1 T T T

(WDE)" = (WU = T7),  DE,, = (077, (U] - 52),

s T 1 T qyr—afiyrr—ajl T 1 T T r1—af

(UDh)” = (07— Grronye=om, D, — (552 = 572 U700, (433)

respectively. Making use of the Taylor expansion and the relation between the gauge
links and gauge fields in eq. (4.14)), it is straightforward to show, that the covariant lattice
derivatives fulfil the correct continuum limit up to O(a). Similar as in the previous section,

the derivatives B% and 5% as well as B% and Eﬁ are related to each other via partial
integration including boundary terms.
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4. Lattice field theories

4.4.3. Naive fermion action and doubling of fermion species

A straightforward discretisation of the continuum fermion action is obtained by replacing
the continuum covariant derivatives by lattice covariant derivatives [42] [1T6], defined in
eq. (4.32)), ensuring that the continuum action is restore in the limit a — 0. It is clear
that this choice is not unique, as additional terms which vanish in the continuum limit can
always be added. We write the fermion action as a bilinear form in the pair of conjugated
fermion fields:

S[U, W, U] = Uy, D[U]P, 02, (4.34)

DI[U] denotes the Dirac operator, which depends on the gauge links U. For quark fields
in the defining representation, we have a, b = x fcs, where x denotes the spacetime, f the
flavour, ¢ the colour and s the spin index. Using a symmetric combination of forward and
backward covariant derivatives, the naive Dirac operator is given by [42, [116]

DusnelU] = 5 (S4B + B + 1 (4.35)

with the mass matrix M. A straightforward calculation shows that the Dirac operator
possesses the correct continuum limit and lattice artefacts are of O(a?) [42]. Applying a
Fourier transformation and assuming a unit gauge background U** = 1, the naive Dirac
operator can be written as [42, [116]

Dnaivep2p1 = (i Z ")/M sin(ap’f) + M) 55? . (436)
I

The quark propagator, which is the inverse of the Dirac operator, possesses a pole whenever
pt € {0,2} for all 4 =0,...,3 [42, 116]. Consequently, there are in total 16 poles in the
first Brillouin zone, i.e. 16 fermion flavours are present in the theory instead of one with
a pole at p = 0. The additional 15 fermion flavours are referred to as fermion doublers.
The presence of fermion doublers is a fundamental issue in the formulation of discretised
fermion actions, which is directly related to the preservation of chiral symmetry on the
lattice. A fundamental theorem which summarises these issues was formulated by Nielsen
and Ninomiya.

4.4.4. Nielsen-Ninomiya-Theorem

We phrase the Nielsen-Ninomiya theorem [117H120] in the version of [I2I]. No lattice Dirac
operator D can be constructed which simultaneously fulfils the following four properties:

1. D(p) is an analytic function in the momenta p with periodicity 2%

2. D(p) = iv"p" 4+ O(ap?) for |p| < I, i.e. D shows the correct behaviour in the
continuum limit.

3. D(p) is invertible for p # 0 mod 2T.
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4.4. Lattice fermion actions

4. D anti-commutes with 7°, i.e. {D,~°} = 0, which is required such that the fermion
action is invariant under continuous chiral transformations.

All existing lattice fermion discretisations have to violate at least one of the four properties.
Common formulations rely on an explicit breaking of chiral symmetry, on the introduction
of a lattice version of chiral symmetry or on a partial reduction of fermion doublers. In
the following, we will present several lattice fermion formulations.

4.4.5. Wilson fermion action

Wilson removed the fermion degeneracy by adding an irrelevant, dimension-5 operator
which vanishes in the continuum limit [I07]. This modification gives the fermion doublers
an additive mass, which diverges in the continuum limit, such that they eventually de-
couple from the theory. In order to distinguish the doubler modes with poles at p # 0
from the physical mode with a pole at p = 0, it is useful to introduce a mass term which
depends on the momentum. The mass term has to vanish at p = 0 and diverge in the
continuum limit for the unphysical poles. A suitable choice for this purpose is the gauge
covariant Laplace operator u ‘é ﬁ The Wilson-Dirac operator Dy is defined as the

sum of the naive Dirac operator in eq. (4.35) and the Wilson term:

D[] = 5 S (B + By) — 5 S BB+ M. (4.37)
I I

Making use of the definitions of the lattice covariant derivatives in terms of gauge links
and of partial integration, the Wilson-Dirac operator can also be written in a symmetric
fashion, which we will use in this thesis:

D] = 3 ((Bh - Dh)a# + 1)+ (B - DR~ 1)) + M. (438)

I

Applying a Fourier transformation and assuming a unit gauge background U** = 1, the
Wilson-Dirac operator becomes [42, [116]

i 1
Dw"2,, = (5 >~y sin(apl) + =1 Y (1 — cos(ap})) + M) o2, (4.39)
© %

The Wilson term vanishes only at p = 0. The remaining 15 fermion doublers acquire an
additional mass contribution, which is proportional to 1/a. The major drawback of this
construction is the fact that the Wilson term explicitly breaks chiral symmetry even for
massless fermions. In addition, a vanishing bare mass m = 0 does not lead to a vanishing
renormalised fermion mass due to the additive mass renormalisation caused by the Wilson
term. The Wilson fermion action also only approaches the continuum limit with a rate of
O(a) instead of O(a?) as for the naive fermion formulation. Liischer was able to prove the
existence of a self-adjoint, strictly positive transfer matrix for the Wilson plaquette gauge
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4. Lattice field theories

action in combination with the Wilson fermion action [I122]. n important property of the
Wilson-Dirac operator D[U, A] is its v°-hermiticity [42]:

Dyw[U] = +*(Dw[U])14?, (4.40)

/5-hermiticity implies that the eigenvalues of D[U] are either real or appear as complex
conjugated pairs [42].

4.4.6. O(a)-improved Wilson fermion action

The Symanzik improvement program, introduced in section can also be applied to
the Wilson fermion action, leading to an O(a)-improved Wilson fermion action. This
fermion discretisation will be used for the quark fields later in this thesis. We summarise
the improvement procedure for the isosymmetric 2-flavour case. In total, there are five
dimension-5 operators, which are compatible with the symmetries of continuum QCD [42,
72]:

T=) Wormprmgs, (4.41)

2,01

5= (DD + Y (@ DF DRy, (4.42)

F=m Y tr(FrempTen), (4.43)
2,11

=S T (D) 4+ 3 (WDH e, (4.44)
p 1
2 = mAUTer, (4.45)
Making use of the on-shell improvement condition in form of the continuum field equation
(’y“B’“‘ + m)¥ = 0, one finds that the operators are not independent [42 [72]:
L1 — Lo+ 2L5 =0, L4+2L5=0. (4.46)

These relations can be used to eliminate the operators £o and L4, such that only £q, L3
and L are left [42] [72]. However, £; is proportional to the gauge action term and L5 is
proportional to the quark mass term. The bare parameters m and 3 are just rescaled,
g> = g*(1 + czam) and m — m(1 + csam), such that one can omit these operators as
well. The only operator which has to be added to the action is £; [42] [72], the so called
Pauli, Clover or Sheikholeslami-Wohlert term. The Wilson-Dirac operator in eq. is
altered to

Dilt] = ;3 (Bl - D) +1) + (B~ D) — 1)) (447)
nw

1 A
+ M teswa Y ot Rpe,
1 <p2
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4.4. Lattice fermion actions

F denotes a lattice discretisation of the continuum field strength tensor. A common choice
is [42] [72]

i

fromipe
8a?

(QUrba — iz, (4.48)

Q**1F2 ig the sum of the plaquettes in the pi-pe plane of which x is a corner point:
QFHH2 — [JTHR2 4 [JER2 T 4 [T g [ 2 (4.49)

csw is the Sheikholeslami-Wohlert coefficient [123]. As cgw is a function of 3, it has to be
determined for each lattice spacing separately. This computation can either be performed
perturbatively or non-perturbatively. To lowest order in perturbation theory, csw = 1.
The non-perturbative determination commonly relies on the imposition of the continuum
PCAC relation [72), [IT0], which required also the improvement of the axial current and
the pseudo-scalar density operators [72), [110]. For multi-flavour QCD with non-degenerate
quark masses, the improvement program turns out to be more sophisticated, as a larger
number of irrelevant operators has to be considered and the corresponding improvement
coefficients have to be determined [111].

4.4.7. Alternative lattice fermion actions

Ginsparg and Wilson formulated a relaxed version of the anti-commutation condition
of D and ~°, responsible for the preservation of chiral symmetry of the lattice fermion
action [124]. The Ginsparg-Wilson relation allows a massless Dirac operator Dgw o to
break chiral symmetry in the form of a lattice artefact:

Daw .0y’ +7°Daw.o = aDaw 07’ Daw o- (4.50)

The right-hand side vanishes in the continuum limit, i.e. the chiral symmetry is restored.
Liischer constructed a U(1) group of transformations T, [121], reading

Tal(P, )] = (exp (ia*y5 (]1 - %D))\P,@exp (ia (]1 - %D)75)>, (4.51)
which reduces to the standard chiral transformation in the continuum limit @ — 0. Fermion
actions with Dirac operators satisfying the Ginsparg-Wilson relation are invariant under
these transformations [I21]. Thus, it is possible to construct a doubler free lattice fermion
theory that still obeys a lattice version of the continuum chiral symmetry. In contrast, the
path integral measure is not invariant and an anomalous term in the axial Ward identity
appears, which is a discretised version of the Adler-Bell-Jackiw anomaly [42]. It is further
possible to construct massive fermions from a massless Ginsparg-Wilson Dirac operator
Dcw o [125]:

Lo

a
Daw,m = Daw,o + ’m<11 - §D> = ( 5

)DGW,O +ml. (4.52)
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Two established realisations of Ginsparg-Wilson fermions are domain wall fermions [126}-
129] and overlap fermions [130, [131]. However, both fermion discretisations are computa-
tionally expensive such that other fermion formulations are commonly preferred.

Another discretisation that is based on a doublet of Wilson fermions and also breaks
chiral symmetry is the twisted-mass fermion formulation, in which a chirally twisted mass
term ipy°73 is added to the Wilson action [132] [133]. The corresponding Dirac operator is
protected from zero modes, such that numerical simulations are stabilised, and the fermion
determinant is strictly positive. In addition, the theory is O(a)-improved at maximal twist,
i.e. the twisting angle o = arctan(u/m) is set to 7/2 and the bare fermion mass m to its
critical value [134] [135]. A significant drawback of the formulation is the explicit breaking
of isospin symmetry, which is, however, restored in the continuum limit [42, [135].

A lattice fermion formulation that preserves a remnant chiral symmetry is staggered
fermions [136]. A transformation that mixes spinor and spacetime indices is used to
distribute the four components of a Dirac spinor over the spacetime lattice. This reduces
the number of fermion doublers from 16 to 4. A further reduction of the number of species
is achieved by computing roots of the fermion determinant [42]. A major advantage of
staggered fermions are the reduced computational costs. However, a discussion about the
conceptual issues related to the rooting of the determinant is on-going [137, [138].

4.5. Non-compact lattice QED

In the case of an Abelian gauge theory, a different type of lattice gauge action can be
defined, which depends on the gauge fields and not on gauge links. Derivatives in the
continuum gauge action are replaced by their discrete counterparts. On the lattice, the
photon action is given by

S.[A4] = %Z > primapz priae (4.53)
T 1,42

with the discretised field strength tensor [97]

_>

Fhap — 3;114“2 — g Am, (4.54)

where we used the lattice derivatives defined in eq. (4.30). Using the relations between

the right-acting and left-acting derivatives, we can rewrite the action as a bilinear form in
the photon field, reading

1
S’Y[A] = §A02AC201A01 (455)
with the photon difference operator

A, = (S04 ag) e - o dg. (4.56)
°w
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4.5. Non-compact lattice QED

c = zp in position space representation and the metric tensor, which is used to raise and
lower indices of the photon field and of the photon difference operator, is g(zp)y(zp), =
622607, ie. Alapy, = g(w)2(w)1A(W)l = A(zu)2- We have not included a specific gauge
fixing term yet, which will become relevant for two reasons: Without gauge fixing the path
integral is divergent as one integrates over an infinite set of equivalent photon field con-
figurations. In addition, the perturbative photon propagator is ill-defined. The existence
of gauge symmetries is related to a non-trivial kernel of the photon difference operator,
such that the inverse does not exist. Non-compact lattice QED suffers from several con-
ceptual problems which we will discuss in the following. In general, one is interested in a
lattice discretisation of a continuum theory which possesses a transfer matrix for a rigor-
ous quantum mechanical interpretation of the lattice field theory as well as the possibility
of applying the Symanzik improvement program to remove lattice artefacts successively
order by order. Helpful review articles for this topic are [38] 43, [44] 139].

4.5.1. Inconsistency of electrodynamics on periodic volumes and IR problem
of lattice QED

In lattice Monte Carlo simulations it is necessary to define boundary conditions as only a
finite number of lattice sites, i.e. a finite volume, can be simulated on the computer. A
straight forward choice is the application of periodic boundary conditions in the spatial
directions. In order to understand the effect of this choice, we consider classical electrody-
namics in the continuum on a periodic volume, e.g. a three-dimensional torus T2 [44} [T40].
It is easy to show that this setup leads to unwanted problems. The total electric charge
enclosed in the periodic volume can be related to the divergence of the electric field via
Gauss’s law [44], 140]:

Q= [ dBzp= / BrdE = / dS'E’ = 0. (4.57)
T3 T3 oT3

Due to the periodic boundary conditions the electric flux over the toroidal surface van-
ishes, i.e. the periodic volume is incompatible with a total non-vanishing charge. This
contradicts the aim of studying unbounded charged particles.

In order to further investigate the problem related to the periodic boundary condi-
tions, we consider the action of Euclidean QED on a four-dimensional torus with periodic
boundary conditions and investigate its gauge symmetries. The QED action reads

S[A, ¥, U] = /d%i Z FrR2i prpein gt (yE DR 4om)W)®, (4.58)
12,k
where D* = 0# + ieA* is the covariant derivative and F#2H1 = gH2 A#1 — M1 AF2 the field
strength tensor. The periodic boundary conditions are implemented as

Ax’x“zo - Az’x“zX‘% \Dx’ﬂ‘:() = \I/x‘zl‘:Xl‘a @x‘zl‘zo = EIIJ:#:XH (459>

for 4 = 0,1,2,3. Similar as in infinite volume, we find that the action is invariant under
the gauge transformation & of the form

B[(A™, U” UT)] = (A" — (0"a)”, exp(iea”®) ¥, U” exp(—iea®)), (4.60)
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4. Lattice field theories

if a is a periodic function. In fact, demanding o to be a periodic function is far to
restrictive. Inserting the gauge transformed fields into eq. (4.59)) we find the two conditions

(M a)®|pu=0 = (0" Q)" |pu=xn, exp(iea”)|gu=o = exp(iea®)|gu=xn. (4.61)

Due to the 27i-periodicity of the exponential function, the conditions are equivalent to

2
(0"0) | g = (0"0)®|aixi, O i = Q% g xn — gnu, (4.62)

where n € Z*. A simple solution to eq. |i is given by the choice o® = 2@’;‘: x#, i.e. the
respective gauge transformation reads

2mnt

2mn# —
1\ gT T i 1
x >\IJ W exp( e ® )) (4.63)

eXH

2mnk
eXH

B[(A™, U7, T7)] = (Afw -  exp (ie
For the photon field, this type of gauge transformation is a shift symmetry as the value
of the entire field is shifted homogeneously [41]. From the previous discussion, it is clear
that a gauge transformation, which satisfies eq. (4.62]), can always be decomposed into a
gauge transformation with periodic @ and a non-periodic remainder for some n € Z*:

o =y + Z(i:xﬂ. (4.64)
Gauge transformations which are characterised by a non-periodic « are referred to as large
gauge transformations.

In general, gauge symmetries cause a non-trivial kernel of the photon differential oper-
ator. The large gauge transformations, defined in eq. , shift the value of the photon
field by a constant. Hence, the photon propagator possesses a divergence at p = 0. In order
to invert the photon differential operator, the gauge freedom has to be fixed. Commonly,
one uses local gauge-fixing conditions that do not relate different sites of the gauge field.
However, according to [44], large gauge transformations survive local gauge-fixing proce-
dures as they are not continuously connected to the identity transformation. Therefore,
a global gauge constraint has to be imposed in addition. There are several proposals to
remove or avoid the problematic zero mode. In principle, there are two distinct solutions:
Either one alters the action by excluding field modes manually or one chooses boundary
conditions that avoid the zero mode [44].

4.5.2. QED

QEDry, [141] is a particular infrared regularisation of non-compact lattice QED on a
periodic lattice based on the action eq. (4.55). The photon field is restricted to field
configurations satisfying

d A =0 Vupe{0,1,2,3} (4.65)

xT
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4.5. Non-compact lattice QED

on all Euclidean components of the photon field. The name convention describes the fact
that the summation in the constraint is both over the temporal and spatial directions.
The latter condition is equivalent to demanding a vanishing zero-mode in Fourier space

AP0 =0 Vu e {0,1,2,3}, (4.66)

i.e. the mode is removed as a dynamical degree of freedom from the theory, such that
the photon difference operator can be inverted and the infrared singularity in the photon
propagator is avoided. It is commonly argued that removing a set of modes with measure
zero in the infinite-volume limit does not alter the theory in this limit [44]. QEDry,
was used in early QCD+QED simulations [141, [142], but also in the original setup of
the BMW collaboration for the investigation of isospin breaking [47] and of the Rome
approach [46], [143], which will be relevant later in this work. Despite its simplicity, QEDrr,
suffers from several conceptual problems [44) 47, T40], such that the application of this
type of lattice QED discretisation is nowadays avoided. The constraint connects fields
at arbitrary times and spoils reflection positivity. As a consequence, this prevents the
construction of a transfer matrix [41]. In addition, charged particle propagators are ill-
behaved if the time extent of the box is sent to infinity while keeping its spatial size fixed:
The effective mass for charged states at fixed order in e? diverges in the infinite time
limit [41].

4.5.3. QED,

A significant improvement with regard to the conceptual problems of QEDry, is offered
by QEDy,, which was introduced by Hayakawa and Uno [140)], featuring a more restrictive
constraint on the field variables

ZAW:O Ve {0,1,2,3} vz e {0,...,X° —a}, (4.67)

T

i.e. the spatial zero mode is removed from the theory on each timeslice
AP =0 Vue{0,1,2,3} Vp'. (4.68)

The constraint is local in time and respects reflection positivity. Hence, the existence of a
transfer matrix is guaranteed [41]. In [44] the QEDy, constraint is applied to a ¢* scalar
field theory in order to investigate its consequences with respect to the renormalisability
of higher-dimensional operators. It was observed that the required counterterms possess
non-local contributions, such that the operator product expansion, the Symanzik effective-
theory description of the lattice theory close to the continuum and the related improvement
program break down. This leads to the assumption that an O(a)-improved version of
QEDy,, which removes leading lattice artefacts, cannot be constructed. According to [44],
it is possible to avoid these conceptual problems if one restricts the calculations to leading
order considerations. In [I39], it is further suggested to also modify modes beyond the
spatial zero modes in order to eliminate the leading finite-volume corrections to hadron
masses.
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4. Lattice field theories

4.5.4. QEDy

Another approach is to regulate the divergence of the photon propagator by introducing
a finite photon mass m, after fixing the gauge to Re¢-gauge, similar to the procedure in
continuum QED [I44] 145]. In this setup, the photon difference operator reads

Su= 1 S
Aqeny = (30 R Tl +m?) o + <g —1)op T, (4.69)
m

As QEDy; employs two IR regulators, the photon mass and the finite volume, it is impor-
tant to realise that the limits do not commute, which makes the extrapolation challenging.
In order to recover infinite-volume QED, first one has to perform the infinite volume ex-
trapolation of the observable and then extrapolate to vanishing photon mass. According
o [44], if m., is too small in comparison with the lattice volume, the effective mass of
charged particles will show the same problems as for QEDyyr,. In [144] [145], it is argued
that hadron masses can, however, be reliably estimated in the regime m,/m, < 1 and
m~L > 1.

4.5.5. QED¢

So far, we have discussed solutions to the IR problem of non-compact lattice QED based
on an alteration of the theory. A different approach is to modify the boundary conditions,
such that large gauge transformations are spoiled. We briefly discuss QED¢ [146H148],
which was introduced to the lattice community after this project had been started. QED¢
is defined by applying spatial C-parity boundary conditions instead of periodic boundary
conditions in the spatial directions y = 1,2, 3, i.e.

Am‘xl‘:o = _Ax|:c“:X“7 \III|:L"/‘:0 = C_l(@m)T‘I”:X“? (470)

where C' = 17942 is the charge conjugation matrix for Dirac spinors. For this choice, an
argument similar to eq. cannot be constructed, as the electric and flavour charge can
flow in and out at the boundaries. However, charge and flavour symmetries are partially
broken by the boundary conditions, such that charge and flavour quantum numbers are
not conserved. In fact, only the quantum numbers (—1)? and (—1)F are conserved,
such that states with charges differing by multiples of 2 have non-vanishing overlap [146+-
148]. E.g. a =~ baryon can decay into a proton [44]. The major disadvantage of QED¢
is the requirement of the generation of completely new gauge ensembles, which is very
costly. A code for lattice simulations of (QCD+QED)c based on the openQCD library is
available [149] 150], where isospin breaking is treated non-perturbatively.

4.6. Monte Carlo simulations for gauge theories

The large number of degrees of freedom, which have to be integrated over in order to
evaluate the path integral, makes standard numerical integration methods inapplicable [42,
60]. A straightforward numerical computation using quadrature formulas is too expensive
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4.6. Monte Carlo simulations for gauge theories

in terms of computing time. A solution to this problem is the application of Monte Carlo
integration, i.e. the integral is stochastically estimated by the average of the integrand,
evaluated at randomly chosen values of the integration variable.

4.6.1. Importance sampling

The expectation value of an observable, which depends on the gauge field U, can be
estimated by

(O[U]) ~ 3" exp(~S[U7) O[U, (71)
=1

where the U; are drawn from a flat distribution. This method is rather inefficient, as a
gauge configuration U; only contributes very little to the path integral if the correspond-
ing Boltzmann weight exp(—S[U;])/Z is small. A more efficient approach is importance
sampling, in which the U; are sampled according to the probability density distribution

_ exp(=S[U)

dP(U) Z

DU. (4.72)

The path integral over the gauge field U can then be approximated by a summation over
the set of gauge configurations (U;)i=1, .. n:

©O[U]) ~ - 3Ol (473
i=1

According to the central limit theorem, the statistical error of the result scales with
1/y/n [42).
4.6.2. Markov chains

The generation of gauge configurations (U;)i=1,..» can be performed by means of a Markov
chain. Starting from a given Uj, U;1 is obtained from U; in a Monte Carlo update step.
The Markov chain is characterised by the transition probability T'(U’|U), which describes
the probability to obtain a configuration U’ from U within an update step. The Markov
chain is in equilibrium if the probability distribution of the gauge configurations P(U)
fulfils the balance equation [42] [60]

S TWU)PWU) =) TUU)PT). (4.74)

U U
A more restrictive solution to the latter equation is the detailed balance condition [42] 60]
TU'\UYPWU) =TUUPU"). (4.75)

In section [4.6.5] we present the Hybrid Monte Carlo algorithm, which is used to generate
gauge configurations based on Markov chains and the detailed balance condition.
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4. Lattice field theories

4.6.3. Effective gauge action

So far, we have only considered an action that depends on the gauge field U. In practice,
one is interested to simulate theories with additional fields, which we described by the
field T. We consider an action

Se[U, Y] = S,[U] + Sx[U, 7], (4.76)

where S,[U] describes the self-interaction of U and Sy[U, Y] the remaining interactions.
The theory is described by the partition function and expectation value

Z:/DWH@@@%W}ﬁﬂMﬂL (4.77)
<mmm=;/pwmmm4ww4mumomﬂ. (4.78)

In the following, we assume that are able to integrate over the field T, i.e. we can evaluate
the partition function and expectation value

Zﬂm:/DTmm4%mrm (4.79)
<@Mﬁﬂz£&/DTmM%ﬁMTanﬂ, (4.80)

which both depend on the background gauge field U. Assuming that the partition function
Zvy is positive, we may define the effective gauge action [151] [152]

Se[U] = S[U] — log(Zx [U]). (4.81)

We also define the corresponding objects of the T, which are defined on a background
gauge field U:

<Oeﬁ[U]>eff = Zlff /DU exp<_Seff[U])Oeﬁ[U]a (482)
Zogt = / DU exp(—Seg[U]). (4.83)

By construction, the two partition functions Z and Z.g are identical:
Z = /DUDT exp(=Sg[U] — S[U,Y]) = /DU exp(—=SglU]) Zy[U] = Zeg.  (4.84)
The expectation value of the full and the effective action are related through

<mam=;/pmn@mamm—&mﬂmwﬁ]

1 1

= Z/DU eXp(_SeH[U])ZT[U]/DT exp(—=Sv[U, T]) O[U, Y]

= Zl /DU exp(—See[U]) (O[U, T)r = ((O[U, Y])v)es, (4.85)
eff
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4.6. Monte Carlo simulations for gauge theories

i.e. as a first step Oeg[U] = (O[U, Y])r is evaluated for each value of the gauge field U
and then the expectation value with respect to the effective action (Oeg[U])es is taken.
Oert[U] is an effective operator, which only depends on the gauge field U. The Monte Carlo
estimation is now performed with respect to the effective gauge action Seg. Equation (4.73))
is altered to

O, 1)) ~ = S (0, Ty (4.86)

n
=1

and the gauge configurations are generated with respect to the distribution

exp(—Ser[U]) _exp(—Sg[U]) Zr[U]
— 7z PU= gZ

dP(U) = DU, (4.87)

i.e. the partition function Zy[U] becomes part of the Boltzmann weight.

4.6.4. Monte Carlo simulations for fermion fields

We consider a fermion action which is bilinear in the conjugated fermionic fields ¥ and
U, reading

S[W, U] = ¥, D3, wP, (4.88)

The Dirac operator D depends on a background gauge field U, which we suppress for better
readability. For this action, it is possible to formally compute the partition function Z, as
the integral over the Grassmann variables can be performed algebraically [59, 15THI53]:

Z = /D\IJD\IJeXp(—S[\IJ,\II]) = det(—D). (4.89)

For a ~°-hermitian Dirac operator, e.g. the Wilson Dirac operator in eq. (4.40), the
partition function is real [42]:

Z = det(—D) = det(—~*D~®) = det(—D') = det(—D)* = (Z)*. (4.90)

To include the fermion partition function into the weight factor, as discussed in sec-
tion Z has to be positive. If we consider a doublet of mass-degenerate fermions with
flavours 1 and 2, the Dirac operator is block-diagonal D = diag(D;, D2) and Dy = Ds.
Hence, the partition function is not only real but positive semi-definite [42]:

Z = det(—D) = det(—D;) det(—D3) = (det(—Dy))?
= det(—D;) det(—D1) = det(D, DI) > 0. (4.91)

Assuming D has no zero eigenvalues, det(DlDI) can be evaluated by an integration over
complex bosonic fields ® and @, which are commonly referred to as pseudo-fermions [42)]:

1
det(D,D}) = 7TA/D@Dqﬂ exp(—®f (D, D})~'®). (4.92)
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4. Lattice field theories

A denotes the total number of lattice sites. For single fermion species with a Dirac operator
D1, a rooting trick can be applied, assuming that the quark determinant is positive. In
this case, it can be represented by an integral over pseudofermion fields, reading

det(Dy) = det(y/D?) = det (v/Drv/D1')
=L [ Dopet (-0t (BB ), (493

Technically, v/D; is approximates by a polynomial [154] or rational [155] [156] function in
D1. We will discuss this in more detail in section Another possibility to compute
the single fermion determinant assuming a spectrum with positive real parts, which does
not apply to the Wilson-Dirac operator, is discussed in [157, [15§].

4.6.5. Hybrid Monte Carlo algorithm

The Hybrid Monte Carlo (HMC) algorithm [159)] is a tool to generate gauge configurations
(Ui)i=1,...n for a lattice gauge theory including fermion fields. For simplicity, we assume
to have a doublet of mass-degenerate Wilson fermions with a single flavour Dirac operator
DI[U], for which the partition function Zy[U] is positive. We understand the gauge links
U as a function of the Markov time 7, which parametrises the Markov chain, and identify
U; with U(iA7). The gauge links

U™ = exp(i Z Q™M) (4.94)

7

are parametrised by the real coefficients Q*, where T? are the generators of the gauge
group. For each coordinate Q** a conjugate momentum P** is introduced. The Hamilton
function of the molecular dynamics, which describes the time evolution of the coordinates
@ and momenta P with respect to 7, is defined as [42]

1

H[Q, Pl =5 Y (P™)* + 5,U[Q]] — 6" (DR (PU[QI)T) . (4.95)

T,

From the corresponding Hamilton equations one derives the equations of motion [42]

d T aH[Q>P] _ T
EP =T agmi —F[U[Q], o], (4.96)
diTQI’“' - 8211[3%?] = pri (4.97)
with the force term [42]
F[U[Q], g™ = a;m (SglU[QI] + ¢"(DUQN(DUIQIDN) 1 ¢)- (4.98)

The HMC algorithm generates a new gauge configuration U; 1 from a gauge configuration
U; in the following way [42]: The gauge configuration U (iA7) is translated into coordinates
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4.6. Monte Carlo simulations for gauge theories

Q(iAT). A pseudofermion field ¢ = D¢ is generated, where ¢ is distributed according to
exp(—£7€). The initial random conjugated fields P(iA7) are drawn from a Gaussian dis-
tribution exp(—tr P?). Q(iA7) and P(iAT) are used as initial values for the integration
of the molecular dynamics equations of motion. The latter are integrated numerically over
a distance Ar, leading to coordinates Q((i + 1)A7) and momenta P((i + 1)A7). From
Q((i + 1)A7) a new gauge configuration U1 is constructed. The numerical integrator
requires the computation of the force term for each step. This is the most expensive part of
the HMC algorithm, as the Dirac equation has to be solved [42]. The HMC algorithm only
fulfils the detailed balance equation in eq. if the numerical integration scheme satis-
fies two requirements [42]: The integration measure is area preserving and the integration
scheme is reversible. A class of integration schemes, which satisfy these conditions, are
leapfrog integration schemes [42]. Due to translation invariance with respect to Markov
time, the value of the Hamilton function is, in principle, conserved along a solution of the
equation of motion. However, the numerical integration will lead to deviations from the
exact solution. To correct for this violation, a Monte Carlo accept-reject step is added to
the algorithm [42]. The suggested gauge configuration U, ; is only accepted if a random
number 7, which is drawn from the interval [0, 1), satisfies

r < exp(H[Piy1,Qiy1] — H[P;, Q4)). (4.99)

The new configuration U, 1 is rejected otherwise. Instead, the initial gauge configuration
is reused a second time, U;y1 = U;. In order to obtain a high acceptance rate, the step
size of the numerical integration scheme has to be chosen small. However, this leads to a
smaller number of generated gauge configuration at equal computational cost. To find the
optimal choice of parameters is non-trivial and depends on the lattice spacing, the bare
masses and the lattice volume.

4.6.6. Thermalisation

The HMC algorithm has to be started from an initial gauge configuration Uy. This can
be a random gauge configuration or a gauge field, which is generated from a different
HMC run with similar parameters [42]. The generated gauge configurations will not
immediately fulfil the desired equilibrium probability distribution. This is only the case
after a thermalisation time, which depends on the bare parameters, the lattice size and
the investigated observable.

4.6.7. Monte Carlo reweighting

Depending on the specific theory, the generation of gauge configurations can be extremely
computationally demanding. In particular, the consideration of dynamical fermions is
computationally expensive. The reweighting method [160, 161], which we discuss in the
following, was introduced by Ferrenberg and Swendsen. It allows to reuse existing gauge
configurations of a gauge field U, generated with respect to an effective action Seg 1,
for a similar theory with an effective action Sego correcting the Boltzmann weights of
the gauge configurations. In the following discussion, we only consider effective actions,
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4. Lattice field theories

assuming that all degrees of freedom but the gauge field, which is sampled by the Monte
Carlo simulation, have already been integrated out by the path integral. We consider
two effective actions Seg; for ¢ = 1,2. The corresponding partition functions Z.g,; and
expectation values (O[U])cg,; read

Zeﬁ,i :/DUeXp(_SeH,i[U])7 (4100)
(OWl)ats = [ DU exp(=SurslU)) O} (4.101)

The expectation value of the second action can be related to the expectation value of the
first action by

| DU exp(—Seg2[U]) O[U]
| DU exp(—Sesr 2[U])

exp(—Sem.2[U
_ DU exp(=SeralU) S350 O] (RIU] OV e,

(OlU]etr2 =

= (4.102)
exp(—Se
J DU exp(—Seq1[U]) SR=ger2 il (R[UT)est 1
We have introduced the reweighting factor R[U], given by
—Seft 2[U

~exp(—Seg1[U])’

which corrects for the wrong statistical weight of each gauge configuration with respect to
the new action. The estimation of the reweighting factor introduces additional statistical
noise. It can also be very expensive to evaluate the reweighting factor, depending on the
physical content of the two theories and their difference. One typical application is the
modification of bare parameters after the gauge configurations have been generated. In
finite-temperature simulations, the observables have to be computed for various values
of the temperature to explore the phase diagram. The temperature is related to the
temporal lattice extent and therefore to the lattice spacing, which depends on the inverse
coupling 3. It is usually too expensive to generate gauge ensembles for each desired value
of the temperature and its corresponding 3, such that the inverse coupling 3 is altered
by reweighting [162]. A chemical potential can be treated in the same way [162]. The
quark masses can also be fine-tuned by means of the reweighting method [157, [163] [164].
Another example is the alteration of the entire physical theory. Non-degenerate quark
masses can be introduced on isosymmetric ensembles by means of reweighting [I58] or
even an additional interaction such as QED [I65]. This will become important in this
thesis.

4.7. Systematic errors of lattice Monte Carlo simulations

In this section, we briefly discuss various potential systematic errors which accompany
lattice gauge theory calculations.
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Finite lattice spacing

Lattice field theory calculations compute physical observables at finite lattice spacing. A
prediction at the physical point is only possible when the results from different lattice spac-
ings are extrapolated to the continuum by means of a fit. The Symanzik improvement
programme [108, 109] allows to systematically remove lattice artefacts order by order.
Nevertheless, smaller lattice spacings require a larger number of lattice sites to keep the
physical volume constant, which significantly increases the computational cost [42]. The
rotational symmetry of the continuum theory is clearly broken by the lattice discretisa-
tion. Nevertheless, it is possible to relate irreducible representations of the octahedral
group, which is the rotational symmetry group of a spatial cubic lattice, to irreducible
representations of the continuum rotation group SO(3) [166].

Unphysical quark masses

The relation between the bare parameters and the quantities defining the renormalisation
scheme is non-trivial and can only be determined via the lattice simulation. Therefore,
it is not possible to know the correct bare parameters at the physical point in advance.
Simulations are commonly performed at various values of the bare parameters. To obtain
results at the physical point, fits in terms of the quantities belonging to the renormal-
isation scheme, so-called chiral extrapolations, are performed. The required fit models
can be motivated by chiral perturbation theory. In addition, lattice simulations are of-
ten performed preferably at unphysically large quark masses as the computational cost is
significantly reduced [42].

Finite volume effects

Numerical results which are obtained from lattice Monte Carlo simulations suffer from
finite volume effects as computer simulations can only deal with a finite number of lattice
points. In principle, it is possible to simulate the same theory on systems with different
box sizes to investigate the dependence on the physical volume. The extrapolation can
then be performed as a fit in powers of %, where L describes the spatial extent of the
lattice [42]. For a systematic expansion, chiral perturbation theory on finite volumes can
be used [98]. Hadronic masses are altered by an interaction around the spatial torus, which
leads to exponential corrections O(exp(—mL)) [42] for pure QCD. This is most relevant for
the smallest accessible mass of the theory, i.e. my. One usually chooses m,L > 4 [45] such
that finite volume corrections are negligible at the level of current statistical precisions. For
simulations involving QED the situation is different. QED does not possess a spectral gap
and the interaction is long-ranged. One therefore expects relevant finite size corrections
depending on the simulated volume [139].

Excited state effects

Spectroscopy calculations rely on fitting procedures to correlation functions. In interacting
theories, interpolation operators usually do not create a pure eigenstate of the Hamilton

99
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operator when applied to the vacuum state, but a superposition of eigenstates. It is not
always possible to reliably isolate the desired state, such that the value of the corresponding
mass or matrix element is biased. Nevertheless, it is possible to optimise interpolation
operators in a variational analysis, reducing excited state effects [42].

(Partial) Quenching of the fermion determinant and disregard of Feynman diagrams

The computation of the fermion determinant Z,[U] in the process of the gauge ensemble
generation is computationally expensive. It was common to neglect the sea quark con-
tribution in lattice Monte Carlo simulations completely, i.e. the quark determinant was
set to unity, which is equivalent of having infinitely heavy sea quarks. This procedure is
referred to as the quenched approzimation [42] and leads to various unphysical results.
In particular, the ' becomes a pseudo-Goldstone boson [42] as the contribution to the
mass caused by the anomaly, which is related to sea quark loops [98, [105], is missing. In
addition, exceptional configurations characterised by small or negative eigenvalues of the
Dirac operator appear more often [42]. A further simplification in lattice simulations is to
focus on Feynman diagrams, which are computationally easy to handle. The evaluation
of quark-disconnected diagrams demands a much higher computational effort compared
to quark-connected diagrams [42], which usually form the dominant contribution. Nev-
ertheless, quark-disconnected diagrams are relevant to correctly predict various physical
phenomena, such as the mass of the 7 meson and the value of the n— 7' mixing angle [167].
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The gauge configurations used in this thesis for Monte Carlo simulations are provided by
the CLS effort. They are generated with respect to a lattice gauge theory describing QCD
with Ny = 2+ 1 dynamical quark flavours, i.e. the quark masses of the two lightest quarks
are degenerate. The setup and the production strategy are discussed in [45], based on the
simulation concepts introduced in [I68]. In this chapter, we will briefly discuss the lattice
action, give details on the treatment of fermions and the fermion determinants, describe
the determination of required reweighting factors, present the renormalisation scheme and
the scale setting and finally give an overview over generated gauge ensembles. This chapter
mainly summerises the most important aspects of the publications [45, 168HI72] and is
partly inspired by the PhD thesis [65].

5.1. Action and boundary conditions

Gauge ensembles generated within the CLS effort are characterised by the following ac-
tion: For the SU(3) gauge fields the Liischer-Weisz gauge action is employed, given in
eq. (4.29). The fermion discretisation is based on O(a)-improved Wilson fermions includ-
ing the Sheikholeslami-Wohlert term, c.f. eq. . The required improvement coefficient
csw is determined non-perturbatively in [I72], based on the evaluation of the PCAC rela-
tion. Simulations are performed with the three quark flavours up, down and strange and
degenerate up and down quark masses, i.e. the isosymmetric limit is considered.
Periodic boundary conditions are the most common choice in lattice QCD, as they
preserve translational invariance. In simulations performed at smaller lattice spacings
a freezing of the topological charge was observed [I73], which is an integer number on
periodic lattices. As a consequence, autocorrelation times grow, as the HMC algorithm
is not able to sweep trough many topological sectors and the representativeness of the
generated gauge configurations has to be questioned. In particular, the ergodicity of the
simulation algorithm cannot be assured when approaching the continuum limit [169]. A
way to alleviate the topology freezing is to alter the temporal boundary conditions. In [173]
the introduction of open temporal boundary conditions is suggested, imposing Dirichlet
boundary conditions on components of the quark fields and demanding the colour-electric
field to vanish. On this geometry, the topological charge is not an integer, but a real
number, and it can flow into and out of the lattice during the HMC process, i.e. the
topological barriers are removed. In the CLS effort, ensembles with both types of boundary
conditions, i.e. periodic temporal and open temporal are generated. We will discuss the
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5. CLS Monte Carlo simulations for lattice QCDig,

two types of boundary conditions and their actual implementation in more detail in the
context of combined QCD and QED in section

5.2. Algorithmic setup

Several advanced computational techniques are applied to speed up the HMC algorithm,
in particular to compute the fermion determinant, which is the most expensive part.

5.2.1. Even-odd preconditioning for light quarks

The calculation of the light quark determinant is not performed by considering the single
flavour 4°-hermitian Dirac-Wilson operator D, but the hermitian operator [45]

Q=~"D. (5.1)

A simplification of the calculation called even-odd preconditioning [174] is achieved by
decomposing the lattice into even and odd lattice sites

_ Qee Qeo
Q B (Qoe Qoo) . (52)

As the operator @ involves only self-interactions and nearest neighbour interactions Qe
and Qoo are diagonal matrices for which both the inverse and the diagonal can directly be
calculated. In order to calculate the determinant of () it is convenient to decomposed @

further into
_ 1 6260(6200)_1 Q 0 1 0
Q= (0 i ) (o QOO) ((Qoo)lQoe 1)’ (5:3)

where we have introduced the asymmetric even-odd preconditioned Schur complement

Q = Qee - Qeo(Qoo)ilQoe- (54)

Making use of the fact that the determinants of the leftmost and rightmost matrices in
the above decomposition are unity, the squared quark determinant can be written as a
product of squared determinants of (o, and of the Schur complement @ [45]:

det(Q?) = det((Qoo)?) det(Q?). (5.5)

The determination of det(@2) is computationally simplified compared to det(Q?) as Q2 is
an operator on a lattice with only half the number of sites.

5.2.2. Twisted mass reweighting for light quarks

The Wilson Dirac operator does not only possess eigenvalues equal or larger than the bare
quark mass. Consequently, field space is divided by surfaces of zero eigenvalue, which
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cannot be crossed by the HMC algorithm due to the infinite action [45]. The introduction
of a small twisted mass term makes the spectrum of the Wilson Dirac operator strictly
positive. In addition, it reduces the fluctuations of the forces to be integrated, such
that a larger step widths in the HMC integrator can be applied and therefore makes the
simulations cheaper and more reliable. The squared light quark determinant is written
as [45]

2
det(Q?) = det((Qoo)?) det(Q?) = Wo det((Qoo)?) det Qg det(Q? + pi2), (5.6)
Q2 + 2/~LU
where we have introduced the twisted-mass reweighting factor
32 1 9,2)02
Wo = det w (5.7)
(@2 + No)z

that compensates for the twisted mass term. A larger choice of the twisted-mass parameter
to leads to a more stable performance of the HMC algorithm as force fluctuations are
removed but reintroduces larger fluctuations in the reweighting factor. W is removed
from the quark action used to generate the gauge configurations. To correct for the wrong
statistical weight of the generated gauge configurations due to the altered quark action a
reweighting according to section is performed, where W appears as the reweighting
factor. Wy is later stochastically estimated by means of pseudofermion fields [45].

5.2.3. Factorisation of the light quark determinant

A further reduction of the fluctuation of the forces in the HMC algorithm can be achieved
by a determinant factorisation [I75] with different values for the twisted masses [I76]. The
twisted mass quark determinant is decomposed as [45]

~ N n Q2 —+ MZ
det(Q” + pf) = det(Q” + pp) [ [ det | ——— (5.8)
i=1 Q* + i,
with pg < ... < pn. Each determinant is estimated by its own pseudofermion field. Hence,

the integrator step width in the HMC algorithm can be optmised for each pseudofermion
force and larger step widths become feasible. The values were chosen with equal distance
on the logarithmic scale and can be found in [45].

5.2.4. Rational approximation of strange quark determinant

The quark determinant for the strange quark has to be treated differently compared to
the doublet of light quarks, for which the combined light quark determinant is considered.
The strange quark determinant is evaluated by approximating the square root of Q2 by a
rational function [I55], 156] with n, poles [45]

det(Q) = det(Qoo) det(y/Q?) = det(Quo) det( 1HQ *“Z) (5.9)

2+V
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5. CLS Monte Carlo simulations for lattice QCDig,

with an optimal choice of the parameters v; and pi; and i3 < ... < fip,. In addition, a
reweighting factor Wi has to be introduced, which absorbs the inaccuracy of the rational
approximation. Similar to the twisted-mass reweighting factor Wy for the light quark de-
terminant, W is removed from the simulated action and later reintroduced by reweighting.
It is also estimated by means of pseudofermion fields. The determinant of the rational
function is further split into several factors [45]:

2 " oo A2 2
det(HQ +MZ)zl_[det<Q +Ml)det( H M) (5.10)
i=1 Q?+ 77 i=n +1 Q%+ 7;
The first n;, terms with smallest fi;, i = 1,...,n; are evaluated by individual pseud-
ofermion fields, whereas the determinant of the remaining factors is evaluated by a single
pseudofermion field. Again, this determinant factorisation allows for an optimisation of
the HMC algorithm with respect to the step width applied, when integrating individual
pseudofermion forces. As mentioned above, the Wilson Dirac operator can possess neg-
ative eigenvalues. Consequently, the determinant can have a negative sign on particular
gauge configurations. It is possible to correct for this sign, investigating the spectrum of
the Dirac operator on each gauge configuration [177] and including the missing sign in the
reweighting factor Wj. This issue is absent for the light quark determinant, as a pair of
degenerate quarks is considered.

5.2.5. Integration of molecular dynamics

Gauge and fermion forces vary over several orders of magnitude and their evaluation is of
different computational effort. To achieve a high acceptance rate of the gauge configuration
it is computationally more efficient to treat individual forces in the HMC, which we have
discussed in section 5, by suitable integration schemes [I78]. For the generation of
CLS gauge ensembles, a three-level integration scheme is applied [45, 169]. They are
integrated by the first-level integrator, which is based in a forth-order integration scheme
by Omelyan, Mryglod and Folk (OMF) [I79]. Due to the large magnitude of the gauge
forces, the step width has to be chosen small and hence, a high number of evaluations
of the forces has to be performed. This is computationally feasible, as the gauge forces
are cheap to compute. The majority of the fermion forces is treated by the second-level
integrator, which is also based on a forth-order OMF integration scheme. Due to the
costly evaluation of the fermion forces, the step is chosen larger compared to the first-
level integrator. Small components of the fermion forces are treated by the third-level
integrator, which integrates with the largest step width and is based on a second-order
OMF integration scheme.

5.2.6. Solver

In order to compute the fermionic forces in the HMC algorithm, the Dirac equation DV = g
has to be solved for ¥ for a given source 7. The computation of a solution by means of
a direct method is computationally too demanding due to the large system size. Hence,
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iterative solvers have to be applied. Aiming for smaller quark masses am, one observes
that the condition number of the Dirac operator increases, which is reflected by a rise
in the iteration count [I169]. Several methods were developed to speed up the numerical
determination of the solution. For the generation of CLS gauge ensembles, a locally
deflated solver [180] is applied. Deflation techniques remove the lowest eigenmodes of
the Dirac operator from the Dirac equation. On the deflation subspace spanned by the
lowest eigenmodes, the system can be solved exactly. The iterative solver is only used to
determine the solution on the complementary subspace. It was observed that when the
lattice volume is increased, the number of considered lowest eigenmodes has to be increased
to keep the condition number of the Dirac operator fixed [169] [180]. However, the exact
determination of a larger number of eigenmodes is computationally too expensive for large
lattices. The computational cost can be reduced when a domain-decomposed deflation
subspace is used, i.e. the eigenmodes are computed on local sublattices, approximating
the global eigenmodes [I80]. A further improvement is obtained from the application of
the Schwarz alternating procedure as a preconditioner of the Dirac equation [I8I]. The
deflated, Schwarz preconditioned Dirac equation is then solved by means of the generalized
conjugate residual (GCR) algorithm [I81], which belongs to the class of Krylov subspace
solvers and is mathematically equivalent to the generalized minimal residual methods
(GMRES) [182].

5.3. Renormalisation scheme, chiral trajectory and scale setting

In order to relate the bare parameters of the lattice action with observables determined
in experiments, a hadronic renormalisation scheme is utilised. For a given strong inverse
coupling 3, the bare quark masses are tuned such that the observables included in the
hadronic renormalisation scheme take their physical values. Commonly, gauge ensembles
with different sets of bare parameters are generated and the theory predictions, deter-
mined on each ensemble, are then extrapolated to the physical point. The lattice spacing
corresponding to the value of § is determined by relating an additional dimensionful ob-
servable to its experimental value. In the following, we present the strategy applied for
the generation of CLS gauge ensembles [45].

5.3.1. Renormalisation scheme

The isosymmetric pion and kaon masses are used as a hadronic renormalisation scheme
in order to determine the bare quark masses. Lattices with different lattice spacings are
matched via the dimensionless quantities [45]

1
by = 8tom2, b4 = 8t (mi( + §m3r>, (5.11)

where the scale t( is the Wilson flow parameter [183),[184], discussed later in this chapter. In
leading chiral perturbation theory, these two quantities can be related to the quark masses
and are proportional to sums of those, ¢o o (my + mq) and ¢4 < (my + mq + ms) [45].
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The physical point is characterised by the masses of the pion and kaon in the isosymmetric
limit without electromagnetic contributions [45], reading

mPhS = 134.8(3) MeV, mPYS = 494.2(4) MeV. (5.12)
These values can be translated into

G = 0.0801(27), O = 1.117(38). (5.13)

5.3.2. Chiral trajectory

As the CLS setup is based on an O(a)-improved action, the bare strong coupling g also has
to be improved. The bare improved coupling g in terms of the bare coupling ¢ reads [45]

6t = (1+ 500> mp — ). (5.14)
f

In order to keep the lattice spacing constant, when varying the bare quark masses, the
improved coupling constant has to be kept fixed. However, the improvement coefficient by
is not known non-perturbatively [45]. The improved coupling stays constant, if the bare
quark masses are varied on a trajectory, implicitly defined by the equation [45]

Z ms = 3Meym (5.15)
f=u,d,s

with my = myg, i.e. the kaon mass becomes a function of the pion mass and vice versa. This
trajectory can be uniquely characterised by the bare quark mass at the SU(3) symmetric
point Mmgym.

5.3.3. Scale setting

As computer calculations are always performed in dimensionless units, only dimensionless
quantities such as am, where m is a mass and a denotes the lattice spacing, are accessible.
In order to give to a a physical meaning, and consequently to be able to extract a dimen-
sionful mass m from the simulation, @ has to be related to an experimentally determined
observable. A common possibility is based on an additional hadron mass, my, such that
a= (am H)(m%?ys)*l and amy is determined in a lattice simulation. Alternatively, other
dimensionful quantities, e.g. decay constants, can be used.

The scale setting of the CLS ensembles relies on a more elaborated procedure described
in [I71]. This procedure is performed in two steps. In a first step, a physical observable,

namely a combination of decay constants of the pion f. and the kaon fx

2 1
fri = 3 (fK + ifﬂ) (5.16)
based on the decay constants [45]

FPhYS — 130.4(2) MeV, PIYS — 156.2(7) MeV (5.17)
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is related to a theory scale, the Wilson flow parameter ¢y [I83) [184]. Theory scales such
as tg, wo or the Sommer parameter r¢ [I85], which have no physical counterpart, usually
have the advantage that they can be easily determined in simulations with high statis-
tical precision [I86]. The dimensionless quantities v/fo/a and afrx are determined on
each ensemble. The product +/tgfrx is dimensionless and independent of a. Combin-
ing the results from different ensembles, a chiral extrapolation to physical pion and kaon

masses is performed, resulting in (v/%ofrx)P™®. In order to obtain tghys, fﬁ?gs is used

as experimental input:
/F phys
RS = o )P07, (5.18)

h 3
e

The result is given by [171]

\/ 85 = 0.415(4)(2) fn. (5.19)

Alternatively, one may use the Wilson flow parameter determined at the symmetric
point [I71],

8™ = 0.413(5)(1) fn, (5.20)

which is compatible with StShys within errors, i.e. to changes very mildly along the

chiral trajectory. Therefore, one may in practice omit the determination of to/a? for each
ensemble and just use the value computed at the symmetric point t3 ™" /a? for a given value

of 8. The lattice spacing a in physical units is finally obtained from

Sym

0 (5.21)

T\ e

We give the results for ¢5’" /a? and a as a function of 3 in the next section.

5.4. CLS Nt =2+ 1 gauge ensembles

During the years, a large set of CLS Ny = 2 4 1 gauge ensembles has been generated [45].
The parameters used for these ensembles are listed in table The dimensionless Wilson
flow time '™ /a® and the lattice spacings a as a function of the inverse strong coupling 3
are listed in table[5.2] An overview over the gauge ensembles with respect to the pion mass
and the lattice spacing is displayed in fig. The generation of additional gauge ensembles
with physical light- and strange-quark masses is in progress [I88]. In addition to the
gauge ensembles with tr M = const, ensembles with fixed strange quark mass and Ny = 3
ensembles with completely degenerated quark masses have been produced [189] 190], which
we, however, do not use in this thesis. Nevertheless, a second chiral trajectory is beneficial

to cross-check extrapolation strategies.
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Table 5.1.: 3, lattice layout L x T, lattice spacing a, hopping parameters x; and kg

for light and strange quarks, pion and kaon masses m, and mg, m,;L as a

measure for QCD finite volume effects and physical extent L of the simulated

volume of various CLS 241 flavour ensembles. Table taken from [I87] and

extended by the entry D450.
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64 te"/a? a [fm]

34 | 2.860(11)(03) | 0.08636(98)sc(40)sys 106 cor
3.46 | 3.659(16)(03) | 0.07634(92)st (31)sys[97)tot
3.55 | 5.164(18)(03) | 0.06426(74)st(17)sys|76)sot
3.7 | 8.595(29)(02) | 0.04981(56)st(10)sys|57)sot

Dimensionless Wilson flow time 3™ /a® at the symmetric point and lattice

spacing a as a function of the inverse strong coupling 5 from [I71]. The
total error is determined by adding the statistical and the systematic errors

Table 5.2.:

in quadrature. Only the total error is considered in this work.
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Figure 5.1.: Pion mass m,, lattice spacing a and m,L as a measure for QCD finite
volume effects of various CLS 2+1 flavour ensemble.
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6. Lattice QCD+QED

In this chapter, we introduce the setup for QCD+4+QED lattice Monte Carlo simulations
performed in this thesis, which is based on the discussions in chapters [4f and [5| We specify
the QCD+QED action and describe the boundary conditions. We introduce the rele-
vant symmetries of lattice QCD+QED and discuss Ward-Takahashi identities. We relate
QCD+QED to QCDjg by reweighting and further expand QCD+QED perturbatively
around QCDjg, [46] 143]. We derive a set of corresponding Feynman rules to investi-
gate leading isospin breaking effects. We formulate QEDy, [41} 44) [T40] on a lattice with
open temporal boundary conditions [I73] and derive the Fourier representation of the
free photon propagator for Feynman and Coulomb gauge on periodic temporal and open
temporal boundary conditions. Similar computations of QCD+QED, which are based
on twisted mass, domain wall and staggered fermions, are performed by the RM123 col-
laboration [46], 143], [191], 192], the RBC-UKQCD collaboration [193HI199] and the BMW
collaboration [200], respectively.

6.1. Lattice QCD+QED action

The lattice action for QCD+QED, which is employed in this thesis, is oriented at the
QCDyg, action used to generate the CLS gauge ensembles. It is constructed so that in the
isosymmetric limit the QCDjg, action is restored. We split the action S into components

S[U, A, U, 0] = S,[U] + S,[A] + Sq[U, A, U, T, (6.1)

where S, describes the QCD gauge action with the QCD gauge links U, S, the QEDy, gauge
action with the photon field A and S, the quark action with the quark and antiquark fields
U and ¥. Considering only the lightest three quark flavours, the theory is characterised
by the five bare parameters

€= (muamd>m87/8762)' (62)

Later, we want to apply weak coupling perturbation theory for isospin breaking effects.
Hence, we use e? as a parameter instead of the corresponding inverse squared coupling. For
the QCD gauge action S; we use the Liischer-Weisz gauge action, described in eq. ,
which is predetermined by the setup of the gauge ensembles generated within the CLS
effort. We utilise a non-compact lattice photon action and use the QEDy, prescription
to regularise the manifest IR divergence, as discussed in section The QEDy, action
including a gauge fixing term is given by the bilinear form

1
SyA] = S Ac A2, AL, [@55)
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The QEDy, constraint to the photon field reads
d A =0 pef0,1,2,3} Val [@.67)

T

We consider two different types of gauges: Feynman gauge, which is easy to implement
due to its simple structure, and Coulomb gauge, for which a transfer matrix can be con-
structed [4I]. We add a gauge fixing term S,4¢ to the photon action:

1
SV[A] = 1 Z Z [THamse priape o Sfygf[A]
T p1,pe
_>
= IS (A Gy (T Ay — (A G (R A 4 Syl (63)
T2
We have used the discretised photon field strength tensor

Frane = G gne _ gHe g @5)
To obtain Feynman gauge, the gauge fixing term is chosen as [97]

Sl = 5 30 (S (@aary) = 530 S @by any. (64)

z T T p,p2

— —
We used partial integrations to transform & into d%. Combining egs. |' and 1)
we can read of the the photon difference operator A in Feynman gauge:

v = (S ok aE)a. (6.5)
n

The Coulomb gauge condition is a constraint to the photon field: 3%14“ = 0. To enforce
strict Coulomb gauge we use the gauge ﬁxing term for generalised Coulomb gauge:

SuilA) = 5 Z (Z Fra) = 5 S (B @rany. (66)
2 2% 2
p,p27#0
¢ denotes the gauge ﬁxmg parameter. In the limit £ — 0, the exponential of the gauge
fixing term creates a delta dlstrlbutlon in the path integral such that the photon field
obeys 8“ A# = 0. Combining egs. and
generahsed Coulomb gauge becomes

), the photon difference operator A in

2#03“3“ “9LrFe _B2Ee _BrEe \”
—8°§ > Gugn
A, = 032 n9FIF i (6.7)
By R LY
O H2
— — a2
1o oLIL 929L 93l
+ F132 S22 9332
oLdL 02dy 9393

258
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The lattice discretisation for the quark fields is also predetermined by the CLS setup, i.e. in
the isosymmetric limit an O(a)-improvement Wilson fermion action has to be reobtained.
In order to introduce the electromagnetic interaction, we replace the QCD gauge links
U in the Dirac operator by the combined gauge links [41]

W = U™ exp (iaeQA™). (6.8)
The quark action is given in bilinear form as
Sq[U, A, 0, 0] = U, D[U, A]*, TP (6.9)

with the Wilson-Dirac operator

DU, 4] = 1 3 (Bt~ DR +1) + (Bl - DE)(# ~ 1) (6.10)

I

+ M + cswa Z Juluzpmuz
/L1<;L2

The lattice covariant derivatives, defined in eqs. and depend on the combined
gauge links W. The discretisation of the QCD field strength tensor F only depends on
the QCD gauge links U. The matrix of fractional quark charges and the mass matrix are
given by @ = diag(qu, g4, gs) and M = diag(my, mq, ms). The value of the Sheikholeslami-
Wohlert coefficient cgw is adopted from QCDjg,. Hence, this action is only O(a)-improved
for QCDjgo, i.e. a deviation form QCDj, leads to a violation of the O(a?)-convergence to
the continuum. To obtain a fully O(a)-improved action, one in principle has to add an
additional QED Sheikholeslami-Wohlert term, which depends on the electromagnetic field
strength tensor. A corresponding Sheikholeslami-Wohlert coefficient has to be introduced
and the improvement coefficients recomputed.

6.2. Boundary conditions

We will perform Monte Carlo simulations on lattices with two different types of boundary
conditions, which we will discuss in the following. The spacetime manifold [0,7] x T3
describes a continuous spacetime with fixed temporal boundary conditions, whereas S;lp X
”]I‘% possesses (anti-)periodic boundary conditions depending on the field type. In both
cases the boundary conditions in spatial directions are periodic. We consider a lattice
discretisation of [0,7] x T3 and of S x T% of the form

A = {z € RYz" = an*,n* € {0,1,...,N* =1}, u € {0,1,2,3}}. (6.11)

The lattice layout is determined by the software package openQCD [73], which is used to
generate CLS gauge configuration [45]. We will now further specify both types of boundary
conditions. In particular, the boundary conditions will become relevant when we derive
the free lattice photon propagator in sections [6.7] and [6.8]
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6.2.1. Spatial boundary conditions

For the spatial directions p € {1, 2,3}, we make use of periodic boundary conditions. The
extent in spatial directions reads [73]

L=XF=aN"* u=12,3. (6.12)

i.e. we have to specify the values of the fields at * = —a and x* = X*. All fields are
continued periodically [73], i.e.

Ut |len=—a = U"|gu=xn—q, U |gu=xn = U"|zu=0, (6.13)
A¥|gpz—q = A" |zn=x1—a, A |pu=xn = A" |gu=o, (6.14)
U pn=—a = U |pu=xn_q, U | pn=xn = V¥ pu=o, (6.15)
ﬁx‘xu:_a = ﬁx‘xuzxu_a, @x‘x#:)ﬂ = Ex‘xuzo. (6.16)

6.2.2. (Anti-)periodic temporal boundary conditions

One possible choice for the temporal direction p = 0, which we consider in this thesis, are
periodic boundary conditions for bosonic fields and anti-periodic boundary conditions for
fermionic fields. The extent of the lattice in the temporal direction is given by [73]

T=X"=aN’, (6.17)

i.e. we have to specify the values of the fields at 2° = —a and z° = X°. We continue
bosonic fields periodically [73],

UP|po—_q = U"|po—x0_q U?|po—x0 = U"| 00—, (6.18)

Ax‘xoz—a = Ax‘zozXO—a Ax‘xozXO = AJ:‘:rO:Ov (619)

and fermionic fields anti-periodically [73],

\Ijm|zoz a — _\le’xozXDfav \IJI|:EO:X0 = —\Ilz|x0=07 (620)

U |0y = — V%] L0_x0_g, U o—xo = —U%| 0. (6.21)

6.2.3. Open temporal boundary conditions

The second option are open temporal boundary conditions, for which the temporal extent
is reduced by one unit [73], reading

T=X"—a=a(N°-1), (6.22)

i.e. we have to specify the values of the fields at z° = —a and 2° = X° —a. Open boundary
conditions are imposed by demanding that the colour electrical field, which itself is not an
observable, vanishes at the temporal boundaries [I73], i.e.

FSIOH’$O:—G =0, F§0u|x0:X0_a =0 (623)
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6.2. Boundary conditions

for p=1,2,3. As the continuum QCD field strength tensor Fy transforms under a gauge
transformation according to &qo[F*H2m] = QT F*H2i1(0®)t this boundary condition is
QCD gauge invariant [I73]. In terms of gauge links, open temporal boundary conditions
are imposed by vanishing gauge links at the temporal boundaries [73]:

Uxou‘moz_a =0, UI’OM’zO:XO_a =0. (6.24)

In analogy to the boundary condition for the QCD gauge fields, we demand that the

components of the electromagnetic field strength tensor F#H2H1 = Jl2AM — 3%114“2,
which represent the electric field, vanish at the temporal boundaries, i.e.

FoH| o__. =0, FoH| o =0 (6.25)

for 4 = 1,2,3. This choice will lead to a consistent and rigorous extension of QCD defined

on open boundary conditions [I73]. The boundary conditions for the field strength tensor

can be satisfied by imposing homogeneous Dirichlet boundary conditions on the temporal

component A° and homogeneous Neumann boundary conditions on the spatial components
At for p=1,2,3

Awo|mozfa =0, Az0|10:X07a =0, (6.26)

%

(8 %Au)ﬂxoz—a =0, ( OFA“)QCHO:XO—(; =0. (627)

We can easily check that the electric components of F*%* for i = 1,2,3 vanish at the
temporal boundary:

%
Fmou‘xoz—a,XO—a = (8%A#)x’$0:—a,X0—a - (3l1;A0)x|zO:—a,X0—a
_)
= (990)|40—_q.x0_q—0=0. (6.28)
The imposition of the boundary conditions on the vector potential is a partial gauge fixing.
Hence, one should in principle prove, that a vector field, for which the boundary conditions
of the field strength tensor are satisfied, can be gauge transformed such that the boundary
conditions egs. (6.26) and (6.27) hold. In order to introduce open temporal boundary
conditions for quark and antiquark fields one defines the projectors [73, [173]

1
P = 5(11 + ~9). (6.29)

The boundary conditions read
POU*| oy =0, PoW®|0_xyo_, =0, (6.30)
WP 0_g =0, TP | 0_x0_q = 0. (6.31)

One can show that the state represented by the fields ¥, ¥ ,U and A evaluated at the
temporal boundary is invariant under QCD gauge transformations, spatial rotations, the
parity transformation, time reflection and the vector flavour transformations [173, 201],
which we will discuss in the next section|6.3] i.e. the boundary state has the same quantum
numbers as the vacuum state [I73]. Open boundary conditions spoil the O(a)-improved
QCDjs action. Nevertheless, it is possible to alter the action at the temporal boundaries
to restore O(a)-improvement. We refer to [73, [173] for further details.
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6. Lattice QCD+QED

6.3. Symmetries of lattice QCD+QED

In this section, we discuss spacetime and internal symmetries of lattice QCD+QED, i.e.
Euclidean reflections, spatial parity and time reflection, translational invariance, the charge
conjugation symmetry and flavour symmetries.

6.3.1. Charge conjugation

The charge conjugation transformation is a field transformation which maps fields to their
anti-fields including additional phases and vice versa. Uncharged fields are eigenfunc-
tions of the charge conjugation transformation. The latter acts on the elementary fields
according to [42], [72]

Uk, AT, BT 7)) = ((U’”)TT, — A oL ()T —(w)Tc), (6.32)
where we made use of the charge conjugation matrix
C =iy"42% (3-35)

This transformation is a symmetry of the QCD+QED action. It is compatible with both
periodic and open temporal boundary conditions and leaves the path integral measure
invariant. For a discussion for lattice QCD with Wilson fermions we refer to [42]. A proof
for QCD+QED can be performed in an analogous manner.

6.3.2. Euclidean reflections, spatial parity and time reflection

For a more compact and convenient notation in the following discussion we define the
symbol (—1)r2#1

(_1),“2#1 _ 1 for po = pq . (6.33)
—1 for po #

For periodic boundary ensembles, the Euclidean reflection B* transforms a coordinate
tuple x according to

(PH(2))" = (=1)"a", (6.34)

i.e. all components of the coordinates but the u-th component are reflected. The defini-
tion holds modulo the lattice extent in periodic directions. For open temporal boundary
conditions, #70 reflects with respect to the time slice located in the middle of the tem-
poral direction. The Euclidean reflection is self-inverse (8#)~! = P#. We demand that
the elementary lattice fields transform under B# according to [42]

PT) = e, P = Ty,
PHU™) = (UPE- P g, AT = —AFO Oy,
PHU] = U‘B(r)u’ PH[ATH] = AR@)p (6.35)
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6.4. Ward-Takahashi identities in lattice QCD+QED

It can be shown that this transformation is in fact a symmetry of the action and that
it leaves the path integral measure invariant. For a proof for pure QCD we again refer
o [42]. The spatial parity transformation 8 and the time reversal transformation T can
be expressed in terms of concatenations of Euclidean reflections:

B =3, T = Pt (6.36)

According to [I73], open boundary conditions were designed such that they are compatible
with parity symmetry and time reflection symmetry.

6.3.3. Translation invariance

As periodic boundary conditions are applied in the spatial directions, the theory is invari-
ant under spatial translations. Consequently, spatial momentum is a conserved quantity.
The same holds for (anti-)periodic boundary conditions in the time direction. However,
open temporal boundary conditions break the translational invariance in the time direc-
tion.

6.3.4. Flavour symmetries and conserved charges

We have discussed flavour symmetries in great detail for the continuum QCD+QED action
in section As the Wilson lattice discretisation of fermions breaks the axial symmetry
explicitly, only the vector symmetries remain. For the latter class of symmetries the same
results hold as derived in section [3.4l

6.4. Ward-Takahashi identities in lattice QCD+QED

We have derived two Ward-Takahashi identities for continuum QCD+QED in section
The question, whether the Ward identities are altered, naturally arises when we introduce
a lattice regularisation for a quantum field theory. In fact, both the vector and the
axial Ward identity will change significantly. The naive point-like vector-current, known
from continuum field theory, does not satisfy the lattice identity. It is, however, possible
to define a lattice discretisation of the continuum vector current, which fulfils a Ward
identity. For lattice QCD with Wilson fermions it is known that no partially conserved
axial current can be defined [202]. Therefore, we only focus on the vector Ward identity.

6.4.1. Vector Ward identity

In order to derive the vector Ward identity for lattice QCD4+QED we consider the same
class of field transformations as in the continuum

Tel[(U, A, 0, 0)]* = (U, A, exp(iTe”)¥”, U* exp(—iTe")) (3.83))

with a Hermitian generator T" acting on flavour indices of the quark fields and a scalar field
€. We can directly evaluate the transformation behaviour of the path integral measure as
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6. Lattice QCD+QED

we work in the regularised theory, where the path integral measure is meaningful. As we
have defined the theory on a finite spacetime lattice, the path integral measure is in fact
the measure of an ordinary multi-dimensional integral. Hence, the Jacobian of the field
transformation is a finite-dimensional matrix and its determinant is well defined. The path
integral measure is invariant under this transformation as in the continuum eq. , i.e.
there is no contribution from the Jacobian to the Ward identity:

0 IT[e][Y]

det ( ——=—— =
Je® < oY ) e=0
The contribution from the derivative of the action, defined in egs. and (/6.10]), is given
by

(6.37)

3
&9[555][1’]] =0 _i(i;) (@(DE - D)1 +4w)° (6.38)
+ (ET(gg — B/FL)(]I _ ’}/“)\IJ)$>
_ T [M, T]\If’“").

In order to be able to define a conserved vector current we rewrite the former expression
in terms of commutators and anticommutators of the covariant derivatives and T

-G S ((W(5: - Bhryer + vy (6.30)

Oe®
u=0

e=0
+ (W{D} - D, THy — 1)¥)°)

— UM, T|¥*
3
—%Z( U[DE — DL T)(v" + 1))
n=0
+ (T(y" - 1)[D - D, T)0)?).

The first part of eq. (6.39) can now be expressed as a derivative of a lattice discretisation
of the vector current

3
iz (@4~ By, 1Y + D) + @(B — Dy, TH# — 1))
n=0

3
= Z (i (@x—&-aﬂ{(qu)T’T}(fyu +1)0° +@x{Wx“7T}(ry“ B ]1)\1;90+a;1>
<\IJ${(W$ a,u“)T THA* +1)w*™ au+\1,x au{Wm aji, T — )\Ilm))

3 3
= > (@l =Y (@), (6.40)

Ji
o
hi
o)
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6.4. Ward-Takahashi identities in lattice QCD+QED

where we have introduced the forward point-split vector current Vg reading

Vi = L (TR ) T+ 10 T, T — 1))
= (TR U {exp(~iaeQA™), TH# + 1)¥" (6.41)
— WU {exp(iaeQA™"), T} (4" — ]1)\le+“)

and the backward point-split vector current Vg which is just a displaced forward point-split
vector current:

Vil = Y, (6.42)

These definitions fulfil the correct classical continuum limit for both flavour diagonal and
flavour non-diagonal vector currents in the presence of QED. For vanishing electromagnetic
quark charges = 0, the anticommutators in eq. equal 2T and we reobtain the
standard definition of the partially conserved vector current in QCD [42, 202]. In order
to understand the meaning of the third part of eq. , we express it in terms of gauge
links:

%Z( T[DL — DI, T) (4" + 1)8)" + T (y# — 1)([Df — DL, T]w x)

=0

3
Z (\I,x-&-au Wac,u) ](’Y“ + ]1)\I,x —I—@I[WJC”,T] (’)"u _ ]l)\I’m—Hm)

o+ T, (W00 (o 4 1) G oh=okn Ty — 1))
3

1 Tt (i . T T
= 1 3 (TR U, exp(-iaeQA™)] (1 + 1)
n=0
+ UPU[exp(iaeQA™), T) (4" — 1)wetan)
+ WU )T, exp(—iaeQAT~HH)] (4 4 1) Pr
+ @z_aﬂUl’_“ﬂ’“[exp(iaeQAx_aﬂ’“), T)(v* — ]1)\le>
—ixe. (6.43)

The operator X'* defined above is in fact a lattice discretisation of the continuum operator
eAHUTAH[Q, T]W®, which we find in eq. (3.86)). We combine all intermediate results with
eq. (2.22)) and obtain the vector Ward identity for lattice QCD+QED, which reads

SO[Z[e] (Y]]

3
<Z(3gvg)xom> = (@M, T)w* +iX7) O[Y] +1 -

pn=0

E:0>. (6.44)

We observe that the vector Ward identity on the lattice has the same form as in the con-
tinuum eq. (3.87)), however with replaced operators. For vanishing electromagnetic quark
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6. Lattice QCD+QED

charges () = 0, we have X = 0, such that we reobtain the standard lattice QCD vector
Ward identity [42) 202]. Considering transformations for which 7' is flavour diagonal, the
expression for the vector current can be simplified to

1/— . - _
Vit = 3 (\If“““(WW)TT(fW + 1)U* + UTWEHT (v — ]1)x1f”+“). (6.45)
Comparing eq. (6.41)) with eq. (6.45)), we see that we have removed the anti-commutators,
as the gauge links W and the matrices T' commute. We find that the expectation value of
flavour-neutral currents is also conserved in combined lattice QCD and QED up to contact

terms:

3

<Z(3’évﬁ)w om> - <1M

de”

5:O>. (6.46)

=0

Our annotations with regard to the renormalisation of the electromagnetic charge in con-
tinuum QCD+QED in section do also apply for lattice QCD+QED. Consequently,
in a tree-level lattice QED calculation, the vacuum polarisation is absent and the electro-
magnetic coupling does not renormalise even in the presence of full lattice QCD.

6.5. Relating QCD+QED and QCDj, via reweighting

For our QCD+QED calculation we want to make use of existing QCDjs, gauge configura-
tions generated by the CLS effort discussed in chapter 5l In order to relate QCD+QED to
QCD;iso, we make use of Monte Carlo reweighting introduced in section as first sug-
gested in [46, [143] for the twisted-mass lattice fermion discretisation [132} [133]. Although
we apply the concept developed in the latter publications, we formulate the following
derivations and results in a different way that allows for an easier interpretation of the in-
dividual components of equations as well as for the straightforward definition of Feynman
rules.

6.5.1. QCD+QED and QCDj,
Starting from the lattice QCD+QED action
S(U, A, U, U] = Se[U] + Sy[A] + S4|U, A, ¥, V], (6.1))
we define the partition function and expectation value
Z = /DUDAD\IJD\IJ exp(—S[U, A, ¥, ¥]), (6.47)

(O[U, A, W, T]) % / DUDADUD exp(—S[U, A, W, ) O[U, A, 0, ). (6.48)
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6.5. Relating QCD+QED and QCDjg, via reweighting

The action eq. (6.1)) representing QCD+QED like theories can be parametrised by the tuple
¢ [40, 143], which contains the bare quark masses, the squared inverse strong coupling and
the squared electromagnetic coupling:

€= (muamd>m376762)- "

A particular type of QCD+4+QED like theories is formed by QCDjy, theories, with an
additional free, decoupled photon field. These theories are characterised by the choice of
parameters

£0) <m§g,mg%>,mg0>, 3, 0), (6.49)
i.e. the light quarks have the same bare mass mfl(il) = mﬁo) = méo) and the electromagnetic

coupling vanishes (62)(0) = 0, such that the quarks lose their electromagnetic charge. As
a consequence, the light quarks also have the same renormalised quark mass. As the
relation between the bare and the renormalised strong coupling constant is different in
QCDig, compared to QCD+QED, it is reasonable to also allow for an altered value of the
bare inverse strong coupling 3(%).

6.5.2. Reweighting

In principle, it is possible to generate gauge ensembles of the combined QCD+QED intro-
duced in this chapter. The BMW collaboration followed this approach with the staggered
fermion discretisation to compute the proton-neutron mass difference form first princi-
ples [4I]. However, this strategy is computationally demanding, as the generation of
gauge ensembles accounts for a large amount of the total computer time. Hence, it is rea-
sonable to use a computational strategy that allows for the reuse of existing QCDjs, gauge
ensembles. The idea to introduce the electromagnetic interaction on existing unquenched
QCD gauge ensembles by means of the reweighting technique [160} 161], as described in sec-
tion[4.6.7] was already suggested in 2004 by [165]. The first lattice QCD+QED simulations
were performed in the quenched approximation by Duncan, Eichten and Thacker [141],142]
in 1996, neglecting sea-quark effects. In this setup, QCD and QED gauge configurations
can be generated independently. The gauge configurations are only combined at the stage
when the valence-quark propagator is computed. Later efforts were based on unquenched
QCD combined with quenched QED [203, 204], which still allows for an independent gen-
eration of gauge configurations. The CLS gauge configurations possess mass-degenerate
up and down quarks. Consequently, the reweighting should not only introduce the elec-
tromagnetic interaction but also allow for an alteration of the quark masses, as suggested
in [I57, 163, 164]. The strong gauge action should also be reweighted to absorb the shift
in the inverse strong coupling. This overall strategy was first used by the RM123 collab-
oration [40, [143].

In the following, we derive the reweighting factor that relates QCD+QED to QCDjg,
for the lattice action used in this thesis. The existing QCDis, gauge configurations are
generated with respect to the effective isosymmetric gauge action

SE0) = sOW] ~log(ZO[U)), (6.50)
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6. Lattice QCD+QED

which is used to evaluate the expectation value

oY = 2293 | pU e(-s{ ) o). (6.51)

Z ég) and Zc(lo) [U] denote the partition functions corresponding to the isosymmetric effective

gauge action Sé?f) and to a free isosymmetric fermion theory on a fixed gauge background

U with action S((lo) , respectively:

70 — / DU exp(=S2[U]), (6.52)
ZOWU) = / DYDYV exp(—SV(U, ¥, ¥]). (6.53)

Our aim is to express the expectation of QCD+QED eq. in terms of the expectation
value of the effective isosymmetric gauge action eq. (6.51)). In order to introduce the
photon field into our calculation and allow for arbitrary quark masses, we define a partition
function Z,[U] in analogy to eq. and the corresponding expectation value, which
now describes quarks and photons on a given gauge background U,

oy [U] = / DADUDT exp (—S,[A] - SoU, A, ¥, ) , (6.54)
(O[U, A, W, T}, = Zl[U] / DADUDT exp(—S, [A] — SylU, A, W, T])  (6.55)
qQy
LOU, A, W, .

Defining the effective gauge action with respect to the perturbed gauge action and the
partition function Zy, [U],

See[U] = Sg[U] - log(ZQI’Y[U])? (6.56)

we introduce the partition function and the corresponding expectation value

Tegt = / DU exp(~SualU)), (6.57)

(OU))er = Ziﬁ / DU exp(—Su[U]) O[U]. (6.58)

From the last definitions we immediately see that we can reobtain the QCD+QED parti-
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6.5. Relating QCD+QED and QCDjg, via reweighting
tion function and the corresponding expectation value given in eqs. (6.47) and (6.48):

Tt — / DU exp(—Sy[U]) Zgy U]

= /DUDAD\I/D\IJ exp(—S[U, A, ¥, T)) = Z, (6.59)

(O A, %, W)y = 51—

_ % / DUDADUDT exp(—S[U, A, U, %)) O[U, A, U, T

/ DU exp(—Sg[U)) Ze, [U] (OU, A, W, ).,

= (O[U, A, ¥, 7). (6.60)

Having two effective actions Ségf) [U] in eq. l) and Seg[U] in eq. , which belong
to distinct physical theories with the same gauge field U, we are now just in the situation
discussed in section when we introduced the reweighting technique. Equation (4.102))
allows us to relate these two theories via

(RIUN(OW, A, 0, W)

(OIU, 4,9, 9]) = ((OU, A, ¥, ¥])qy) et = (RO

(6.61)

According to eq. (4.103), the reweighting factor is given by the ratio of the Boltzmann
weights of the two theories:
exp(—Se(U]) _ exp(=Ss[U])Zey[U]

o= exp(—=SP[U])  exp(=S U 20

(6.62)

The latter factor replaces the Boltzmann weight of the unperturbed strong gauge action

exp(—SéO) [U]) by the Boltzmann weight of the perturbed strong gauge action exp(—Sg[U])

and the partition function Z(SO) [U] of a free and isosymmetric fermionic theory on a back-
ground gauge field U by the partition function Zy,[U] describing QED on a background
gauge field U.

6.5.3. Determination of the reweighting factor and the inner expectation
value

exp(=Sg[U])
(SO in eq. (6.62
it is cheap to evaluate the two actions S, and Séo) on a given gauge configuration U.

In contrast, the determination of the expectation value (O[U, A, ¥, V¥]),, and the ratio
.. . Zay[U]
of partition functions Z00]
q
are in principle two options: The two quantities can either be evaluated using stochastic
estimators [157, [I63HI65] or by means of a perturbative expansion as suggested in [46], [143].
A common simplification is to neglect isospin breaking effects in the sea-quark sector,

which is known as the electro-quenched setup [203), 204]. This is equivalent to assume

The ratio of Boltzmann weights can be computed directly, as

is rather involved and computationally non-trivial. There

83



6. Lattice QCD+QED

Z U] = 2010129, where Z\” = [ DA exp(—S"[A]) is the partition function of
the free photon field. In this thesis, we treat isospin breaking effects perturbatively, as
they are expected to be of small magnitude. A major advantage is, that we can work in
leading order in e?, such that we can avoid having to deal with the renormalisation of the
electromagnetic coupling.

6.6. Feynman rules for QCD+QED as a perturbation of QCD;,,

As discussed in the previous section, we treat isospin breaking effects in the framework
of weak coupling perturbation theory [46, 143]. In order to evaluate (O[U, A, ¥, ¥]),,
in eq. (6.61) and R[U] given in eq. , we expand the latter expressions in terms
of Ae = & —e© around €. Our aim is to formulate Feynman rules that allow for a
diagrammatic representation of the expansions of (O[U, A, ¥, V¥]),, and R[U]. First, we
define the quark and photon propagators in the isosymmetric theory. In order to derive
expressions for the vertices, we expand the Wilson-Dirac operator around its isosymmetric
counterpart. To be able to construct Feynman diagrams, we introduce corresponding
graphical representations for propagators and vertices. As usual, for each closed fermion
loop and for each crossing of fermion lines we have to multiply the amplitude by a factor
of —1. We also have to divide by the appropriate symmetry factor of the diagram. We
finally determine the expansion of the reweighting factor R[U] and discuss the expansion
of a generic correlation function.

6.6.1. Isosymmetric quark and photon propagators

We use the standard graphical representations for the isosymmetric quark propagator on
a fixed gauge background U

SOUP, = (DO P, = ——=—a (6.63)
and for the photon propagator
202(:1 — (A*l)cz‘:l —= C2V/VVVV\W\eCy (664)

We will give more details on how we compute the isosymmetric quark propagator in
section [7.1] and the photon propagator in sections [6.7] and

6.6.2. Expansion of the Wilson-Dirac operator

For the definition of vertices involving quark fields, we expand the Wilson-Dirac operator
D[U, A] of QCD+QED defined in eq. (6.10) around the Wilson-Dirac operator DO)[U] of
QCDjgo. Formally, this expansion reads

DU, AP, = DU, — Y~ AmyVaq[U] (6.65)
f

1
— eVgay[U]*be A —

562 Vﬁqw [U]abr:201 A A + 0(63)’
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6.6. Feynman rules for QCD+QED as a perturbation of QCDiso

which implicitly defines the quark-antiquark vertex Vgqr, photon-quark-antiquark vertex
Vaqy and the 2-photon-quark-antiquark vertex Vgqy,. Due to the exponential form of the
QED gauge links exp(iae@QA), we find contributions to the electromagnetic interaction to
all orders in e. This is typical for lattice perturbation theory calculations. A truncation
of this expansion has to be consistent with the order of the entire calculation [97]. We
truncate the expansion at O(e®) as we are only interested in leading isospin breaking
effects, i.e. in contributions up to order e?. The minus sign introduced in front of the
vertices in eq. is due to the minus sign in the Boltzmann weight factor exp(—S) in
Euclidean spacetime. In Minkowskian spacetime factors of i and —i would appear instead.
The factor % in front of Vgqy, ensures the correct determination of the symmetry factor
in Feynman diagrams. We represent the vertices by the diagrams

f

VaqrlUP’p = a—<o—=<b, (6.66)
Vaay[Ube = a*é—«b ; (6.67)
Vaar U bezer = azﬁib - (6.68)

For a better readability we omit colour and spinor indices and leave them implicit in the
following discussion. Inserting the definition of the lattice covariant derivatives, defined in

egs. (4.32)) and (4.33)), into the definition of the Wilson-Dirac operator in eq. (6.10)), the
left-hand side of eq. (6.65)) becomes

1 N
D[U)#D2 g, = 65 ((4a + )+ Amp, +eswa Y 50“1“2F§2“1“2>5§f (6.69)
p1<p2

1 .
5 Z ((]1 — ") U"H exp(iaeq s, A™)532
: +(1+ 'y“)(Wx“‘)T exp(—iaeqflAw)égf_“ﬂ».

In order to expand D[U, A] around its isosymmetric counterpart D(O[U], given by

1 .
DO [U](acf)z(wf)1 _ 5}{3 ((4 + mgc?) T cswa E : 50—N1M2F§2H1M2>5;‘f (6.70)
1 <p2

1 .
-5 Z ((]1 _ ’YM)UZQM5£f+a”
T @),

we expand the QED gauge links up to O(e?):
: TUY : T 1 2. 2120 pzp2 3
exp(iae@QA™) =1 +iaeQA 5ae Q°(A™)" + O(e”), (6.71)

exp(—iaeQA™) =1 — iaeQA™ — %aQe?Qz(AW)2 +0(e?). (6.72)
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The definition of the vertices can now be read off from eq. (6.65) order by order in the
expansion parameters Ae. The quark-antiquark vertex Vg, used for the explicit detuning
of the mass of the quark field with flavour f is given by

Vaar (01002 o), = —022672672. (6.73)

As the mass detuning vertex is a point-like vertex, it is in fact independent of the QCD
gauge links U. The photon-quark-antiquark vertex V5, reads

i

Vol U1 (o = 50050 (= (1= qpo)uessgiztaiags: (6.74)

+ (1 + 7#3)(Uz1u3)1‘5£§—au352>‘
Finally, the 2-photon-quark-antiquark vertex Vgqy4 is given by

T 1 T Totafl To ST
V(EQW[U]( f)2(03f)1(w)4(9w)3 = 7a2q12‘15§? <(]l —)U 2H35w?+ K088 053 05, (6.75)

9 pa Ta" T3

(L4 (U)o gl g2 71 ).
The ~°-hermiticity of the Wilson-Dirac operator in eq. (4.40)) is passed on to the vertices
in the following way: Applying the v°-hermiticity to eq. (6.65) and comparing order by
order in the expansion parameters we can derive the vy°-hermiticity relations for the vertices
contracted with photon fields:

Vqu(fx)Q(fJ:)l = 75(V5qf(fx)1(fm)2)T75a (676)
Vquy(fx)Q (fg;)chc — /75(‘/@(17(]01:)2(fx)chC)TryBa (677)
VQQ’Y’Y(fw)Q(fI)lczcl AC = 75(‘/@17(]%)1 (f:r)20201 AC2 ACI)T’Y5' (678)

As the photon field is a real field, i.e. A™" = (A™)* in position space representation, we
can also deduce the y°-hermiticity for the vertices themselves:

(ffr)l(
(fz

fx)z(xu)g)T757 (679)

" oy (amyatems) - (6.80)

Vﬁqv(fm)Q (fz)1(zp)s = 75 (Vaay

Vﬁqv’y(fx)Q (fz)1(zp)a(zp)s = 75 (Vﬁqw

It is straight forward to proof the correctness of these relations by a direct computation.

6.6.3. Expansion of the reweighting factor
In order to expand the reweighting factor

eXp(_Sg[U])Zq
exp(—SO U 2 U]

2
=

R[U] =
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6.6. Feynman rules for QCD+QED as a perturbation of QCDiso

we treat the contributions from the QCD gauge action and the partition functions sepa-
rately. For the first part, we introduce a vertex V4[U], which accounts for the expansion

in Ag =B — B0,
eXP(_Sg[U])

— A AB? )
(SO U] 1+ ABV,[U]+O(AB?), (6.81)

and which we represent by

VU] = . (6.82)

Making use of the relation Sg[U] = %Séo) (U], i.e. Sg|U] and Ség) [U] only differ by the
value of the strong coupling, which enters linearly into the gauge action, we find the simple
definition

— 5O, (6.83)

The second part in eq. (6.62]) can be calculated using the standard perturbative expansions
of the partition function Z,, around the free partition functions ZA(YO) = [DA exp(—S,(yO) [A])

and Z(SO) [U] [59]. Consequently, the graphical representation of the reweighting factor up
to order Ae reads

RlU) =z (1 +3 Amp B+ Aﬂ (6.84)
f
+62(@§Z§ + €3 4 @N@) +O(A52)).
6.6.4. Expansion of a correlation function

According to eq. (6.61)), a generic correlation function (O[U, A, ¥, ¥]) is evaluated by

(RIU(O[U, A, %, W))qr)

— A wl) =
c-omAnT (RN

(6-61)

In this section, we formally expand the latter perturbatively up to first order in Ae:

=0+ 3 Aq0l) + 0(AS). (6.85)
l

It is important to note that the operator O[U, A, ¥, U] itself may depend on e via the
QED gauge links exp(iae@A). Therefore, it also has to be expanded:

1
0=00 103 4 %ezcog;) +O(e). (6.86)
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6. Lattice QCD+QED

The zeroth-order contribution to the correlation function is given by

(BN O(OD)e) )G

O = ((0)© = (6.87)

The first-order contributions for the expansion parameters | = Amy, Amg, Amg read

o (RUDO(0O), >§”>£23 (RIUD ((0©)g,) )

(N = + (6.88)
: (RIU])©O)) (RIU])©O))
RO S A(RIUD O (0©)) )

(RIU])O)E) (RIU])O)E)
For the expansion parameter e? we find

(3)

on® _ (BUDOGO +e02 + 520)m))E  (RIUDE (0)a) )
(< >)62 - 0 (0) + 0 0)
(RIUDO)G (RIU)O)G
BN (RIUNO(0©)) )G
(RODO)Y (RO

(6.89)

As the expansion parameter AfS is only present in the reweighting factor R[U], the first-
order contribution from the correlation function (O)q, is absent:

(6.90)

(1)(0) 0

aBlet (RIUD@(0)r) )Y

OF  (RUNOE

We will give diagrammatic representations of these equations in chapters [11] to when

we discuss meson and baryon spectroscopy as well as the hadronic vacuum polarisation
function.

6.7. The free photon propagator on temporal periodic boundary
conditions

In the following section, we introduce a basis transformation that is compatible with
periodic boundary conditions in spatial and temporal directions and block-diagonalises the
photon difference operator A. In this new basis, the photon propagator can be obtained
by a simple algebraic inversion. The key transformation for this purpose is the discrete
Fourier transform (DFT), which we will introduce now.
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6.7. The free photon propagator on temporal periodic boundary conditions

6.7.1. Discrete Fourier transform

We define the one-dimensional discrete Fourier transform [205] &, and its inverse (F,) !
in direction u as

[a , e [ a .
Supﬂxu = ﬁexp(—lp“x“), (Sﬂl) Mp,u = ﬁexp(lp“x“) (6.91)

with 2# € {0,..., X* —a} and p* € -25{0,..., X" — a}. We make use of a normalisation

aXH
. . . . . . . K
which ensures the unitarity of the Fourier transform in integer coordinates n* = *- and
H X .. . . . .
mt = 2 2)75 . This is convenient for the implementation on the computer, where integer

coordinates have to be applied. We define the negative value of a momentum as —p# =

a%@ — p*, which is consistent with the fact that the Fourier transform and its inverse are
a%?u -periodic with respect to p*. The simulation code is based on the implementation of

the DFT in the FFTWS3 library [205]. The inverse discrete Fourier transform g~ fulfils
the periodic boundary condition for all components of the photon field A at the spatial
boundaries, defined in eq. (6.14)), and at the temporal boundaries, defined in eq. (6.19):

(3, ) = \/% exp(—ip/(—a)) = \/% exp(—ip"(X#* —a)) = (§, )" e, (6.92)
(&)X e = /% exp(—ipt X*) = \/% exp(—ip"0) = (") %, (6.93)

where we made use of the key identity

exp(—ip'X*) =1 Wp'e , XH —a}. (6.94)

7T
0,...
xu 0

6.7.2. Transformation of first-order difference operators

We now consider the transformation properties of first-order difference operators under
the Fourier transform. For a more convenient notation, we introduce the lattice momenta
p’é and pg, which are up to a coefficient i eigenvalues of the first-order difference operators:

i i .
P = —— (exp(iap”) — 1), P = — (1 — exp(—iap")). (6.95)

In the limit @ — 0 the continuum momentum is restored as ph — p* and pfy — p#. The
lattice momenta fulfil the following identities:

B)"=—(=p")B, pg = (PF)" = —(=p")p. (6.96)

There are two combinations of lattice derivatives and Fourier transforms that will be
relevant:

"

zf (3;1)11

%
gl i = ()2 S s (6.97)
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6. Lattice QCD+QED
We illustrate the computation on the first example,

0 0 1
T F ) = -\ (explipah) — exp(ip(ah + 0)))

1 . . . gt
= /5 explip'ah) (1 — explip'a)) = iph(5,) 5. (6.98)
6.7.3. Basis change of the photon field

We define a basis change for the photon field that relates the momentum space and the
position space representation:

A2 _ %(p#)z(x#)lA(z#h’ Alew)2 — (%*1)(IN)2(pu)1A(pﬂ)l_ (6.99)

The basis change matrices B and B! read
3 w
BOW2 =5l H " (B ez = ok TT 3% . (6.100)
pn=0

The metric tensor for the photon field in the defining position space representation reads

Iawz(aw = Iz 001 (6.101)

such that A,, = A™. However, in momentum space representation it is not equal to unity
as

= g(w)4(m)2(%_1)(96“)4(19#)3(%_1)(@02(19#)1 =0, 20,3 (6.102)

9(pu)3(p)1 me

i.e. one has to distinguish photon fields with lowered and raised indices in momentum

space representation and A,, = A7PH,

6.7.4. Basis change of the photon difference operator

The Fourier transform of second-order difference operators leads to products of the lattice
momenta, given in eq. (6.95). The two relevant combinations can be simplified to

4 3 L1 2 M1 2
pl];fp/bil — - exp <M) sin (ap2 ) sin (apQ ), (6.103)
4 BN 2
= ()" o

We transform the photon difference operator, which maps photon fields on photon fields,
according to

A(pu)zx(pu)l — %(WM(W)SA(W)S(W)Q(%*1)(96#)2@“)1 (6.105)

with the basis change matrices given in eq. (6.100]).

90



6.7. The free photon propagator on temporal periodic boundary conditions

Feynman gauge

The photon difference operator A in Feynman gauge, defined in eq. (6.5)), reads

A(W)Q(pu)l = Zm%m%éﬁ'f%f (6.106)
m

in momentum space representation. It is diagonal both in the momentum p and in the
Euclidean index u. Hence, its inverse, the photon propagator ¥, can directly be obtained:
2 (pr)

1
OB2ol. (6.107)

2 = —_—
(pr)1 Z# p1§p1p

According to the QEDy, prescription only momenta p with non-vanishing spatial momen-
tum p'# 0 are considered such that the manifest divergence of the propagator at p =0 is
avoided.

Coulomb gauge

Making use of eq. (6.7)), the momentum space representation of A in generalised Columb
gauge reads

”w
ZWA% p§p§ —péﬁ)%u —PEPR  —pEpp \
Apuzp = _pong ZMpoF wop
R Lubel
—PBPy 2uPePr/
0 H2
n (1 _ 1) PHPE PP DRPE
1,2 ,2.2 .3 2 ;
§ p]l_v,pg prpg p?pg
PPy PBPr PRPFp i
A(pu)Q(pu)l =0  po#pi. (6.108)

To obtain the photon propagator in generalised Coulomb gauge, we invert the photon
difference operator in momentum space representation by means of a computer algebra
program. As the expression is lengthy, we only give the result in Coulomb gauge, where
the limit & — 0 has been performed already:

L2 = T . o
(Zu PRPF) (Zu;ﬁo PRPF)
>, PP He
PRDR + PEPE  —DPRPE —pEpy
—ppPy  DHPR T DPEPY  —PRDE ’
—PEPE —PEPy  PEPR +PBPE/
E(W)2(pp)1 -0 P2 # p1. (6.109)
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6. Lattice QCD+QED

A useful cross check for a computer implementation of the photon propagator in Fourier
representation is the projection property

0 2
Py

0
SPH2 PR = (Zp%pﬁ) o | (6.110)
g 0

i.e. the vector pr is a zero-eigenvector of the photon propagator in Coulomb gauge for
vanishing temporal momentum p° = 0.

6.8. The free photon propagator on temporal open boundary
conditions

The calculation of the free photon propagator on temporal open boundary conditions
and spatial periodic boundary conditions is more sophisticated compared to the purely
periodic case, but in principle works in the same manner. The main task is to find a basis
transformation which allows for the block diagonalisation of the photon difference operator
and which is at the same time compatible with the open temporal boundary conditions.
This can be achieved by the discrete sine transformation (DST) and the discrete sine
transformation (DCT) combined with the discrete Fourier transform.

6.8.1. Discrete sine and cosine transformations

The discrete sine and cosine transformations are the real valued counterparts of the com-
plex valued discrete Fourier transform. Depending on the boundary conditions, there
exist different types of discrete sine and discrete cosine transformations [205]. We apply
a modified version of the discrete sine transformation of type DST-I and the discrete co-
sine transformation of types DCT-II and DCT-III, which are suitable for open temporal
boundary conditions, as we will see later. Consequently, we introduce for the temporal
direction the one-dimensional discrete sine transformations &g and its inverse &, !

2
60”0;,;0 = (GEI)IOPO =1/ X—% sin(p®(2® + a)) (6.111)

with 20 € {0,..., X" — 2a} and p° € 1, - - , X% — @}, and the discrete cosine trans-

formation € and its inverse €, 1

Vo p'=0
3 eos(’(2’+3)) " #£0
with 20 € {0,..., X% —a} and p° € #{O,...,XO — a}. It is important to point out,

that the domain for z° and p is different in comparison to the Fourier transforms. We
use a particular normalisation that also includes the independent normalisation factor of

€ o = (€51 o = { (6.112)
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6.8. The free photon propagator on temporal open boundary conditions

¢ for p® = 0 and that differs from the standard definition of the DST-I, the DCT-II and
the DCT-IIT [205]. However, it ensures the orthogonality of the transformations in integer
coordinates n® = %0 and m? = @. This is again convenient for the implementation on
the computer. The simulation code is based on the implementations of the DST and the
DCT in the FFTW3 library [205]. The inverse discrete sine transformation &5 fulfils
the open boundary condition for the temporal component of the photon field A? at the

temporal boundaries, defined in eq. (6.26]), i.e. Dirichlet boundary conditions:

(65") "0 =1/ %o 5in(0) =0, (6.113)
2
(S ) 0 = X—Cz sin(p°X?) = 0. (6.114)

The discrete cosine transformation €; ! fulfils the open boundary condition for the spatial
component of the photon field A* for p = 1,2,3 at the temporal boundaries, defined in
eq. (6.27)), i.e. Neumann boundary conditions:

a _ /a =0
0\—a —1ya® X0 X°
(79 20(€o )" po = { 29 (cos(p®2) — cos(—p°%)) p° #£0
_q, (6.115)
07\ X0_g —1\z® %_ % pOZO
G { Fs(cos(p* (X + §)) — cos(p" (X"~ §)) 0 #0
_ (6.116)

6.8.2. Transformation of first-order difference operators

We can express first-order lattice derivatives applied to cosine transforms in terms of sine
transforms, which are multiplied by a factor, and vice versa. For this purpose, we define
the generalised lattice momenta p%SC and pOBCS:

2i ap® 21 ap”
0 . 0 .
— R — = ). A1
Prsc = - sin ( > >> PBCS , Sin ( 2 ) (6.117)
The generalised lattice momenta fulfil the following identities:
prsc = Phes)” = —(=0")rsc, Phcs = (Phsc)” = —(=p°)pes. (6.118)

There are four combinations of lattice derivatives and sine and cosine transforms that will
be relevant:

e

3%368:0? (6—1)90?]00 = ipOFCS(Q_l)gcg—i_azuo7 GPOIS aOFzgx[f - _ipOBSC€ V+a> (6.119)
%

B%x?xg (Q:_l)xgpo = ipOBCS(G_l)x(l)p()’ Qtpoxg 8%x(2)x? = _ip%SCGP 29 (6 120)
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6. Lattice QCD+QED

We illustrate the computation on the third example,

e = 1B (o (90 + 1) s (044 3)

2 [2a . . sap®
= —;U X0 sin(p® (29 + a)) sin < 5 )
9 0
= —(&71)% 0= sin (%) = iplso(G1)™ 0, (6.121)
where we made use of the identity cos(a) — cos(f5) = —2 sin(aTw) sin(a—gﬂ).

6.8.3. Basis change of the photon field

We again introduce a convenient basis change transformation for the photon field, relating
the generalised momentum space representation with the position space representation:

A2 — og(pp)2 (oin Alew (6.99)

(xu)lA(xu)l’ Az — (3=1)(zn)

We define the basis change matrices B and B! as

GOPOxO e
¢
BPH, = 0" 20 . ) H 3;/3“35#,
EoP Lo
r 0 w#0
% a0 M1
(Gal)poxo H2
_ e’ o _
(B 1>pu2wu1 = (&) (Q:al)pomo 'H(gul)pux#-
£0
(Q:al)poa:o g

M1
(6.122)

The choice of transformations depends on the Euclidean index, as different components of
the photon field satisfy different boundary conditions. The metric tensor for the photon
field in this generalised momentum space representation reads

_ 52 pQ
Iomyatomn = Iamyatama (B P, (BH 2, = 5587000, (6.123)

i.e. one has to distinguish photon fields with lowered and raised indices in generalised
momentum space representation as A,, = A@ =P,

6.8.4. Basis change of the photon difference operator

The sine and cosine transforms of second-order difference operators lead to products of
the generalised lattice momenta, given in eq. (6.117]). There is one relevant combination,
which can be simplified to

47 . rapt\\2
PospYsc = ?(Sm (7)) : (6.124)
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6.8. The free photon propagator on temporal open boundary conditions

We again transform the photon difference operator A according to

A(W)Al(puh — %(p#)‘l(:w)sA(W)S(mu)z(%71)(&"”)2(10/1)17 (6.105)
but now make use of the basis change matrices defined in eq. (6.122)).
Feynman gauge
The photon difference operator A in Feynman gauge, defined in eq. (6.5]), reads
A2 = (besmbse + Y i) oo (6.125)

u#0
in generalised momentum space representation. Thus, the photon propagator X is given
by
1

APH2 = oP2 M2, 6.126
M piBesPitse T o igPiE M ( )

Coulomb gauge

For A in generalised Columb gauge, given in eq. , we obtain

1.0 2.0 3,0 112
Zu;éo p%l;% TPBPRsc | TPBPrSC —PhPRsc
APHz _pOBCSplg PcsPrsc T ZﬁysoponF "
1
—pOBcspg PRcsPrsc t 2,6750 pOBpF i
—PBcsPr PResPrsc + 220 PRPF i
O H2
1.1 2.1 ,3.1
+ (1 _ > pll?,pg szpg ngg
& p]13p§ pQBpg‘ p3]3pg
PpPr PBPF PpPr 1
A(pu)z(p#)l =0  p2#pi. (6.127)

We proceed as in the case for temporal periodic boundary conditions. After taking the
limit & — 0, the photon propagator in Coulomb gauge reads

szpul =70 0 ! oo o b
(PBCsPrsc ZWAO poF)(ZWAO PRPF)
0 0 H2
PBesPRsc + 20 PEPR
PEDE + PEPE —DEPE —DEPE
—phpt  PhPR+DPEPE —DPEpE ’
—PEPp —PEPy  PEPR +PBPE/
w2 =0 p2#pr (6.128)
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7. Computation strategies for correlation
functions

In this chapter, we introduce strategies to evaluate correlation functions which are relevant
for this thesis. We briefly discuss the infeasibility to compute the full quark propagator and
the need of quark sources. We describe the stochastic treatment of the all-to-all photon
propagator, which is used in some Feynman diagrams. Finally, we introduce reusable
building blocks to evaluate Feynman diagrams in QCD+QED.

7.1. Infeasibility of computing the full quark propagator

The quark propagator S is defined as the inverse of the Dirac operator D, i.e. S is obtained
as a solution of the linear equation

D?2,,8%,, = 522, (7.1)

S and D both have to be understood as functions of the gauge field U. The full determi-
nation of the all-to-all propagator S on a given gauge configuration U, which describes the
propagation from any lattice site to another, is computationally unattainable [42], even if
fast iterative solvers are used. For a single quark flavour, S is a full matrix of dimensions
(V- 12) x (V - 12), where V denotes the number of lattice sites. The currently available
CLS ensembles possess volumes of V of O(107 — 10?), c.f. table To determine the full
quark propagator, one would have to solve V systems of linear equations of system size
V. In fact, it is only computationally feasible to solve the Dirac equation

DUy = n?, (7.2)

where W[n] denotes the propagator with respect to the source 1, as ¥[n]® = SP.n?, for
a small number of quark sources 1. To solve the Dirac equation for a given source, we
apply the generalized conjugate residual (GCR) algorithm to the deflated, Schwarz pre-
conditioned Dirac equation, as discussed in section for the generation of gauge con-
figurations. There are several types of sources used to evaluate correlation functions. The
choice of the source type depends on the particular correlation function to be computed.
In this thesis, we mainly apply two types of quark sources, which are used to evaluate
quark-connected contributions to two-point functions: point sources, which have support
on a single lattice site, and stochastic sources with support on one timeslice. We will give
more details on the sources when we discuss the computation of mesonic and baryonic
two-point functions in chapters[11] and respectively.
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7. Computation strategies for correlation functions

7.2. Stochastic treatment of all-to-all photon propagators

The photon difference operator A is a sparse matrix of dimensions (V -4) x (V -4). In
the considered Feynman diagrams, the photon propagator may connect two different ver-
tices such that all entries of the photon propagator are required in the calculation. The
computation of the full photon propagator matrix in position space representation is im-
practical for the same reasons as for the quark propagator. Therefore, we make use of a
stochastic estimation of the photon propagator, which we will discuss below. The major
difference between a quark and a photon propagator is that the photon propagator can
be computed algebraically by a convenient basis transformation, such that the necessity
to solve a linear system of equations by means of a fast iterative solver can be avoided.
The case in which the photon propagator is attached to the same vertex with both ends
can be treated without stochastic sources, as only the diagonal elements in position space
representation are required. Due to periodic spatial boundary conditions, we can apply
translational invariance and further reduce the number of entries which have to be deter-
mined. The implementation of the simulation code is based on data structures provided
by the QDP++ library [206].

7.2.1. Standard stochastic estimation

We introduce general stochastic sources for the photon field J, which satisfy the relation

(Jea (JN)") = 05

c2

(7.3)

where the sources can be either real- or complex-valued. We further define a propagated
source as an abbreviation by

A[J]e2 = xe21 ], (7.4)

The photon propagator can be estimated stochastically via the expectation value of a
source and the corresponding propagated source:

(A[J]° (J)") = 5052 (], JO1*) = Ese2651 — £es1, (7.5)

In order to determine the stochastic estimate of the photon propagator in position space
representation, we calculate the propagated source by performing a basis change to mo-
mentum coordinates in which we know the algebraic form of the photon propagator:

A[J]ZQM — (53*1)(1”#)4( )

pr)3

2(17#)3( )

pp)2

%(Pﬂ)z (@) J(JBH)l . (7.6)

For a given set of sources (J;);=1.., the propagator is then estimated via

nEwa(zu ~ — ZA (wu xu)1) (7.7)
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7.2. Stochastic treatment of all-to-all photon propagators

7.2.2. Improved stochastic estimation

A general disadvantage of the latter stochastic estimate is the fact that the symmetry
property of the photon propagator ¥¢2¢1 = 312 jg not preserved due to the introduction
of stochastic noise. The most straight forward way to overcome this disadvantage is to
project out the anti-symmetric part of the estimate, redefining 32¢1 as only its symmetric
part

mes = LS AP + S AL, (78)
i=1

However, with this improved estimator, the computational cost grows by a factor between
one and two, as all sequential propagators over photon sources and photon fields have to
be computed twice per photon source.

Let us assume we can construct the square root of the photon propagator v/, which
we will refer to as a half-propagator,

Pey = \/icacz\/i(acv (7.9)
and let us further assume that it is a symmetric tensor, i.e.

Vi, = V5, 2. (7.10)
We introduce stochastic sources satisfying the relation

(J2Jt) ; = g®2°t, (7.11)

where g is the metric tensor, which is used to raise and lower indices of the photon fields,
and we define, similar to eq. (7.4), the half-propagated photon source A[J] as

A[J]2 = VX2, Jo. (7.12)

If we determine the expectation value of two half-propagated photon sources A[J] with
respect to the stochastic source J, we can reconstruct the photon propagator:

(A[J]1A[T]2) ;) = (VE A JBVE2, J) ) = (VE, TPV, )

— \Fc4c3<JC3JC1>J\Fclc2 — \/504%90301 \/iclcz
_ ycac2 (7.13)

Similar to eq. (7.6)), we compute the half-propagated photon source in position space
representation via a basis change:

A[J])P2He = (%_1)(xu)4(pu)3\/§(pu)3(pu)z%(pM)Q(xu)lj(xu)l' (7.14)

The estimated photon propagator for a given set of sources (J;);=1..n is now manifestly
symmetric, reading

y(@p)2(zp)1 ZA Ji] @2 AL (7.15)
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A major advantage of this construction is the fact that the fields A[J]** are real-valued
for real-valued sources J**. This becomes relevant for the application of the generalised
one-end trick, introduced in chapter where the v5-hermicity of the quark propagator
S and the quark-photon vertices is used. In this construction, the photon field A*" has to
be invariant under complex conjugation.

7.2.3. The free photon half-propagator on temporal periodic boundary
conditions

In the following, we will explicitly construct the photon half-propagators for Feynman and
Coulomb gauge on a lattice with periodic temporal boundary conditions.

Feynman gauge
As the photon propagator in Feynman gauge is diagonal, real-valued and positive,

1
= = 00262, 6.107
)1 Zum’ﬁm% p1 Ol ( )

the construction of the photon half-propagator, i.e. the square root of the photon propa-
gator, is simple,

Va2 = N S (7.16)

1)1 P17 p1?
/ Mo K

such that eq. (7.9) is obviously fulfilled.

Coulomb gauge

The construction of the photon half-propagator in Coulomb gauge is more sophisticated,
as the propagator is not diagonal but only block-diagonal:

PR = [T . [T
(ZM PBPF) (Zwéo PRPF)
>, PEPE He
pipE + pEp —pEDi — Pt
—php?  phph+PEPE —pipd ’
—PEPR —PEPE  PEPE HDPRPE)
E(p.uh(w)l -0 P2 % p1. (16.109))

As ¥P, is a hermitian matrix, we can construct a unitary basis change matrix U(p) =
(uo(p), u1(p), u2(p), us(p)) which diagonalises ¥P,. Assuming p! # 0 or p?> # 0, an or-

100



7.2. Stochastic treatment of all-to-all photon propagators

thonormal basis of eigenvectors is given by

1 —DPRP
UQ(p) - ?];3) 1; )

\/ (pEph + PEPE) (O 0 PIPE) PBPE
" phpk + phpk
0
! P SN ) (7.17)

ul(P) = 1 ) US(I?) = 2
N W B \/ 20 PRPR g 3
F

The diagonalised propagator in Coulomb gauge, which is positive semi-definite, reads

g
o
—
S
N~—
I
oS O O

1 1 1
(U(p))~'5#,U (p) = diag : : 0. (7.18)
P >0 PBPRE D, PRPE D, PRDR

Consequently, we define the half-propagator \/ipp as

1 1 1
\/ 20 PRPF \/ > PRPE ¢ >, PRPF

V3P, = U(p) diag ( 0) Up)~" (7.19)

In the remaining case p! = 0 and p? = 0, the photon propagator in eq. (6.109) is diagonal.
Hence, we choose U(p) = 1, for which the half-propagator is also given by eq. (7.19).

7.2.4. The free photon half-propagator on temporal open boundary conditions

The construction for temporal open boundary conditions is analogue to temporal periodic
boundary conditions.

Feynman gauge

The photon propagator in Feynman gauge reads

1
Ype2 = o212 (16.126))
r ploBcspl%sc + Zwéo pigpip O
Hence, the photon half-propagator is given by
1
VEm,, spzale (7.20)

N 0 0 Ko b
\/pchsplFsc + 2,20 PIBPIF
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Coulomb gauge

The photon propagator in Coulomb gauge is defined as

Zp’uzpﬂl = 0 0 ! N TN
(PRosPrsc + 220 PRPR) (22120 PEPF)
0 0 (1w 12
PBcsPrsc T Z“;éso 127FPB - , . .
PRDE + PRPE —PBDE —DEDE
—pgPe  DPRPER T DPEPE DD ’
~PhPE ~Pgpg  PRPR T PEPE)
SO0 =0 py £ (6.128)

We may utilise the same unitary basis change matrices U(p) to diagonalise ¥P#2,,, as in
the case of temporal periodic boundary conditions, i.e. for p' # 0 or p? # 0 we make
use of the eigenvectors in eq. and for p! = 0 and p? = 0 we define U(p) = 1. The
half-propagator reads

1 1

A
\/ >0 PRPE \/ PResPrse + 220 PRPE

! ,o> U @)

0 0 o
\/ PResPrsc + 220 PRPF

: (7.21)

VEP, = U(p) diag (

7.3. Sequential quark sources and sequentially propagated
sources

The numerical evaluation of a Feynman diagram can be broken down to building blocks,
which appear in the evaluation process of various diagrams. We distinguish two types
of building blocks. Propagated sources, which are composed of a quark propagator and
a quark source, and sequential sources, which themselves can by composed of a vertex
attached to a propagated source. We introduce various sequential sources and sequential
propagators with different vertices inserted. As we consider leading isospin breaking ef-
fects, we maximally find one mass detuning vertex Vgq, one 2-photon vertex Vgq,+ or two
1-photon vertices Vgqy in our diagrams. In general, all objects discussed in the following
depend on the QCD gauge background U. For better readability, we suppress this depen-
dence. Spin and colour indices are kept implicit. The implementation of the simulation
code is based on data structures provided by the QDP-++ library [206].
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7.3. Sequential quark sources and sequentially propagated sources

7.3.1. No vertex

The most simple object, appearing in isosymmetric calculations, is the quark propagator
U[n] of a source n, which is defined by

\Ij[n]b — S(O)bana _ b . 778' (7'22)

With regard to a computer implementation, attaching a propagator to a source always
means that a Dirac equation of the form

D02 gpP =42 (7.23)

has to be solved for ¥[n].

7.3.2. One mass detuning vertex

In order to evaluate diagrams which exhibit a mass detuning vertex Vgqr, we define the
sequential source

2

M 17 = Va2 ¥ln)® = " a (7.24)

where the mass detuning vertex in eq. 1' is applied to ¥P according to
Vaqr "D p 0P = —6f g, (7.25)
We also define the corresponding propagated sequential source

b
\IJVEQf [’]’l]b = SbanVqu [n]a = T a /r/a’ (726)

which is calculated according to eq. ((7.23]).

One integrated 2-photon vertex

Diagrams with a 2-photon vertex Vgq,, combined with a photon propagator X, which is
attached to both photon legs of the vertex, require the determination of

0 1
ng/ng[n]az - Q%qwazbcwlzwclw[n]b - a&a " (7.27)

1

where the integrated 2-photon vertex Vg2 in eq. (6.75)) is applied to ¥ and according
to

1 ~
Viar ! bese, SR = Sa’qj ) <(]1 — Py UERgEtaif sepn
I

+ (]1 + ,-YM)(Uﬂﬁ—aﬂvﬂ)T\I/x—aﬂ,le’—aﬂvﬂvx—aﬂvﬂ) .
(7.28)
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In order to evaluate the shifted fields in the latter expression, the chosen boundary condi-
tions have to be considered as discussed in section We also define the corresponding
propagated sequential source

(0)

Wy sl = Sanll) sl = 5% (7.29)

which is calculated according to eq. .

The definition of the integrated 2-photon vertex Vgg,,2 requires the computation of
the diagonal elements of the photon propagator in position space representation X*H*H,
Making use of translation invariance for periodic boundary conditions, we find X*#*H =
¥010r i e. we only have to evaluate the photon propagator at a single lattice site. We
compute the photon propagator by means of the diagonal representation:

20, = (B2 g(pu)s(pu)z%(w)zom_ (7.30)

)3

The basis change matrices B and B! for periodic boundary conditions are defined in

eq. (6.100]). E(p“)3(pu)2 is either given by eq. (6.107) for Feynman gauge or by eq. (6.109)

for Coulomb gauge.

If open temporal boundary conditions are applied, the translational symmetry in the
temporal direction is spoiled. Hence, we can only relate sites located on the same timeslice
and find Y2Her = ¥ @000 Consequently, the photon propagator has to be evaluated
on each timeslice 2° =0,..., X% — a:

3?0 0 —
R 0nsy = (B 1)0u2(W)?)Z(pu)s(puhgg(puh(Ioﬁ)m' (7.31)

The basis change matrices B and B! for temporal open boundary conditions are defined

in eq. (6.122). E(pu)3(pu)2 is either given by eq. (6.126)) for Feynman gauge or by eq. (6.128))

for Coulomb gauge. The evaluation of the latter equation for each timeslice of the lattice
is time consuming. To safe computation time, we precompute the results and write them
to disk such that they can be reused for every execution of the simulation program.

7.3.3. One 1-photon vertex

Sequential sources with one 1-photon vertex Vg, are defined as

c

0
10 I = Vi e UPVERe S = L, e (7.32)

qqy ap
The vertex defined in eq. l’ is applied to UP and A = \/§C2c1 J€1 according to
Vaay ™ be UPAS = %aqf Z ( — (1 — U raif gzu (7.33)
o

+ (1 + Wu)(Uﬂc—aﬂﬁu)T\I,z—aﬁ,fAz—amu)_
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7.3. Sequential quark sources and sequentially propagated sources

Again, the boundary conditions discussed in section have to be considered in order to
evaluate this expression. We also define the corresponding propagated sequential source

c

\IJS)G)CW\/E[J, n]b — Sban(o) E[J7 n]a = ba_@_<76 Jcna’ (734)

Vaay
which is calculated according to eq. ((7.23]).

7.3.4. Two 1-photon vertices

In some Feynman diagrams, the two 1-photon vertices V54, appear on the same quark line
next to each other. We define the corresponding sequential source as

(0) az __ 1/ A b C c
Mg Vi1 201" = Ve o Uy sl Ve, I
=.0 & g2 ISy, (7.35)

We may directly contract the two photon half-propagators in the latter diagram, making

use of eq. ((7.11))

(Je2J) ;= g2, (7 11)

i.e. we insert the same stochastic photon source J = J; = Jy in eq. (7.35)) and take the
expectation value. Consequently, we define the sequential source

(0) az _ /. (0) a _ f g a
T]VE‘WEVE‘W [77] F= <nvﬁqvﬁvﬁq7\/§[n’ J7 J] 2>J o™ a N K (736)

1

In practice, the latter expectation value is estimated on each QCDjs, gauge configura-
tion U only for a small number of stochastic sources J. In addition, we introduce the
corresponding propagated sequential source

0 0 a a
U o = SPan) oy t= S 0. (7.37)

Vaay

7.3.5. Combined calculation of one 2-photon vertex and two 1-photon
vertices with photon propagator

Combining the calculation of sequential propagators with one 2-photon vertex Vgq,, and
two 1-photon vertices V54, contracted with a photon propagator X allows us to significantly
reduce the number of inversions of the Dirac equation eq. , which is the most time
consuming part of the calculation. The last quark propagator can be applied after the
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expectation value over the photon sources is taken and after the two sequential sources
are added up:

b_ gb ( (0 (0)
(\Ilvﬁq’wz + \Ijvﬁquvﬁqw)[n] =5 a (nVaqu[n]a + nvﬁquvﬁqv [n]a)

-, 3% s Sy . (7.39)
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8. Data analysis for Monte Carlo simulations

In this chapter we introduce and discuss methods required for the analysis of data gen-
erated within Monte Carlo simulations. We will apply these methods intensively in the
following chapters. We also briefly discuss relevant software packages. The textbooks
Gattringer and Lang [42] and DeGrand and DeTar [98] as well as [207] and [104] pro-
vide helpful introductory remarks. A textbook on resampling methods, which we use for
the estimation of statistical errors, is Efron [208]. Helpful guides for regression analysis
are [209, 210].

8.1. Software for data analysis

The data analysis is performed using Python3 [211]. HdAf5 files containing the Monte
Carlo simulation results are read by means of the Python3 package hopy [212]. The data
is processed using the Pythond libraries NumPy [213] and SciPy [214] and displayed by
matplotlib [215]. Input files are stored in the json format and read by the Python3 package
json [216]. Random numbers used within the analysis are generated with the Mersenne
Twister random number generator package random [217] of Pythons.

8.2. Error estimation via resampling methods

In the following, we consider an observable O[U] that depends on the gauge field U. Its
expectation value (O[U])esr with respect to the effective action Seg is estimated via a
Monte Carlo simulation, as discussed in section In the latter, a finite set of gauge
configurations (Upy, )ny=1,..,Ny 1S generated. We define the ny-th measurement O, as
the evaluation of the observable O on the ny-th gauge configuration U,

OnM = O[UnM]' (8'1)

The average of the measurements is then an estimator for the expectation value (O[U])y [42],
reading

O = — % O (8.2)
M Nt o= e '

As Oy is a stochastic estimate, it is important to quantify the related estimation error.
In principle, one could determine the error from N individual averages (Owmp)n=1,.. N
generated from N individual sets of Ny measurements [42]. This procedure is usually far
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8. Data analysis for Monte Carlo simulations

too costly and therefore infeasible. A solution to this problem is offered by resampling
methods. They allow an error estimation from the same set of measurements used to esti-
mate the expectation value. In the following we will describe two resampling techniques,
bootstrap and jackknife resampling [218]. A more detailed introduction can be found in
the book of Efron [208].

8.2.1. Bootstrap for primary quantities

Given Ny measurement samples (O oy )n=1,.. Ny Oof a quantity O one constructs Np
bootstrap samples (OB g )n=1,....Nz by drawing with replacement Ny times from the Ny
measurements and averaging [42], 98, 207]. This procedure can be implemented according
to [207]

1 X
OBng = Nor Z Onpnn OM nyr» (8.3)
M =1
M
where we have introduced integer numbers 6,,,,,, € N with the constraint
Num
> Ongny = Nu. (8.4)
ny=1

Onpmy. is the statistical weight of the ny-th measurement in the ng-th bootstrap sample.

Tﬁg numbers 0,,,,,, are generated by a random generator once for an entire bootstrap
analysis. The main advantage of bootstrap resampling is that the number of samples
can be chosen independently of the number of measurements. It is therefore possible to
combine results of gauge ensembles with differing numbers of measurements in the same
analysis. In this thesis we work with Ng = 500 bootstrap samples. The bootstrap estimate

of the expectation value reads [42] 08, 207]

— 1
Op = o > Onp (8.5)

However, one commonly uses the average of the measurements eq. (8.2) as an estimator.
The bootstrap estimate of the error is given by [42] 207]

1 s
pr— —_— - o) 2
00B N ng:l(OB,nB Owm)?, (8.6)

where we have used eq. (8.2)). It is also possible to estimate the covariance between various
quantities O like, e.g. correlation functions with operators evaluated at different times.
The bootstrap estimate of the covariance matrix reads

Ngp
igi 1 i At i oy
Cov" = Ny E (OB?,nB — 01\24)(0131,@ — Oyp)- (8.7)
ng=1

For the diagonal elements of Covg we have Covg = (aoi7B)2.
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8.2. Error estimation via resampling methods

8.2.2. Jackknife for primary quantities

In contrast to the bootstrap resampling, the jackknife method does not depend on random
numbers. Here, we will focus on the delete-1 jackknife for which the sample number is
equal to the number of measurements. We have implemented jackknife resampling as a
cross check for our analysis software based on bootstrap resampling. The Nj jackknife
samples (Oj pn;)n=1,..n, are computed according to [42] 98| 207]

R

OJ7nJ = NJ o 1 Z OM,TLM‘ (8-8)
ny=1

nM#EN]

By construction Ny = Ny In contrast to bootstrap resampling, results of gauge en-
sembles with differing numbers of measurements cannot be combined, which is a major

disadvantage. The jackknife estimate for the expectation value reads [42} 98] 207]

1 O
Os =5 > Ogny- (8.9)

ny=1

A simple calculation shows that for primary quantities this estimate is identical to the
average of the measurements O; = Oy in eq. 1} The jackknife estimate of the error is
given by [42] 98] 207]

Ny—1 _

_ 2

000 = | 5= :1(0Jm — Ow) (8.10)
ny=

and the estimate for the covariance matrix is

Ny
i Ny—1 . o ,
Cov?t = ‘}V : > (07, — OO}, — Oy (8.11)
ny=1

Compared to the corresponding bootstrap estimators, an additional prefactor has to be
introduced for a bias correction.

8.2.3. Resampling for derived quantities

Usually, we are not interested in primary quantities, i.e. correlation functions, but in
derived quantities, such as hadron masses obtained from fits to a correlation function,
evaluated at different times, or ratios and products of correlation functions. Let us assume
that the derived quantity O'(O1,...,0O,,) depends on the primary quantities Oy, ..., O,.
The different O; may be the same type of correlation function, where the operators have
only changed their time position, or correlation functions of different types. It can be
shown that the best estimate for the mean of the derived quantity is given by the plug-in
result [208)]

0'(01,...,0,)=0"(04,...,0,) (8.12)
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as it is free of any estimation bias. The error of O’ can be estimated by resampling methods.
From the samples for Oy, ..., Oy, namely (O1,rnp)np=1,...Ngs-- -+ (O1,Rng )np=1.....Np, Where
R denotes the resampling method using B for bootstrap and J for jackknife, we construct
samples ((O'(O1,...,0n))Rng)np=1,..Ny for the derived quantity O’ by means of the
plug-in result [208]:

(O'(O1,...,00))Ring = O (O1.Rnps- - OnRng)- (8.13)

The error and the covariance matrix can now be determined from the derived samples in
the same manner as for primary samples. However, non-linear functions O’ will in general
introduce a small bias in the error estimate. Additionally, it should be noted that the
jackknife resampling method is only applicable for error propagation if the derived quantity
is a smooth function with respect to the relevant primary quantities [208]. The statistical
bootstrap is also able to cope with a functional dependence that is not smooth [208].

8.2.4. Pseudo-resampling of input parameters with associated errors

In order to introduce an input parameter equipped with an error into the analysis, it is
convenient to create a pseudo-resampling distribution that mimics a resampling distri-
bution and yields the value of the input parameter and its associated error. Assuming
that the distribution of the quantity O is approximated by a Gaussian distribution with
central value O and width op, one can construct pseudo-resampling distributions fg(O)
from which the correct estimate for the mean Op and the error oo,r can be derived. For
bootstrap resampling the corresponding probability density reads

—_\ 2
f(0) = \/%UOexp <— % (Oofo()) > (8.14)

For jackknife resampling a factor for bias correction has to be introduced:

—\2
Ny—1 1 1{0-0
fJ(O):\/%eXP<—NJ_12< - ) ) (8.15)

The correctness of these formula can easily be checked numerically.

8.2.5. Partial errors

Often, the analysis requires the input of quantities determined by experiments or by other
Monte Carlo simulations. These input parameters are usually equipped with errors and
it is natural to ask how this particular error influences the final result of the analysis in
addition to further errors inherent to the analysis. We again consider a derived quantity
O'(O1,...,0,). The quantities O; are represented by resampling or pseudo-resampling
samples (O; rnp)n=1,.,Np- The partial error oo o, of the derived quantity O" with respect
to the input parameter O; is then estimated from the resampling distribution

(O'(O1,...,0))R0imr = O01,...,0i Rnps---On), (8.16)
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ensemble | Nentg | Nengo/bic | Vbik
N200 1712 | 4 428
D450 500 2 250
H102 2004 | 4 501

Table 8.1.: Number of gauge configurations Neyfg, the block size Nepgg/pin and the result-
ing number of blocks Npjy.

i.e. only the quantity O; is represented by the resampling samples. The total error is
not necessarily given by the square root of the sum of the squared partial errors due
to correlations between the different input parameters. However, deviations should only
appear if a complete resampling analysis was performed such that valid correlations can
form. Quantities from different resampling distributions are uncorrelated and therefore
the corresponding errors added in quadrature should equal the total error.

8.3. Autocorrelation analysis

As gauge configurations are derived from each other sequentially by a deterministic com-
puter algorithm, we have to assume that the measurements of a quantity on these gauge
configurations are not statistically independent. This type of intrinsic correlation of Monte
Carlo simulations is called autocorrelation. The strength of the autocorrelations depends
on the particular algorithm used for the generation of the gauge configurations and on the
quantity investigated. Autocorrelations lead to an underestimation of the statistical error.
A simple way to investigate the influence of autocorrelations is to vary the effective algo-
rithmic distance between sequential gauge configurations [42], 219]. This can be achieved
by binning/blocking sequential measurements on the Markov chain and investigating the
behaviour of the error estimate as a function of the bin/block size. We list the block
sizes for the considered gauge ensembles in table A more sophisticated method to
determine errors including effects due to autocorrelations is the I'-method [219], which we
do not apply in this thesis. A Python program for the implementation of the I'-method
for Monte Carlo simulations is also available [220].

8.4. Regression analysis

In order to extract physically meaningful results from Monte Carlo simulations, it is often
useful to employ regression analysis. In many cases, an analytically derived model with
free parameters is known predicting the outcome of Monte Carlo simulations. Regression
analysis allows the prediction of these model parameters in the presence of the intrinsic
statistical noise.
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8.4.1. The Y2-function

Let us assume that we have independent variables X = (Xi,...,X,,) and a dependent
variable Y that are related by an unknown functional dependence of the form
Y =f(X)+e, (8.17)

where ¢ is assumed to be a Gaussian random noise. This relation is probed by a statistical
experiment, such as a Monte Carlo simulation, resulting in n individual measurements
(i, yi) = (@145 .., Tmi),yi) for i = 1,...,n. In general, these n determinations are not
statistically independent. In a typical situation, a correlation function determined by a
Monte Carlo simulation is fitted to its asymptotic form for different time separations. In
this example, the time separation is the independent variable X, and the value of the
correlation function is the dependent variable Y. The latter is equipped with random
noise caused by the Monte Carlo simulation. Considering a set of model functions f,
parametrised by a = (ai,...,q;), the task of a regression analysis is now to determine
the optimal choice aqpy of these parameters. The fit problem is characterised by the
x>-function [42] O]
n

Xo =Y (Wi — fa(@:))(Cov™)ij(y; — falx)), (8.18)

i,j=1

where C'ov is the covariance matrix, encoding the correlations between different data points
(xi,yi). The solution of the fit problem is the given by the value aopt, which minimises
the function y2:

Gopt = arg min 2. (8.19)
aeR!
Only for specific types of regression models, it is possible to calculate the optimal parame-
ter choice aqp analytically. In general, the minimisation has to be performed numerically.
We make use of suitable minimisation routines provided by scipy.optimize.minimize [221].
For a comparison of regression models with different numbers of fit parameters it is com-
mon to define the reduced x*-function x2 4 [209]

X2

N-—-M’
where N is the number of measurements and M is the number of fit parameters. It should
be noted that the number of degrees of freedom N — M is not always a well defined quantity
for non-linear regression models [209].

The value of X?ed for a regression model can be used as a measure of the fit quality,
assuming that we have access to a good stochastic estimate of the covariance matrix Cov.
A X?ed ~ 1 is an indicator for a suitable regression model [209]. If X?ed > 1 the regression
model does not represent the data and if X?ed < 1 the data is overfitted, i.e. the number
of free model parameters in the regression model is too high. Xfed can also be used to
discriminate two distinct fit models. The more suitable regression model is characterised
by x%, that is closer to one [209].

Xred = X*/dof = (8.20)
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8.4.2. Inversion of the covariance matrix

The covariance matrix is by construction a real, symmetric, positive semi-definite matrix.
Poor statistical estimates due to a limited amount of measurements can possess eigenval-
ues that are very close to zero or even negative due to numerical rounding errors, which
makes the numerical inversion of the covariance matrix unstable [98] 222]. A method to
numerically invert the covariance matrix in a controlled fashion is a singular value decom-
position based on numpy.linalg.svd. For a real symmetric matrix Cov the decomposition
ensures the existence of real, orthogonal matrices U and V', such that

Cov=UxVT, ¥ = diag(o1,...,0n), (8.21)
where 01 > ... > 0, > 0 are the singular values and o; = |\;| for ¢ = 1,...,n with \;
are the eigenvalues of C'ov. For positive definite matrices we have V = U and o; = \;
for ¢ = 1,...,n. If singular values that are very close to zero exist, it can be reasonable

to apply a truncation [98] or smoothing procedure [223]. In the first case singular values
below a certain threshold Apin are set to zero in ¥ and £ 7!, which is to be understood as
a pseudo-inverse [98]. In the second case, singular values below the threshold are fixed to
a small value computed from the average of the modified singular values [223]. After this
singular value modification the inverse covariance matrix is expressed as

Cov™ ' =vx~1uT, (8.22)

Modifying singular values one has to check that the choice of Api, does not severely
influence the fit results. By choosing fit intervals that are not too wide, we avoid completely
the use of these methods, but stress that a badly estimated covariance matrix may result
in a fit that does not reproduce the data. Another common simplification for regression
models is the truncation of the covariance matrix to its diagonal components if the latter
cannot be estimated safely. This procedure corresponds to an uncorrelated fit, which only
weights values with their respective errors but neglects cross correlations between different
values. As the interpretation of uncorrelated fits is less obvious we avoid this practice.

8.4.3. Muiltilinear regression models

Multilinear regression models are characterised by a model function which is multilinear
in the fit parameters a, i.e.

l
fa(X) =) argr(X), (8:23)
k=1

where X = (X1,..., X,,) denotes the set of random variables, and the functions (gx)xr=1,...m
determine the particular fit model. We will give more details on this at the end of the
section. The advantage of this type of model is that the solution to the fit problem can be
determined analytically. Having n individual measurements (x;,y;) = (€14, .., Zm.i), Yi)
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for i =1,...,n, the x? function reads:
n l l
o= (yz -y akgk(ﬂﬂi)) (Cov™1); (yj -3 akgk(xj)). (8.24)
i,j=1 k=1 k=1

In order to solve the minimisation problem, we determine the first and second derivatives
of x2 with respect to the model parameters a using the fact that the covariance matrix
and its inverse are symmetric:

e -2 E gp(3)(Cov™), (yj - g algl(xj))a (8.25)
p i,j=1 =1
oxa S -1
a_ _9 ; i ). 2
da,a, E 9p(xi)(Cov™")ijgq(x;5) (8.26)

i,j=1
As the covariance matrix and so its inverse are positive definite matrices we can see from

2
the form of ac?pxélaq that any critical point is a local minimum. The optimal choice for the

2
fit parameters aqpt is found by solving the system of linear equations %;]a:%pt =0, i.e.

Z ( Z xk,i(Covfl)ijxl’»aopt,l = Z :z:kyi(C'ovfl)ijyj k=1,...,m (8.27)
=1 i,j=1 ij=1

with numpy.linalg.solve.

We briefly give some examples on how to define the functions (gx)x=1,..; in dependence
of the shape of the model function. For a fit to a function f,(X) with parameters ay, ..., a,
which is multilinear in the arguments X, ..., X;, we choose gx(X) = Xy for k=1,... 1.
To fit an affine linear function with the parameters a; and as, which depends on a single
random variable X = (X1), we use g1(X) = 1 and g2(X) = X;. This can be generalised
to a polynomial model function with degree [ — 1 based on fit parameters az, ..., a;, which
is obtained by setting gi(X) = (Xp)* ' for k=1,...,1

8.4.4. Linearisation of non-linear fit models by variable substitution

As we have seen, the fit problem associated with multilinear fit models can be solved
analytically. This is in general not the case for non-linear fit models, for which iterative
solvers have to be used. More computing time has to be spent and initial guesses have
to be made for the fit parameters. In some cases, it is, however, possible to perform a
variable substitution such that the transformed fit problem is linear. A typical example is
a single-exponential fit to a correlation function. It is of the form

C(t) = cexp(—mt), (8.28)

where a and m are fit parameters. We can easily linearise this model by applying the
logarithm, assuming that the correlation function is positive:

log(C(t)) = log(c) — mt. (8.29)
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For a negative correlation function one simply multiplies the equation with —1 before
applying the logarithm. Measurements (¢,C) are translated into measurements of the
linearised model (x,y) = (¢,log(C)). The model function of the linearised model, given
by fo(X) = a1 — ae X with a1 = log(c) and ay = m, is linear in the parameters a and
describes an affine linear function in X.
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9. Hadronic renormalisation scheme and
scale setting

As in the case of QCDjg,, discussed for CLS ensembles in chapter[5] the bare parameters of
combined lattice QCD and QED have to be fixed by the application of a renormalisation
scheme and a scale setting prescription. In this chapter, we describe the settings currently
applied in this work, the formulation of the scheme in the context of the perturbative
expansion and potential alternatives.

9.1. Hadronic renormalisation scheme and scale setting

We suggest to fix the bare parameters for combined QCD and QED by a hadronic renor-
malisation consisting of the value of the average pion mass %(mﬁ + m,o), of the average
kaon mass %(m K+ +mgo) and of the kaon mass splitting m -+ —mo. There is no need to
refer to the scheme utilised for the CLS QCDjg simulations, which is based on the isosym-
metric pion and kaon masses m, = 134.8(3) MeV and myx = 494.2(4) MeV [45] as discussed
in chapter [5, because the bare parameters of QCD+QED and QCDjg, are in principle un-
related. Only the imposition of an intermediate scheme introduces relations among them.
Although pseudo-scalar decay constants are used for the scale setting in QCDyg,, this is
a inconvenient choice for QCD+QED. The determination of isospin breaking corrections
to decay constants is demanding, as infrared divergences appear in intermediate stages of
the computation. They only cancel taking virtual photons exchanged between quarks and
charged decay products as well as emitted real final state photons into account [224-227].
Instead, the scale should be set by an additional hadron mass, e.g. the mass of a baryon.
As a first simplification, we neglect the influence of isospin breaking effects to the scale,
such that the latter is still determined via %( fr + % f=) in the isosymmetric limit. This
will be changed in a more comprehensive future effort. Only taking into account leading
order QED effects, the electromagnetic coupling can be defined via the electromagnetic
fine-structure constant in the Thomson limit [46]. Otherwise, the bare electromagnetic
coupling may be fixed by the inclusion of e.g. the pion mass difference into the hadronic
scheme or by determining the corresponding renormalised coupling from the QED Wilson
flow [41] [184].

In addition to the definition of the physical point after a continuum extrapolation, we
also utilise the latter renormalisation scheme as an intermediate scheme, which relates
QCDjg, and QCD+QED at finite lattice spacing and unphysical quark masses on each en-
semble. This is necessary, as we cannot perform an extrapolation to the physical point due
to the limit number of gauge ensembles that we consider in this thesis. We suggest to deter-
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9. Hadronic renormalisation scheme and scale setting

mine the shifts of the bare dimensionless parameters Ae = (aAmy, aAmg, alAms, AB, €?)
by demanding

am+ 4+ amo = (am+ ) + (am0)©,
amp+ + amgo = (amp+)? + (amyo)©,
amp+ — ampgo = a(m};(his — m%hgs). (9.1)

The scale a should then be determined at a later stage by the mass mp of an additional

baryon, i.e. a = “5E. The A coefficient can be used to correct for a renormalisation of
m

the strong coupling due to the electromagnetic interaction, i.e. for a shift in the scale due
to isospin corrections. A tuning allows for a determination of isospin breaking effects at a
fixed lattice spacing. As we neglect the latter effects, we set A = 0. The electromagnetic
coupling does not renormalise at this order and can be fixed to Ac,2 = € = 47aey. In
order to rewrite eq. in terms of a perturbative expansion, we expand the hadron
masses in terms of Aeg:

am = (am)® + Z Ael(am)l(l) + O(A?). (9.2)
!

In total, we obtain a system of linear equations that determines the full set of expansion
parameters Ae:

> Aci((amy )Y + (ammo)V) = 0,
!
Z Asl((amK+)l(1) + (amKo)l(l)) =0,

l
3" Ac((ampes)Y — (amgo)iV) = a(mBhY — mbhy),
l

AsAﬁ = Aﬁ = O,
Ac,2 = €? = 4Taem. (9.3)

In this scheme, a summation of zeroth- and first-order contributions is avoided. This is
advantageous, as first-order contributions can be smaller in magnitude than the statistical
errors of the respective zeroth-order contributions. We discuss the required computational
steps to determine hadron masses in chapter chapter and apply them to mesons and
baryons in chapter[l1{and chapter respectively. The relevant quantities to solve the sys-

tem of linear equations eq. (9.3) can be found in eqgs. (11.55)), (11.58), (11.67) and (11.70)).
The determined expansion parameters for the ensemble N200 read:

aAmy, = —0.0090866(23)s;(18)a[29]tot,
aAmg = —0.0020158(25)s;(18)a[31]tot,
aAmg = —0.002280(9)st[9tot,
AB = 0.0,
e? =0.091701237. (9.4)
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9.2. Discussion and Outlook

The error with respect to the scale appears, as the dimensionful number mI;{hfS I;(hoy s

from eq. (9.3) has to be translated into a dimensionless quantity. Considering leading
order contributions, the expansion parameter aAmg does not depend on the kaon mass
splitting.

—m

0.2. Discussion and Outlook

The results for the expansion parameters for the ensembles N200, D450 and H102 are
listed in table We observe that all mass detunings are negative. This can be under-
stood considering the fact that the latter also serve as counterterms. They absorb the
electromagnetic self-energy contribution to the quark masses. For ensembles with smaller
lattice spacings we find smaller, negative quark mass detunings. This is consistent with
the fact that self-energy contribution to the quark mass diverges, when the lattice cutoff is
removed. It is clear that the values of these expansion parameters are scheme dependent
and therefore possess very limited physical meaning. E.g. a distinction of electromag-
netic effects from strong isospin breaking effects is non-trivial. Nevertheless, different
schemes offer different technical advantages. In [228] it is discussed that in a certain class
of schemes one can separate mass isospin corrections from electromagnetic corrections.
Those schemes are constructed in a way, such that scheme-ambiguities are higher order
effects within this class. They are based on the evaluation and matching of renormalised
quark masses determined by means of the axial Ward identity. In particular, a determi-
nation of Z4 and Zg in QCD+QED is required. The latter renormalisation factors have
not been determined in this work such that we cannot follow this suggestion.

Another possible matching and renormalisation scheme may rely on an unaltered 7°
mass. In section we discussed that in chiral QCD-+QED in the presence of a massive
strange quark the 7° forms a Goldstone boson. In chiral QCD with a massive strange
quark, which is the corresponding isosymmetric theory, covered in section 0, 7t
and 7~ form the enlarged set of Goldstone bosons. The 7 mass vanishes in both chiral
theories. This equality can be imposed even for non-vanishing renormalised quark masses
such that one obtains a matching condition that is compatible with a chiral extrapolation.
The remaining parameters can be determined by matching the mases of K and K. This
scheme could be of particular relevance for the renormalisation of composite operators, e.g.
the local vector current, which is commonly defined with respect to the chiral limit [72
111, 229], as discussed in section m

Instead of setting the electromagnetic coupling by the Thomson limit, one may also
think about using a hadronic scheme for the latter. A suitable quantity is the pion mass
splitting, which, at leading order, only depends on the electromagnetic coupling and not
on any further expansion parameter [46]. Such a scheme would at least to some degree
take QED finite size corrections automatically into account, as the value of the bare
electromagnetic coupling becomes volume dependent.
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9. Hadronic renormalisation scheme and scale setting

122

alAmy
alAmg
alAmyg
Ap

e2

—0.0090866(23)st (18)a 290t
—0.0020158(25)st (18)a[31] 0t
—0.002280(9)t[9)]

0.0

0.091701237

tot

(a) N200 (@ = 0.064 fm, m, = 282MeV)

alAmy,
alAmg
alAmsg

Ap

62

—0.0088818(24)4 (26)a[35] 0t
—0.0018500(21)st (26)a[33] 0t
—0.002255(6)st [6]10t

0.0

0.091701237

(b) D450 (a = 0.076 fm, m, = 216 MeV)

alAmy
alAmg
alAmg

Ap

e2

—0.0087214(86)s: (27)a[91]tot
—0.0018148(76)st (27)a[81] ot
—0.0021630(84) [84] ot

0.0

0.091701237

(c) H102 (a = 0.086 fm, m, = 354 MeV)

Table 9.1.: Expansion parameters.




10. Hadron spectroscopy

The spectrum of hadronic states can be determined by investigating two-point correlation
functions of the form

C(t2,t1) = (O2(t2) 01 (1)), (10.1)

where the operators O; and O, are referred to as creation and annihilation operators,
respectively. These interpolation operators have to be chosen such that the quantum
numbers of the operators coincide with the quantum numbers of the hadronic state to be
studied. In this chapter we classify interpolation operators, perform a spectral decompo-
sition of two-point correlation functions distinguishing between fixed and (anti-)periodic
temporal boundary conditions and discuss methods for mass extraction.

10.1. Interpolation operators

Interpolation operators are functionals of lattice field operators and serve to manipulate
a quantum mechanical state such that a superposition of states with corresponding sym-
metry properties are added or removed. A general operator creating or removing a state
centred at the position  can be written as
T 11 rag...a I I b b

0" = %HO[U’ Ajramaty o Va .. Wy, UPm L TP (10.2)
The tensor O may depend on the gauge fields U and A, if gauge invariant or gauge covariant
interpolation operators shall be constructed. Due to the anticommutative nature of the
fermion fields ¥ and V¥, only the part of the tensor O that is fully antisymmetric in
the indices ag...a; and fully antisymmetric in the indices by ...by contributes to the
interpolation operator, while all remaining parts are projected to zero. In order to exploit
the Feynman diagram technique efficiently, it is convenient to demand the tensor to have
the above mentioned symmetry properties, and to introduce a corresponding normalisation
factor of %% Interpolation operators can be classified depending on how they change
the baryon number of the state. One distinguishes between mesonic operators, where
the baryon number stays unchanged, and single- and multi-baryonic operators, which
increase or diminish the baryon number by an integer. From the fact that each operator
U decreases the baryon number by % and each operator ¥ increases the baryon number
by % we can deduce, that the baryon number is changed by AB = %(ﬁ— n). Interpolation
operators are further classified with respect to their transformational behaviour under field
transformations and with respect to quantum numbers associated to the symmetries of
the theory. This classification is relevant in order to assign operators to experimentally
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10. Hadron spectroscopy

observed particles. We will discuss this in more detail for mesonic interpolation operators

in section [[1.11

10.2. Euclidean two-point correlation functions in the continuum

For the following discussion, we consider a complete orthonormal set of eigenstates (|n))nen,
of a Hamilton operator H with energies Ey < E7 < ... and |0) is the unique ground state
of the theory. For this setup, we find the relations

H|n) = E,|n), 1= Z In)(n|, (na|ni) = Onyn, - (10.3)

We match the Schrédinger and Heisenberg picture at ¢ = 0 such that the time evolution
of an operator is given by

O(t) = exp(tH)O exp(—tH). (10.4)

10.2.1. Fixed boundary conditions

Making use of eq. (2.4), a two-point function with fixed boundary conditions |i) at time
t =0 and |f) at time t = T can be expressed as

(flexp(=TH)Oz(t2)O1 (751)|i>'

Ct2,t1) = . 10.5
(211 (lesp(—TH)) (10:5)
Inserting complete sets of eigenstates of the Hamilton operator
> nynams J 13) (13]02|n2) (n2|O1[n) (na |é)
C(tg,tl) _ . eXp(—(T—tQ)En3 —tlEn1>eXp(—(t2 —tl)EnQ) . (10.6)

Yon{fn)(nli) exp(=TEy)

The correlation function is obviously not invariant under translations in the time direction.
For large time extents T" and large time distances T'—to and t; —T', we find the asymptotic
behaviour

2_n(f10){0|O2|n) (n]O1]0){0]7)
. exp(—(T — (tg — tl))Eo — (tg — tl)En)
(£10)(0[é) exp(=TEp)
=Y {0102|n)(n|O10) exp(—(t2 — t1)(E, — Eo)), (10.7)

C(tQ,tl) —

where we have assumed that the vacuum state has non-vanishing overlap with the bound-
ary states. In this asymptotic regime, translational invariance in the time coordinate is
restored. In principle, it is also possible to consider not only consider the overlap between
the boundary state and the vacuum but also between the boundary state and higher ex-
citations. This results in an improved asymptotic description of the correlation function,
i.e. the time interval for which the asymptotic behaviour is a good description is longer.
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10.3. Mass determination by fitting the correlation function

10.2.2. Periodic boundary conditions

For periodic boundary conditions we start from eq. (2.4):
>_n(n| exp(=TH)O(t2)O1(t1)|n)

C(ta,t1) = 10.8
(t2,t1) S (n|exp(=TH)n) (108)
The spectral decomposition in this setup becomes [42]
>y (111O2[n2) (n2| O1[n1) exp(—% (En, + En,))
: L (ty—t))(E,, — E,
C(tQ,t]_) — eXp((Q ( 2 1))( 2 1)) ) (109)

Y nexp(—TE,)

The correlation function only depends on the time difference t5 —¢1. Thus, it is manifestly
invariant under time translations, i.e. it becomes a one-argument function C(ta,t;) =
C(t2 —t1,0). As the asymptotic behaviour is independent of the boundary states, we find
the same relation for periodic boundary conditions as for fixed boundary conditions:

Clta,t1) = ) _{0]Oa|n)(n|01|0) exp(—(t2 — t1)(Ey — Ep))- (10.7)

Assuming that the operators O and Oy fulfil the condition
(n1|Oz|nz)(n2|O1|n1) = (n2|O2|n1)(n1|O1|n2), (10.10)

which is for example the case for Oy = £01, the spectral decomposition of the correlation
function can be further simplified to

> g (11|02|n2) (n2]| O1[n1) exp(—% (En, + En,))

~cosh(((t2 — t1) — L)(Eny — Eny))
Yonexp(—=TEy,) ’

Clta, t1) = (10.11)

Sl

i.e. the correlation function is symmetric under a reflection at ¢ =

10.3. Mass determination by fitting the correlation function

For interpolation operators that create and annihilate states of zero momentum the energy
differences F,, — Ey can be interpreted as the masses of excitations of the vacuum.

10.3.1. Asymptotic behaviour for large time extents
Assuming 0 < t; < to < T the asymptotic behaviour eq. (10.7) translates further into
C(ta,t1) — cexp(—m(ta — t1)). (10.12)

In this regime, only the lowest eigenstate compatible with the operators and boundary
conditions is accessible, i.e. the relevant overlaps do not vanish. As we treat isospin
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10. Hadron spectroscopy

breaking effects perturbatively, the respective expansion also has to be applied to the
asymptotic behaviour. We expand the parameters

c=c9 4 Z Aslcl(l) + O(Ag?), m =m(® + Z Aelml(l) + O(Ag?) (10.13)
I l

as well as the correlation function

Clta,t1) = CO(ty, 1) + Y AgO{) (ta, 11) + O(AE?). (6.85)
l

For the zeroth-order contribution we find
CO(tg, t1) — D exp(—mO(ty — 11)) (10.14)
and for the first-order contribution

C(tg,11) — (V) — cOm (tg — 1)) exp(—m O (13 — 11)). (10.15)

10.3.2. Periodic temporal boundary conditions and symmetric correlation
functions

For periodic temporal boundary conditions and a symmetric correlation function, we find
in the asymptotic regime 0 < t; < to < T, starting from eq. (10.11)), that

CO(ta, t1) — ccosh (m((tQ ) — %)) (10.16)

Similarly, as in the previous section, we perform the perturbative expansion which, yields
the zeroth-order contribution

T
(0) (0) (0) _ _ =
CO(ty, t1) — ¢ cosh (m ((t2 DEE )) (10.17)
and the first-order contribution
T
Cl(l)(tg,tl) — cl(l) cosh (m(o) ((tg —t1) — 5)) (10.18)

+ c(o)ml(l) ((tz —t1) — g) sinh (m(o) ((t2 —t1) - %))7

respectively.

10.4. Mass determination by fitting the effective mass

Another way to extract the lowest accessible mass, which we have implemented as a cross
check, is to consider the so called effective mass of the correlation function [42] 08]. It is
defined as

Meg (t2,t1) = 2103; (Cj(t%tl))»

10.1
Ot +a,t; (10.19)
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10.4. Mass determination by fitting the effective mass

where a denotes the minimal distance between two time slices. The prefactor é has to
be introduced for dimensional reasons. In the limit a — 0, the effective mass becomes
Mgt (t2,t1) — _ddTg log(C(t2,t1)). In principle it is also possible to define effective masses
for time differences that are integer multiples of a. This is of particular relevance for
staggered fermions. Making use of eq. , it is straightforward to show, that the
effective mass has in the regime 0 < t; < to < T the asymptotic behaviour

1 cexp(—m(te —t1)) 1 1 B
Metr(t2, 1) — ~ log (cexp(—m(tg - tl))> =~ log <W> —m.  (10.20)

In order to derive the perturbative expansion of the effective mass

Mgt (t2, 1) = (meg(t2.11))© + Y Acy(men(ta, 1)) + O(A?), (10.21)
!

we utilise eq. (10.19)) and eq. (6.85)). The zeroth-order contribution is then given by [194]

)
(et (t2,11))© = log ((C((Z(tj,ili)l)y())) —m(® (10.22)

and the first-order contribution [194]

) (Cl ) (Clta+a, i)Y
(

1 _ (1)
(meﬁ(t2,t1))l N (C(tg,tl))(o) B (C(t2 +a,t1)) 0) —m; . (1023)
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11. Meson masses

In chapter [0] we stated that we want to utilise pseudo-scalar meson masses as a hadronic
renormalisation scheme to fix the bare parameters of QCD+QED. In this chapter, we
describe how to construct interpolation operators and two-point functions that can be
used to determine the mesonic spectrum. We give the diagrammatic expansion of mesonic
two-point functions and describe how we evaluate the quark-connected contributions. We
discuss our findings for pseudo-scalar meson masses on the basis on one ensemble in more
detail.

11.1. Mesonic interpolation operators

In order to extract masses of mesonic states from the QCD+QED spectrum, we con-
sider two-point correlation functions with mesonic interpolation operators. According to
the discussion in section the simplest form of a zero-momentum projected operator
interpolating a mesonic state is constructed with one quark and one antiquark operator:

M= L > T MU, A2, TP, (11.1)

VAVSEE]

11.1.1. Point-like mesonic interpolation operators

A particular simple subset of interpolation operators is formed by point-like interpolation
operators. The interpolation operator defined at a site = only depends on the fields at
this particular site. It is further convenient to express the spin and flavour structure of
the interpolation operator in terms of matrices A, which acts on the flavour indices of the
field operators, and I', which acts on the spin indices. A determines the flavour quantum
numbers of the annihilated meson and I' its spin and parity. In its most general form, the
point-like zero-momentum projected interpolation operator is given by [42]

o1 S A, (11.2)

\V; |A123’ z

xT

where we have omitted spin and flavour indices. In order to create a state that is an-
nihilated by the operator M= we apply the charge conjugation transformation. Using
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11. Meson masses

JIP[T O

0+ |19 SV

0] — 77" P, A

1 _ ,Yl 72 73 001 0.02 0_03 Vl V2 VS 7’01 7’02 7’03
L+ | N2, 90 Al A2 AP

9 + 0.12’ 0.23’ 0.31 7'127 7"23’ 7'31

Table 11.1.: Classification of the I' matrices and the corresponding operators O according
to the transformation properties under Euclidean transformations.

pq) I Is Y (U D S |Q |A

0,00 0 0 0 [0 0 0 [0 |[A°= %]1

(1,1) 1 0 [1 1 0 [1 [A¥=I0T+iNY)
(LYY 1.0 0 [0 0 0 [0 |[A=3N

(1,1) 1 -1 0 | -1 =1 0 | —1|Ad=1(\—i)?)
(1,1) 0 0 0 [0 0 0 [0 [A3=2)®

(L) 5 3 L |1 0 1 [1 [A®=;\"+iN)
(L) 5 —3 1 [0 =1 —1|-1]A"=75(\"—i)\%)
(1,1) % 1—% -1{0 1 1 |oO Ad; = %(AG + W)
(1,1) 5 & —1|-1 0 —1[0 |Ad=7;A—i\")

Table 11.2.: Classification of A matrices according to the approximate SU(3) flavour
symmetry in the representation (p,q) with eigenvalues of the operators I,
I;, Y with Q = 2U+ 1D+ 1S, I, = U+ D), Y = LU+ D-25). In
QCD+QED only U, D, S and @ are good quantum numbers.

eq. 1’ we find that M** transforms via

M) =

1

> o @nTere ' Aw)”

1
VIA2s|

> wr(crehH)TATe?,

(11.3)

VA3 Z

where we have utilised the anti-commutation property of fermion fields. Accordingly, the
creation operator is obtained from the annihilation operator by replacing A with A7 and
I with (CTC~1)T with C = iy%42.

11.1.2. Classification of interpolation operators

In order to find suitable interpolation operators for physical states, we classify the inter-
polation operators according to their behaviour under spacetime and charge conjugation
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11.2. Mesonic two-point functions

transformations and with respect to their quark content. We distinguish scalar S, pseudo-
scalar P, vector V, axial-vector A and tensor operators T :

S = T AT, (114
P =T AT, (11.5)
Vo = GEARAYT, (11.6)
AT — @m,yiyqu;w’ (11.7)
Top2m — G gh2i AT (11.8)

Making use of egs. (6.35)) and (6.36]) we can determine the transformational behaviour of

M= under the spatial parity transformation:

0
PIM® ] = TP T YAT”, (11.9)
V |A123 Z
For the operators defined in eqgs. (11.4)) to ( - ) this means
PlS*] = ¥, (11.10)
P[P = —PF@ (11.11)
B = (—1 )“OV“B(“” (11.12)
PLA] = —(—1)HOAF@H (11.13)
PTHH2] = (—1)120(—1)mOTPE) (11.14)
where the symbol (—1)#2#1 is defined as
(—1)H2i = 1 for pg = . 633)
—1 for pz #

In addition, we classify the operators according to their behaviour under SU(3)y trans-
formations. The transformation characteristics are determined by the flavour matrices A’
We distinguish the nine matrices A® for i = 0,3, 8,1d, du, ds, 8d, Ts, 5u, which are classi-
fied according to the flavour quantum numbers U, D and S. In table [I1.2] the relevant
properties are described.

11.2. Mesonic two-point functions

In the following, we consider correlation functions of the form

Cvtpan, (19, 29) = (M2 M) (11.15)

with point-like zero-momentum projected interpolation operators defined in eq. (11.2),
which have support on the time slices wg and a;(l] respectively.
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e o=
o oo
)
=2
2
)
-2
2
Q
Q
Q

g [ ]

Table 11.3.: Spin matrix combinations (I'g,I";) with potentially non-vanishing mesonic
0 0
two-point functions Cagypq, (29, 29) = (M5 M) with parity-even opera-
tors Mfo = LS WA U for i = 1,2 are marked with a dot e.

v/ |A123]

ol |7 0 [AF 2 B[ 502 o0
5
570 [ ] [ ]
T

2
3
01
02
03

Q9 Q|2 2 2o o

Table 11.4.: Spin matrix combinations (I'2,T";) with potentially non-vanishing mesonic

0 0
two—opoint flllflCtiOIlSE’/\/(zM1 (29, 29) = (M5 M7") with parity-odd operators
M? = \/\/\173\ >z VAT UT for @ = 1,2 are marked with a dot e.
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11.2. Mesonic two-point functions

A2 , Aq A A3 A8 Aﬁd Adu Ads A§d AUS  ASu
A° ° ° °
A3 ° ° °
A8 ° ° °
Aﬁd *
Adu °
Ads °
A§d °

A" °
A§u °

Table 11.5.: Flavour matrix combinations (Ag, A1) with potentially non-vanishing

0 0
mesonic two-point functions Cuya, (29, 29) = (M5 M7") with operators
0

M? = \/If\llizsl >z UEAL; T for i = 1,2 are marked with a dot e.

11.2.1. Operator combinations

In order to utilise computing time efficiently, we determine which combinations of I" and
A matrices lead to non-vanishing expectation values applying symmetry arguments based
on section Considering the global QCD+QED symmetry transformations

gU(l)vyf (m)[(Ag, Ae, U, 0)] = (As, Ae, exp(iWTU(l)v,f U, ¥ exp(—inU(l)V‘f ) (11.16)

for f = u,d,s with the generators defined in eq. (3.63)), which generate —1 factors for
flavour charged operators, one can argue that all combinations but 15 have vanishing
expectation values. The combinations are listed in table In contrast to QCDjgo,
all combinations of flavour-neutral operators based on AY, A? and A® potentially lead
to non-vanishing expectation values. In the isosymmetric limit, an overlap between A3
and AY or A® is excluded due to the conservation of isospin. Similarly, we construct
Euclidean spacetime lattice transformations that generate factors of —1 based on the
parity transformation ¢ = B° and reflections %# along the spatial p-axis

3
we= [ 8" (11.17)
v=0
VEL
PBY denote the Euclidean reflections defined in eq. . We find 10 potentially non-
vanishing combinations of parity-even operators, listed in table and 16 potentially
non-vanishing combinations of parity-odd operators, given in table The combination

of a parity-even and a parity-odd operator vanishes in QCD+QED as parity is a symmetry,
i.e. only 26 out of the 256 combinations have to be considered in the computation.
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11. Meson masses
11.2.2. Diagrammatic expansion
The generic expansion of the correlation function up to first order reads

C=C0 43" a0 + 0(AL?). (6.85)
l

In order to determine the perturbative expansion of the correlation function, we expand
the interpolation operators according to

L 1
0=00 103 + 5200 +0(e?). [6-30)

e2

As the point-like operators do not depend on eA, we have M; = (M) and M, =
(M3)©. We represent the vertex M(©*" associated with the operator (M®°)(© by the
diagram

MOz — TG (11.18)

The zeroth-order contribution is calculated via eq. and reads in terms of Feynman
diagrams

0)
(Crtarn)© = <M;°>©Mfo> e @Mﬁm> (11.19)
eff

The first-order contribution is calculated according to eq. (6.88)). In terms of Feynman
diagrams, the first-order contribution due to a shift in the quark mass Am reads

(Crtomty) 5y, = <M§0)©Mf°) + Méo)QMfm
2 1 mf
0 (0 170 r(0
4+ M >Q @Ml() 4 M >@ QM{)
(0)
(o e o))
eff
(0) (0)
e e O (o)
eff eff

(11.20)
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11.2. Mesonic two-point functions

A detuning in the strong inverse coupling AfS results in a first-order contribution

(0)
My MS”Q @Mf(” ) 0>
eff
(0) (0)
e Oe)fe)
eff

eff
(11.21)

$

(0)
(CMle)(Al)ﬁ = < (ZWQ

_ < M

The first-order contribution due to a non-vanishing electromagnetic coupling e? reads

$

70 7(0)

4 M VAR VA e

0 0 0 0
4 M M My e

2

0

GG

M} M

e

Sa AN

W

W

5
O &
O O

oy e
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Mé‘”@ M
- +
My QM{")

(e O

-<C°WO+@+ Q@EZ%><O)

eff

In this thesis, we only consider quark-connected contributions in our calculation. We
translate the corresponding Feynman diagrams into contracted tensor-structures of inter-
polation operators, quark and photon propagators and vertices. This is relevant to ensure
the correct application of minus signs and symmetry factors. For the zeroth-order diagram

we have
Mé“OMP) = (5b1a2M2(0’32b2 szalMl(O)albl). (11.23)

Diagrams with first-order contributions due to the quark mass detuning read

My M = (820 MY ™1, 82 0 Vg1, 8220, M0, ), (11.24)

My M = —(sblaquqfasbssbsazMgo)azbzsbzaleO)albl). (11.25)
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11.3. Computation of quark-connected Feynman diagrams

Diagrams with first-order contributions due to the electromagnetic interaction read

wy M — _yeacs (Sbla4 Vit bacy S as M{V28 (11.26)

b a. b (0)a
-5 Sazvﬁqv 2bzc1S 2511]\/[1 1b1 )

MY

(RO,

1
A/[l(U) _ _§Ec2cl (Sb1a3M2(0)33b3 (1127)

b a b (0)a
) 332‘/%101’77 21)2‘:2015 2211]\41 1b1>a

! M = e (59, MO, 8P, Vi ™ e (11.28)

b a b (0)a
.S 382V§CI’Y 2b2015 2a1]\41 1101 )

(0) (0 1 b b 0
My R L <S as Viarr ™ baeger S an M V22, (11.29)
b 0
.S 2a1M1( )a1b1>7
10 MmO b b
M, M7 = 3y (S 1a4Vaqva4b4c25 483V60Wa3b301 (11'3())

’ Sb3azM2(O)a2b2Sb2alM1(0)a1b1)'

The only contribution from the reweighting factor that we consider is
—v,. (11.31)

11.3. Computation of quark-connected Feynman diagrams

We introduce two methods to evaluate quark-connected Feynman diagrams with different
types of quark sources, continuing the discussion of section A first implementation
of quark-connected Feynman diagrams was based on point sources. We later changed to
stochastic sources, which allow for a more efficient evaluation of quark-connected con-
tributions to mesonic two-point functions on large lattices compared to point sources.
We discuss both setups for the zeroth-order quark-connected Feynman diagram defined
eq. (11.23]) in more detail and later generalise to the remaining quark-connected Feynman
diagrams. The implementation of the simulation code is based on data structures provided
by the QDP++ library [206].

11.3.1. Point sources

A flavour-colour-spin linked point source 7,,, located at the lattice site zg, is a matrix in
flavour, colour and spin space and a vector in spacetime. The location g is written as an
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11. Meson masses

additional index, but the value of z( is fixed and characterises the source. The source is
given by [42]
(e = gmagl gz, (11.32)

z0,(fes)1 o~ froc1 st
We define the corresponding propagated source ¥[n]s;,, which depends on the point source
Nzo, Dy solving the Dirac equation

Dabql[ ]xofcs n;o,fcy (1133)

U[ns, again is a matrix in flavour, colour and spin space and a vector in spacetime. Point
sources can be used, whenever a correlation function can be expressed in terms of a set
of point-to-all propagators S%;, = ¥[n|7 , which start at a small number of fixed source
locations x°. The diagram in eq. (11.23) with two point-like zero-momentum projected
mesonic operators My and My, which habe support on the time slices acg and x?, can be
evaluated by means of U[n]z,

‘A123’ 2 tr( tay A2l'2 57 2x1A1F1>>(ff)

2,71

(-

< \A123! xzzx:l tr (S(xlyx (29,2 — xlﬂo)AgFQS( 9,72~ x1+mo)(x0 50)A1F1>>((:
(~¥u(s

{

eff

Z tr (S(x(B’fO)(xgﬂ?)AQFQS(xg’f) (a:(l),a?o)Alrl) >

81

z9,% z9,% ©
- tr (75(5( z )(x?,fo))T75A2F25( > )(xg),fo)A1T1)>

eff

=(-Xu (75(\11[17](’02’ )i A Do) 3 A T )>(if) (11.34)

€

We omitted flavour, colour and spin indices. In the calculation, we made use of transla-
tional invariance in the spatial directions, which only holds after the gauge expectation
value is taken, and of the y°-hermiticity of the quark propagator. We are able to evaluate
all combinations of I' and ¥ matrices at the same time for a single propagated point source
U[n]z,- Per point source, the single-flavour Dirac equation has to be solved Nt - N. - N
times. In fact, it is also possible to project the two-point function to a set of momenta
with the same quark source [42]. As we are only interested in zero-momentum two-point
functions, we do not draw any advantage from this feature. For a better decorrelation it
is common to use different quark source positions z at different gauge configurations. In
addition, one uses several quark source positions on the same gauge configuration and av-
erages over those to better exploit the gauge configuration and reduce the overall statistical
uncertainty.
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11.3. Computation of quark-connected Feynman diagrams

11.3.2. Stochastic sources

As already anticipated, only early versions of the simulation program were based on the
point source setup. We later changed to stochastic sources [230H233], which we will discuss
in this section. For an efficient evaluation of quark-connected two-point functions with
various interpolation operators, which differ in their spin and flavour structure, we make
use of the generalised one-end trick, also known as linked source method [234-236)]. In this
setup flavour-spin-linked stochastic quark sources, which have support on a single time
slice, are combined with the v5-hermiticity of the quark propagator. The usage of this type
of stochastic sources allows to evaluate mesonic two-point functions for all combinations
of A- and I'-matrices at the same time, minimising the number of required inversions of
the Dirac operator. In addition, our sources are also colour-linked, which is, however,
not required, as all considered interpolation operators possess the same colour structure.
A flavour-colour-spin-linked stochastic quark source with support on the time slice z is
defined as

n(:cfcs)z _ 5;(8)59?25&502552 (11.35)

z0,(fes)1 fi1oe1¥s1

where £ is a three-dimensional stochastic field satisfying
(€™ (EN)z,)e = 022, (11.36)

Computing the expectation value of the stochastic source  and its adjoint 5! we find

I sy = 2% (€72 (€15, )eo i o5t ot = OTotpoTtoiociozs.  (11.37)

z0,(fes (zfes)2 f17c17s1 1 fivca¥s1e

Only the identity with respect to the spatial indices 4 and #; is only fulfilled in the
stochastic limit. With respect to all other indices, the identity is explicit. Various choices
for the stochastic field £ can be made. It was common to make use of Gaussian random
fields. In [231] it is argued, that the stochastic variance introduced by the stochastic
sources can be minimised, when Z,, noises are used. The presented argument also holds
for U(1) noise, which we use in our setup, i.e. we draw random numbers from the complex
unit circle

£$2 € U(l) VZy € A123. (1138)

The propagated source W[n]"5 = 5%2,,77; is computed via eq. (11.33]). We again illustrate
the method with the diagram in eq. (11.23]), assuming that the operators have support on
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11. Meson masses

the time slices 29 and 29

1\/12<‘U©J\11<0)

S (S’”le Aoy 572, A1F1)

2,

= < — |A1123 Z Z tr <75 (szx4)T75A2F2 szxsnﬁ (UT)ﬁ A1F1>>

fz T T4,T3 K

_ T t A5 T

= < |A123‘ Z Z tI‘( S 21477 ) AQFQS 236377 Al]_jl>>?7
To T4,%3

_ 1 5 o\t A5 X9

= (= g 2ot (0 LD AT WhE AT )) (11.39)
€2

We have commuted the adjoint source t through the product of matrices A;14°, which

is possible because n! is proportional to the identity matrix in flavour and spin space.

The correlation function is entirely expressed in terms of the propagator \P[n}ig, which is
1

the key property of the generalised one-end trick. The application of stochastic sources
has several advantages over the usage of point sources. The stochastic source has support
on a complete time slice and not only on a single lattice site. As a consequence, the
propagated source becomes a superposition of several columns of the full quark propagator
matrix, such that the final estimate is less dependent on local fluctuations in the gauge
field [236]. In comparison, a propagated point source is just a single column of the full
quark propagator matrix. In order to achieve a volume average a larger number of sources
have to be distributed within a time slice, which results in larger computational costs
due to the larger number of solves of the Dirac equation. In addition, it can be shown,
that the usage of stochastic sources for the evaluation of a pion two-point function leads
to a reduced statistical error in the large volume limit [I04]. A drawback of stochastic
sources is, however, that the computed two-point function cannot be projected on several
momenta for one stochastic source without additional solves of the Dirac equation. For
each momentum a separate calculation is required [236], as the desired momentum has to
be considered in the Fourier transform at both operators. In addition, stochastic sources
turn out to be an inferior choice for baryonic two-point functions [237].

11.3.3. Computation of quark-connected Feynman diagrams with stochastic
sources

In this section, we generalise the setup based on stochastic volume U(1)-quark 7 sources
to the remaining quark-connected Feynman diagrams. The photon propagator is evalu-
ated stochastically, as discussed in section using stochastic real Zo-photon sources J.
In table |1 we give more details on the number of evaluated gauge configurations, the
number of quark and photon sources, as well as the timeslices, where the quark sources

140



11.3. Computation of quark-connected Feynman diagrams

ensemble | Nenge | Ngsre | Npsre xgsrc

N200 1712 |16 | 2 37,39,41,43,45,47,49,51,
76,78,80,82,84,86,88,90

D450 500 16 1 random

H102 2004 | 32 2 28,29,30,31,32,33,34,35,

60,61,62,63,64,65,66,67

Table 11.6.: Number of gauge configurations Ncnfs, quark sources per conﬁguration
Ngysre, Photon sources per quark source Npgc and timeslices iL'qsrC the quark
sources have support on. Ensemble D450 possesses temporal periodic
boundary conditions. The quark sources can therefore be spread randomly.

are located. Making use of this computational setup, we may express the quark-connected
Feynman diagrams in eqs. (11.23) to (11.30)) in terms of the propagator ¥(%) [n] and the se-
quential propagators \I’E%)qf [, \I’ngz[n], \IIEZ;\/E[U, J] and \IJE/)(Wquq f[n, J, J], which
are constructed from the quark and photon sources 1 and J according to the discussion
in section Considering sequential quark propagators we now make use of the ~°-
hermiticity of both the quark propagator and the vertices. The obtained expressions can
be considerably simplified by the definition of a contraction stencil:

1

|A123]

Hz%x? [Ty, U] = —

5 T2\t A5 T
MéO)Ml(O) Z tr (7 (\Ifgx(i)) Aol \Iflx(j) A1F1>. (1140)

ToEA123

The overall minus sign reflects the closed fermion loop as in egs. (11.23)) to (11.30). All
considered diagrams are now evaluated in terms of this contraction stencil:

(0) x 929
]\[2 Q Zh— ]\;(Ol)Ml(O) [\IJ(O) [77]7 \IJ(O) [77]]>77’ (1141)
(0) :p 929
O (e,
<>u<o _ it w0 ), 9O H> (11.43)
M‘O)M(O) af = By '
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11. Meson masses

U D S |Q | mPY|MeV]
” |0 0 0 |0 [957.78(6)
at |1 1 0 [1 [139.57039(18)
7 |0 0 0 |0 |134.9768(5)
7~ | -1 —1 0 | —1]139.57039(18)
n |0 0 0 |0 [547.862(17)
KT[1 0 1 [1 [493.677(16)
K0 —1 1 |0 |497.611(13)
E |lo 1 -1]0 [497.611(13)
K- | -1 0 —1]|—11]493.677(16)

Table 11.7.: Quantum numbers and experimentally determined masses of pseudo-scalar

singlet and octet mesons [35].

-((

X
-

o W, st 00 sl ) )
ﬁ;ﬁ 2 [, W%q’w ] >n’
oo VOV ol I )
H o Wb 90
HJTEEEM?) [\Ilg)ﬁ)qw\/ivaqw\/i[n, ) v ) >77>J'

(11.44)

(11.45)

(11.46)

(11.47)

(11.48)

The symmetry factors in egs. (11.27]) and ([11.29]) were absorbed in the definition of the se-

quential propagator ¥

—

0)

VHQ’Y’Y by

(0)

[n] and sequential source nquwz[n] from eqs.

11.4. Pseudo-scalar singlet and octet mesons

7.27

and

7.29)).

As discussed in chapter [9] we use pseudo-scalar meson masses to construct a renormal-
isation scheme for combined QCD and QED. We therefore determine the masses of 7,

7=, 70, Kt, K=, K and K° as well as the mass averages and mass differences within
the corresponding isospin multiplets. In table we display the quantum numbers and
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11.4. Pseudo-scalar singlet and octet mesons
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Figure 11.1.: Parameters of the fit to the correlation function (Cpaupud)?) and relative
deviation between the correlation function and the corresponding fit on
N200. The selected fit is marked in grey. The grey lines enclose the fit
interval.

experimentally determined masses of the considered mesons. The interpolation operators
are chosen such that the flavour quantum numbers of the operators are suitable to in-

terpolate the desired physical state taking tables [I1.2] and into account. In order
to extract the ground state masses, we perform correlated fits to the correlation function

based on its asymptotic behaviour as introduced in chapter |8l We only take a single state
into account, i.e. we fit

CO(ty,t1) =V exp(—m O (t; — 1)) (10.14)

to the zeroth-order contribution, based on a linearised fit model as introduced in sec-
tion [8.4.4l The results for ¢ and m© are then used to fit

O (ta,t1) = (e = OmD (b5 — 1)) exp(—m @ (t2 — 1)) (10.15)

to the first-order contributions. The fit intervals are chosen, so that x?2,,/dof is closest
to 1 and the fit parameters are stable under the variation of both fit interval boundaries.
This minimises exited state and boundary effects. In the following, we discuss the results
obtained on the ensemble N200 in more detail.

11.4.1. nt, n—, #°

Mass m .+ = m -

The mass m,+ is extracted from the ground state of the correlation function C'pdupud.
Figures and show the fit to the zeroth- and first-order contribution, respectively.
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Figure 11.2.: Parameters of the fit to the correlation function (Cpau Pud)l(l) and relative
deviation between the correlation function and the corresponding fit on
N200. The selected fit is marked in grey. The grey lines enclose the fit
interval.

As a result of the fits we obtain am + in dimensionless units:
am .+ = 0.09178(31) (11.49)
+6.96(10) aAm, + 6.96(10) aAmg
—8.1(8) AB +0.847(12) €*.
As we expand around the isosymmetric limit, the coefficients in front of aAm, and aAmq
are equal. The signs of the coefficients are consistent with the fact that an increase of

the bare quark mass should leads to an increase of the mass of the particle. Inserting the
values for the expansion parameters in eq. (9.4, we find:

amq+ = (0.09178(31)[31]t0t) ¥ + (0.000363(17)st (0)a[17]t0t) ™M
= 0.09215(31)st(0)a[31]tot - (11.50)
Converting to dimensionful units, m .+ is given by:

Mot = (281.8(9)st(3.3)a[3-4]t0t)?) + (1.116(54)st (13)a[55 101 )
= 283.0(9)t(3-3)a[3-4tot. (11.51)

Mass m o

The mass m,o is extracted from the ground state of the correlation function Cpsps. Fig-
ures and show the fit to the zeroth- and first-order contribution, respectively. As
a result of the fits we obtain am o in dimensionless units:

amo = 0.09178(31) (11.52)
+6.96(10) aAmy, + 6.96(10) aAmg
—8.1(8) AB + 0.839(12) €*.
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Figure 11.3.: Parameters of the fit to the correlation function (Cpsps)® and relative
deviation between the correlation function and the corresponding fit on
N200. The selected fit is marked in grey. The grey lines enclose the fit
interval.

Again, we find consistent coefficients in front of aAm, and aAmgq. Inserting the values
for the expansion parameters in eq. (9.4), we find:

am.o = (0.09178(31)st[31]50t)?) 4+ (—0.000363(17)st (0)a[17]50r) ")
= 0.09142(31)5t (0)a[31]tot. (11.53)

Converting to dimensionful units, mo is given by:
Mo = (281.8(9)s(3.3)a[34)t0t) @ + (—1.116(54)51(13)a[55]s01)
= 280.7(1.0)s¢(3.2)a[3-4]tot. (11.54)
Mass difference m .+ — m o
The pion mass difference in dimensionless units reads:
am + — amo = 0.0079(4) 2. (11.55)

At leading order it is a purely electromagnetic effect [46]. Consequently, the charged m*
must be heavier than the neutral 70 due to the self-energy associated with the charge.
Inserting the values for the expansion parameters in eq. (9.4)), we find:

amq+ — amyo = (0.000727(35)st 35101 )
= 0.000727(35)s¢[35]tot- (11.56)

Converting to dimensionful units, the pion mass difference is given by:

Mt — Mo = (2.232(107)(26)4[109]50¢) V)
= 2.232(107)4t(26)a[109] 0. (11.57)
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Figure 11.4.: Parameters of the fit to the correlation function (Cps ps)l(l) and relative
deviation between the correlation function and the corresponding fit on
N200. The selected fit is marked in grey. The grey lines enclose the fit
interval.

Mass average 3(m,+ + mo)

The pion mass average in dimensionless units reads:

1

§(amﬂ+ + am,o) = 0.09178(31) (11.58)
+6.96(10) aAmy, + 6.96(10) aAmg
— 8.1(8) AB + 0.843(12) €.

Inserting the values for the expansion parameters in eq. (9.4)), we find:
1
5 (@Mt + amgo) = (0.09178(31)s[31] 01 )
= 0.09178(31)st[31]tot- (11.59)
Converting to dimensionful units, the pion mass average is given by:

%(mﬁ + m0) = (281.8(9)st(3.3)a[3.4)t01)
= 281.8(9)5t(3-3)a[3-4J ot (11.60)

11.4.2. K*, K-, K° K°
Mass mp+ = my-

The mass my+ is extracted from the ground state of the correlation function Cpsupus.
Figures and show the fit to the zeroth- and first-order contribution, respectively.
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Figure 11.5.: Parameters of the fit to the correlation function (Cpsupus)(® and relative
deviation between the correlation function and the corresponding fit on
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As a result of the fits we obtain am g+ in dimensionless units:
amp+ = 0.15049(16) (11.61)

+4.20(4) aAmy, + 4.204(28) aAms
— 5.2(6) AB + 0.514(4) €2.

The coefficients in front of aAm, and aAmg are positive as expected. There are, how-
ever, not of equal magnitude, as the expansion is not performed around a SU(3) flavour
symmetric theory. Inserting the values for the expansion parameters in eq. (9.4)), we find:

ampe+ = (0.15049(16)5[16]10¢)© + (—0.000641(0)st(7)a[7]t0r) V)
= 0.149845(155)5(7)a[156] 10t (11.62)

Converting to dimensionful units, m g+ is given by:

M+ = (462.1(5)st(5.3)a[5.4] 10t ) 4 (—1.9685)1)
= 460.1(5)st (5.3)a[5.4] ot (11.63)

Mass m o = mzo

The mass myo is extracted from the ground state of the correlation function Cpsapas.

Figures and show the fit to the zeroth- and first-order contribution, respectively.
As a result of the fits we obtain amgo in dimensionless units:

amgo = 0.15049(16) (11.64)
+4.20(4) aAmg + 4.204(28) aAms
—5.2(6) AB + 0.2039(15) €.
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Inserting the values for the expansion parameters in eq. (9.4), we find:

ampo = (0.15049(16)s[16]501)*) + (0.000641(0)st (7)a[T]tot )™
= 0.151127(155)s(7)a[ 1550t (11.65)

Converting to dimensionful units, mgo is given by:

Mo = (462.1(5)st (5.3)a]5-4]tot ) ¥ + (1.9685)1)
= 464.1(5)5¢(5.4)a[5.4] ot (11.66)

Mass difference myg+ — mgo
The kaon mass difference in dimensionless units reads:

amp+ —ampo = 4.20(4) aAmy, — 4.20(4) aAmgq (11.67)
+0.3101(28) €%

As the kaon mass difference depends also on aAm,, and aAmyg, the charged kaon KT is not
necessarily heavier than the neutral kaon K% The coefficient of e? is, however, positive
as expected. Inserting the values for the expansion parameters in eq. (9.4), we find:

ampe+ — ampo = (—0.001282(0)g (15)a[15]0t) V)
= —0.001282(0);(15)a[15] ot (11.68)

Converting to dimensionful units, the kaon mass difference is given by:

M+ —mgo = (—3.9370)) MeV
= —3.9370 MeV. (11.69)
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11. Meson masses

Mass average 3(my+ + myo)

The kaon mass average in dimensionless units reads:

1
§(amK+ + amgo) = 0.15049(16) (11.70)
+2.102(19) aAmy, + 2.102(19) aAmg + 4.204(28) aAms
—5.2(6) AB + 0.3590(29) €.

Inserting the values for the expansion parameters in eq. (9.4]), we find:

1
5 (amucs + amga) = (0.15049(16 )5 [16]0t) )
= 0.15049(16)5;(0)a[16]0t- (11.71)

Converting to dimensionful units, the kaon mass average is given by:

%(mm + o) = (462.1(5)s(5.3)a[5.4]s01 )@ MeV
= 462.1(5)st(5-3)a[5-4)tot MeV (11.72)

11.4.3. 7% n, 1/

A reliable determination of the masses of the three flavour-neutral pseudo-scalar mesons
70, 1 and 7 is more difficult than for the electrically and flavour charged pseudo-scalar
mesons. In QCD+QED these three mesons cannot be strictly classified according to
isospin symmetry or even SU(3) flavour symmetry. As a consequence, there is no strict
correspondence between the operators Py, P3 and Pg and the above states. In fact, all
correlation functions included in the matrix

Ci . (29, 29) = (prap™ 11.73
zz,zl(xzaxl) <i2 i1> (11.73)

for i = 0,3,8 have overlap with the states mentioned, i.e. the masses of 7°, 1 and 1’
appear in the respective tower of exponentials. The reason why we were able to extract
mo reliably from (P3P3) is that 7¥ is the lightest state of the three and the overlap factor
with respect to P3 is large compared to other states, i.e. 7° is almost an isospin eigenstate
with I = 1 and Is = 0. Consequently, its contribution can be extracted safely at late
times. The situation is different for n and 7/, as they are not the lightest states. To
reliably extract the three lowest accessible states from the matrix of correlation functions,
we may perform a combined fit or use the generalised eigenvalue problem (GEVP) for
the extraction of masses [238], 239]. The latter method is a generalised construction of
an effective mass for matrices of correlation functions. It can also be combined with a
perturbative expansion as discussed in [240], which is required in this work.

We do not present the results of this analysis in detail, as we have only dealt with quark-
connected contributions. Our GEVP analysis leads to two degenerate mass states with a
mass of the 7V and a heavier state, which contradicts empirical findings. This is consistent
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11.5. Discussion and Outlook

with the discussion in [I67], which states that, considering only quark-connected contri-

butions, 7 and 7 have the same mass and 7’ possesses a mass of about \/QMIQ( — M2.

However, it is known from experiments that both the  and 1’ mesons are much heavier
than the 7°. This effect dominantly originates from zeroth-order quark-disconnected con-
tributions [105], 167, 241, 242]. For the 7° the latter contribution vanishes exactly in an
isosymmetric theory.

Nevertheless, the application of the GEVP combined with a perturbative expansion on
the flavour-neutral pseudo-scalar mesons was a good test case for future calculations. In
particular, an analysis based on a matrix of correlations functions will be relevant for the
determination of masses in the baryonic sector, which we will give an introduction to in

chapter

11.5. Discussion and Outlook

We give an overview of the results for pseudo-scalar masses, mass averages and differences
obtained on the ensembles N200, D450 and H102 in table For all determined meson
masses M+, Myo, M+ and Mmgo, we find that the first-order correction is smaller than
the error of the zeroth-order contribution, which is dominated by the scale uncertainty.
The first-order correction is, however, larger than the statistical error of the zeroth-order
contribution. Hence, in order to have a significant correction caused by isospin breaking
effects, one needs to reduce the dominant scale uncertainty. In conclusion, the systematic
error of neglecting isospin breaking corrections in meson masses is smaller than the error
introduced by the scale setting. For the pion mass splitting, which is not used as an input
parameter in the calculation, we find the correct behaviour, i.e. it increases for diminished
average pion masses. For the estimation of the photon all-to-all propagator, we also varied
the type of sources. We tested p-linked photon sources, where the Euclidean index pu is
diluted, but we did not find any gain in statistical precision keeping the computation time
fixed. This is compatible with the findings of [194].

In this thesis, we only consider quark-connected contributions. In fact, we have ex-
tended the calculation in a trial computation also considering zeroth-order isosymmet-
ric quark-disconnected contributions and first-order quark-disconnected QED-connected
contributions to the mesonic two-point correlation function, i.e. we have included the
zeroth-order diagram

Mé”>© QMf“’ (11.74)
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11. Meson masses

my+ — myo [MeV]
%(m[ﬁ + mpo) [MeV]

Myt [MeV] (281.8(9)st(3-3)a[3-4Jt0t) @ + (1.116(54) s (13)a[55]t0t) V)
= 283.0(9)st(3.3)a[3-4t0t

Mo [MeV] (281.8(9)st(3.3)a[3-4Jt0t)(? + (—1.116(54)st(13)a[55]0r) M
= 280.7(1.0)5t(3.2)a[3-4 10t

Myt — Mo [MeV] (2.232(107)5¢(26)a[109] 01 )V

(Mg +mgo) [MeV] | (281.8(9)st(3.3)a[3.4t0t)

mpc+ [MeV] (462.1(5)st (5.3)a[5.4)t0t) @) + (—1.9685)(1)
- 4601(5)St(53)a[54]t0t

mco [MeV] (462.1(5)4(5.3)a[5.4] 01 )@ + (1.9685)1)

= 464.1(5)5(5.4)a[5.4] ot
(—3.9370)()
(462.1(5)5t(5.3)a[5.4]t0t ) @

(a) N200 (@ = 0.064 fm, m, = 282MeV)

my+ — myo [MeV]
%(mK+ + mpo) [MeV]

M+ [MeV] (216.7(6)5(2.7)a[2-8t0t) @ + (1.657(39) s (21)a[43]t0r) V)
= 218.3(6)5t(2.7)a[2.8] 10t

Mo [MeV] (216.7(6)5t (2.7)a[2.8]t0t )@ + (—1.657(39)st(21)a[43] o)V
= 215.0(7)st(2.7)a[2.8] 0t

Myt — Mo [MeV] (3.31(8) st (4)a[9]50t) V)

L(mar +mgo) [MeV] | (216.7(6)st(2.7)a[2.8]t0t)

M+ [MeV] (475.55(24)5¢(5.92)a[5.91]10¢ )@ + (—1.9685)D)
= 473.58(24)5(5.89)a[5.91] 0

myo [MeV] (475.55(24)5¢(5.92) a[5.91]101) @ + (1.9685) (1)

= 477.52(24)5(5.94)a[5.91] 0t
(—3.9370)M)
(475.55(24)5t(5.92)a[5.91] 10t ) (@)

(b) D450 (a = 0.076 fm, m, = 216 MeV)

my+ — mgo [MeV]
%(mK+ + myo) [MeV]

Myt [MeV] (353.8(9)st (4-3)a[4.3]t0t )@ + (0.984(35)st(12)a[37]t0r) Y
= 354.8(9)st(4.3) a[4-4) 0t

Mo [MeV] (353.8(9)s¢(4.3)a[4.3]10t) @ + (—0.984(35)5t (12)a[37] 0t ) V)
= 352.8(9)st (4.2)a[4.3] 0t

My+ — Mo [MeV] (1.968(70)st(24)a[74] 01t ) M)

(Mg +mgo) [MeV] | (353.8(9)st(4.3)a[4.3]t0t)

M+ [MeV] (438.3(7)st(5-3)a[5-3]t0t) @) + (—1.9685)™)
= 436.3(7)st(5.2)a[5-3] 10t

myo [MeV] (438.3(7)st(5.3)a[5.3)t0t) @ + (1.9685)1)

= 440.3(7)st(5.3)a[5-3]tot
(—3.9370)()

(438'3(7)st(5~3)a[5-3]t0t)(0)

Table 11.8.: Masses, mass averages and mass differences of pseudo-scalar mesons.
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11.5. Discussion and Outlook

and the first-order electromagnetic diagrams

My 2

o VO (11.75)

Msm@w@w . (11.76)

The quark-disconnected correlation functions were computed using U (1)-stochastic quark
sources with support on the entire spacetime lattice. We performed simulations in this
setup for the ensembles H102 and H105 for the pseudo-scalar channel and discussed the
results in [243]. As a main result we found that the diagram in eq. contributes to
the pion mass splitting and leads to a decrease of the latter by about O(10%) on these
two ensembles. The diagrams in eq. contribute to the pion and kaon masses but
have no significant influence at our level of precision. The quark-disconnected diagram
in eq. (11.74]) only contributes to flavour neutral states. It vanishes in the isosymmetric
limit, such that it does not contribute to the ¥ state.

At this stage, we have not applied any finite volume corrections to account for the long
range of the electromagnetic interaction due to the absence of a mass gap. For periodic
temporal boundary conditions a QEDy, finite volume correction for both elementary and
composite spin-0 particles is known [41]:

my(r L)~ m? (1=t (14 %))) K = 2.837297(1). (11.77)
This correction formula should be applied to the determined masses to correct for leading
QED finite volume effects.

Not only the pseudo-scalar operator S, but also the temporal component of the axial
operator A, feature an overlap with pseudo-scalar states. It is therefore interesting to
investigate whether a combined GEVP analysis could result in a reduction of excited state
effects, such that the fit interval for the extraction of the pseudo-scalar ground state can
be further prolonged.

157






12. Baryon masses

As discussed in chapter[9] baryon masses can be used to set the scale in lattice simulations.
E.g., lattice spacing determinations have been performed using the Q baryon [244] 245].
Other candidates are the A and ¥ baryons, where mixing has to be considered [246] in a
similar way to describe to the system formed by 7%, 1 and 7 discussed in section
In this chapter, we briefly describe the application of the approach used in this thesis to
determine leading isospin breaking effects as introduced in chapter [6] to the calculation of
baryon masses and discuss a first setup for a first feasibility test. A calculation for the
prediction of the proton-neutron mass difference based on the twisted-mass fermion lattice
regularisation was performed for pure QCD [I91) 192], where a perturbative expansion
around QCDjg, was applied. This work was later extended in the thesis [247] also taking
leading electromagnetic effects into account. The determined mass splitting therein is
compatible with zero, which may be a result of a suboptimal computational setup.

12.1. Baryonic interpolation operators

From the discussion in section we deduce that the zero-momentum projected operator
1 1
B = ——=" S B[U, Al bgbyb, U2 UP2 UM (12.1)

VIA123] 7 6

diminishes the baryon number by one and the operator

= 1 1 _
B = ———= 3 - B[U, A]"*221 7, T,, Uy, (12.2)

VIA123] 56

increases the baryon number by one, i.e. this pair of operators is suitable for the construc-
tion of a two-point function used for single baryon spectroscopy.
12.2. Baryon two-point functions
In the following, we consider correlation functions of the form
0—.,.0
Cug(23,2Y) = (B2B™). (12.3)

In order to determine the perturbative expansion of the correlation function, we expand
the interpolation operators according to

1
0 =00 40 + ;0% 1 0() (:56)
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12. Baryon masses

For now, we do not further specify the actual shape of the operators, but assume that
they are independent of eA, i.e. B = (B)© and B = (B)(“), which is the case for point-like
interpolation operators.

12.2.1. Diagrammatic expansion

The generic expansion of the correlation function up to first order reads

=00+ Aq0l) + 0(AS). (6.85)
l

The zeroth-order contribution is calculated via eq. (6.87) and reads in terms of Feynman

diagrams
(0)
(Cpp)® = < B© BO > . (12.4)
eff

The first-order contribution is calculated according to eq. (6.88)). In terms of Feynman
diagrams, the first-order contribution due to a shift in the quark mass Am reads

1 (©) B
(Cip)am, = < B @BU (12.5)
4 B B9 (5 >
eff
(0) (0)
eff eff
A detuning in the strong inverse coupling AfS results in a first-order contribution
(0)
1 () B
(Cup)sh = < B B > (12.6)
eff
(0) (0)
_<B<0> B<0>> <> |
eff eff

Sy
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12.2. Baryon two-point functions

The first-order contribution due to a non-vanishing electromagnetic coupling e? reads

" B(o)@ %BW

(12.7)

(0)

-<®%+@+®M@)>

eff

Making use of interpolation operators with antisymmetric tensors reduces the number of
Feynman diagrams considerably. For general interpolation operators, there are in total 6
zeroth-order diagrams, 24 first-order diagrams for the detuning of quark masses, 6 first-
order diagrams for the detuning of the strong coupling and 90 first-order diagrams for
electromagnetic effects.

In this thesis, we only consider quark-connected contributions in our calculation. We
translate the corresponding Feynman diagrams into contracted tensor-structures of inter-
polation operators, quark and photon propagators and vertices. This is relevant to ensure
the correct application of minus signs and symmetry factors. For the zeroth-order diagram

we have
_ 1 _
B(O)@B(D) - BB(O)blbzbe.Sb:saaszazsblfnBw)asazal' (12.8)

The first-order contribution to the quark mass detuning reads

©) H0) 1
7 @B :§B(O)b1b2b35b3a35b2a2 (12.9)

: (Sbla4 VﬁQfa4b4 Sb4al>§(0)a3a2a1 .
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12. Baryon masses

Diagrams with first-order contributions due to the electromagnetic interaction read

= 1
BY = §EC201B(0)b1b2b35’b3a3 (Sb2a5VGQ’Ya5bsc1 Sb5az> (12‘10)

b b (0
: (S 1a4VGQ’Ya4b4c1S 4a1)B( )a3a2a1’

= 1
B([))@Bm) - 526201B(O)b1b2b35b3a35b232 <1211)

b1 _as bs _ ag ba
'(S aqufw bscls a4Vq0W b4C1S a1>

. E(O)a;;azal

= 1

B B _ 120201 B(O)b1b2b35b3a3sb2az (12.12)

b1  ag ba R(0)azazai
) (S a4quw b4CzC1S a1>B( ) .

The only contribution from the reweighting factor that we consider is

= Vg. (12.13)

12.3. Discussion and QOutlook

Although we do not present any results in this chapter, we have performed a first fea-
sibility test for the determination of baryon masses including leading isospin breaking
effects. We investigated a two-point function based on point-like, non-smeared inter-
polation operators for the proton B* = Z(1 + 7%)ecyepe, U203 ((¥P12)TCHPPrder) and
B® = ecyepe, (WP12CHP (Urde)Tygoues 11 + 40) [42] 48], evaluated by means of point
sources, which we discussed in section similar to the setup in [247], which we men-
tioned in the introduction of this chapter. The resulting two-point function was evaluated
by means of point sources. We performed simulations on the ensemble H102 (a = 0.086 fm,
my, = 354 MeV), considering only a limited number of gauge configurations. We were able
to observe the correct asymptotic behaviour of the zeroth- and first-order contribution to
the correlation function. For periodic temporal boundary conditions a QEDy, finite volume
correction for both elementary and composite spin—% particles is known [41] and should
be applied to future results:

my(T,L)  ~  m(1-gta( (14 2 )—i)) k= 2.837297(1). (12.14)

> T.L 5400 2mL mL) ~ (mL)?

It is desirable to extent this first test to a full calculation of octet and decuplet baryon
masses. Instead of point-like interpolation operators, smeared operators [249] should be
used, as they possess a larger overlap with the baryon ground state. This results in an
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12.3. Discussion and Outlook

earlier onset of the asymptotic behaviour of the correlation function, which is particu-
larly relevant for baryon two-point functions due to the signal-to-noise problem present at
larger time distances [42]. The fitting range can be chosen with a longer extension, such
that local fluctuations in the time direction are smoothed out in the fitting procedure. A
promising setup used in nucleon form factor and nucleon charge calculations [250, 251]
is a combination of Wuppertal smearing for the quark fields [252] and APE smearing for
the gauge links [253]. This smearing formulation is completely gauge covariant and can in
principle be also applied to QCD+QED simulations in terms of the combined gauge links
in eq. (6.8)). However, the expansion of the smeared interpolation operators in terms of e A
is non-trivial due to its iterative nature.llt is not clear whether a simple and computation-
ally efficient iterative expression for OS) and (9'(3;) can be derived. Another possibility is
to use a smearing setup that is QCD-covariant but QED-non-covariant, i.e. one uses only
the QCD gauge links in the smearing procedure. As the gauge of the photon field is fixed,
expectation values of QED-non-covariant combinations of operators do not necessarily
vanish. A clear disadvantage of the latter strategy is that correlation functions are gauge
dependent even for electromagnetically neutral interpolation operators, such that one can-
not use a change in the gauge fixing condition as a cross check of the correctness of the
computational implementation. Making use of fully covariant interpolation operators, a

1
different approach is to calculate the contributions (’)23) and (’)S) via a numerical differen-
tiation in e. The modified computational setup based on smeared interpolation operators
is also beneficial for the determination of meson masses, where a point-like shape of the
interpolation operators is not required. This is different in the context of the hadronic
vacuum polarisation function, which we will discuss in chapter

A considerable increase in computational efficiency can be obtained applying all-mode-
averging [254H256], where the Dirac equation is solved with a reduced number of iterations
for a large number of quark sources. A potential bias caused by this reduced numerical
precision can be estimated by calculating the difference of the correlation function evalu-
ated with reduced and full precision for a small number of quark sources. This strategy is
particularly fruitful for correlation functions for which a signal-to-noise problem is present.
In addition, it is desirable to apply a set of interpolation operators that is constructed in
more rigorous manner under aspects of spacetime and flavour symmetries. Candidates
are the Clebsch-Gordan based construction in [257] and a group theoretical construction
in [258].
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13. Vector current renormalisation

In quantum field theories bare operators have to be renormalised in order to become
physically meaningful quantities. The renormalisation pattern of an operator does not
necessarily have to be purely multiplicative, but can also exhibit mixing with other oper-
ators. It is commonly assumed that two operators can only mix renormalisation if they
show the same behaviour under symmetry transformations, i.e the renormalised theory
possesses the same symmetries as the bare theory [58]. In addition, in a theory with di-
mensionful couplings such as masses, an operator will only mix with operators of the same
or smaller mass dimension [58]. In theories in which all couplings are dimensionless the
mixing is further restricted to operators of equal mass dimension [58].

In textbooks, it is commonly argued that conserved currents are protected from non-
trivial renormalisation by Ward-Takahashi identities, such that they do not mix under
renormalisation with other operators and the renormalisation factor is one [51], 56, O8].
In fact, for the electromagnetic current operator in the presence of the photon field, it is
shown in [259] that the latter mixes with the four-divergence of the photon field-strength
tensor under renormalisation. In the most recent publications of the lattice QCD+QED
community this mixing is neither mentioned nor discussed [194, 200, 245]. We also assume
a simplified renormalisation structure not taking the mixing with the four-divergence of
the photon field-strength tensor into account.

In this chapter, we describe a method to determine the mixing pattern and the relevant
renormalisation factors for point-like flavour neutral vector currents, which are the most
straightforward discretisation of continuum flavour neutral currents. In section we
have derived another discretisation of the flavour neutral vector currents, namely the con-
served vector currents, which satisfy a Ward-Takahashi identity and renormalise trivially
under the assumption described in the previous section. The renormalisation procedure
is based on the comparison of correlation functions and matrix elements under the re-
placement of local and conserved vector currents [98], 260]. A related effort was performed
in [194] for domain wall fermions. However, a different basis for the flavour neutral currents
was chosen and operator mixing was not considered.

13.1. Lattice discretisations of the electromagnetic and flavour
diagonal vector currents

The construction of lattice discretisations of continuum operators is ambiguous, as one
only has to reobtain the correct operator in the continuum limit. There are two commonly
used discretisations of the electromagnetic vector current. The most simple and straight
forward discretisation is the local vector current V;', which only depends on the fields at
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13. Vector current renormalisation

the same site,

VI = 0rQyH 0T, (13.1)
with the matrix of fractional quark charges @ = diag(%, —%, —%) Despite its simple
structure, which allows for a more efficient computation of correlation functions, one ma-
jor disadvantage of this particular discretisation is its nontrivial renormalisation. As we
will see later, this operator mixes under renormalisation with other flavour neutral local
vector currents. In order not having to determine non-trivial renormalisation factors, it is
favourable to make use of the conserved forward point-split vector current V' = V{ from
eq. (6.45) as a lattice discretisation of the continuum electromagnetic vector current. It is
given by

1 _ X
VI = L QU 4 1)U 4 Qo — 1)), (132)

where we make use of the combined QCD+QED gauge links
Wt = U*H exp(iae@QA™). (6.8)

As we will see later in the context of renormalisation, it is convenient to decompose the
electromagnetic current into a linear combination of flavour diagonal vector currents [261]

1
VY =V3 4 VB 13.3
73 (13.3)

where we make use of the local vector currents Vf
IZEEER T O (13.4)

and the conserved vector currents V! from eq. (6.45)

R R : . "
Vit = B (\I/$+““(WI“)TA’(7“ + 1)T* + WPAH (y# — D)W=, (13.5)
The flavour diagonal matrices A = %]l and A! = %)\i for i = 3,8 read
1 1
0 Ve (1) ’ 3 % O1 X 8 23 (1) X
A=1]0 = (1) , M={0 -3 0], A°=[0 55z 01 - (13.6)
0 0 7 0O 0 O 0 0 ~7

For flavour non-diagonal matrices A, the definition of the vector current eq. is not
unique, as the gauge links W#* and a general A do not commute in a theory which is not
fully flavour symmetric. In fact, the current defined above is conserved if and only if W**
and A commute.
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13.2. The bare vector-vector correlation function

13.2. The bare vector-vector correlation function

In the following section, we discuss the evaluation of the bare vector-vector correlation
function on the lattice, taking leading isospin breaking effects into account. We consider
the correlation function of two zero-momentum projected vector currents

. 1 .
AT, VS (13.7)
VIA123] Z
averaged over the spatial components reading
3

1 0,,i 0,, o

CV.?{‘;VP (9, 29) = 3 SRV dy=1c dg,i1 =0,3,8. (13.8)
pn=1

One vector current operator is fixed to the local discretisation. For the second operator,
both the local and the conserved discretisation are used. We allow for combinations of
flavour diagonal vector currents V°, V3 and V8. We will see latter that two currents are
only prone to mixing if the corresponding overlap does not vanish. Rotations by multiples
of m/2 along a spatial axis are symmetries of the action. Thus, we average over the spatial
components of the vector currents for noise reduction.

13.2.1. Diagrammatic expansion of the bare vector-vector correlation
function

We will now discuss how to derive the diagrammatic expansion of the correlation function
eq. (13.8) according to

=00+ 3 Aq0l) + 0(AS?). (6-85)
l

As the vector current operators may be functions of the combined QCD+QED gauge links
and consequently of e depending on the particular lattice discretisation, we have to expand
the latter in order to derive the diagrammatic expansion. We find

L 1
V=101 SV V(). (13.9)
The expansion of the gauge links given in eq. and their adjoints is
W = U™ (1 + iaeQA™ — %a%@?(mﬂ)?) +0(e?), (13.10)
(W) = (U™ (1 — iaeQA™ — %a2e2Q2(AW)2) +0(e?), (13.11)

where the photon field A and the charge matrices ( are real. As the local vector current
does not depend on these gauge links, the expansion is trivial:

. (1 — Ly2Oui
e T 1519
VD) = T iy WP A% A% =, (13.14)
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13. Vector current renormalisation

0,7 .
We represent the vertex Vl(o)x # associated with the operator vy o Z)(0) by the diagram
0 . a
viOreR = e (13.15)

For the conserved vector current we, however, obtain the non-trivial expansion

(Vfom) 0) — Eav((:o)azomab \I/b
1

1 Trtaj T i T
+ UPA (A — DU TR,
(V:D MZ)( ) \I] V((; ):E Mig \I’bAC

\/ !A123 Z

— Gt TQA (4 4 1)U (13.17)

+TTAIQ(y — 1)U AT,
(V(}TO"“)S) — @avgl)xopia \I/bAC2Acl
1 | 2

VAl Z 2¢

(Worar (U )T Q2 AL (4 + 1) T” (13.18)

+ @:}:AiQ2(,Yu _ ]l)U:qu‘I,eraﬂ) (Aac,u)2'

(O)xoui (3)2°pi

We also introduce diagrammatic representations for the vertices V; A and
o , (1
VAT which are related to the operators (V?O‘”)(O), ( 50’“)23) and (V¢ ‘”)S).
y(0aluia W—f*’ (13.19)
()i 3
V2 a = b b, (13.20)
1 0 ) . 2 1
V£ )z iR e = i b . (13.21)

0, (L1 0,,:
The operators (Ve * Z)(S) and (Ve * Z)(é) lead to additional Feynman diagrams in the di-
e (&
agrammatic expansion of a mesonic two-point function, which we have not considered

so far. In detail, the first-order electromagnetic contribution (Cp4, MI)S) in eq. (11.22)
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13.3. Computation of quark-connected Feynman diagrams

receives additional contributions from the diagrams

+ + MY M
M2 e

I Mﬁ”@m@m”) 4 Méé)@ QM{‘”
(1) 7(0)
T oW o T @ @Mi :
My? M

As in section|[11.2.2] we translate the additional quark-connected diagrams into contracted
tensor-structures of the interpolation operators, quark and photon propagators and ver-
tices. They read

1 1
M&)@Mf‘” = -y (S My e, (13.23)

b a b (0)a
-5 332‘/%1017 2b2¢15 2611]\41 1b1)’

3 0 b b (3)
e = _Zczcl <S laav%lcﬂasbsczs 332]\422 a2102 (13'24>

. Sb2a1M1(0)alb1>a

1
Mé”{@ﬂf“) = -5z (57" aa M§ 22150, 8P20, M (V20,, ). (13.25)

13.3. Computation of quark-connected Feynman diagrams

For the computation of quark-connected contributions to the vector-vector two-point func-
tion, we use the same setup as for mesonic two-point functions described in section
In fact, the same quark and photon sources, as well as quark propagators in eq. and
sequential quark propagators in eqs. (7.26)), (7.29), (7.34) and (7.37)) are used, such that
no additional solutions of the Dirac equation have to be computed. Only the contraction
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13. Vector current renormalisation

stencils have to be adapted, which we discuss in the following. It is, however, important to
point out that we cannot place a conserved vector current at the mesonic source, i.e. for
the operator M;. To include a point-split interpolation operator at the mesonic source,
the computational setup has to be changed considerably.

13.3.1. Local vector current

For the quark-connected diagrams, required for the evaluation of the correlation function
of two local vector currents, we utilise the contraction stencil derived for mesonic two-

MO = O

point functions with point-like operators defined in eq. (11.40)) setting,

(0) _ 1,(0)(2%ui)2 . .
and My~ =1V, . The quark-connected diagrams are then evaluated according to
egs. (11.41)) to (11.48]).

13.3.2. Conserved vector current

For the quark-connected diagrams, required for the evaluation of the correlation function of
one conserved and one local vector current, we define three additional contraction stencils.
The first stencil describes quark-connected diagrams originating from correlation functions
of the operators (V)© and (1)@:

0,5 0,5
H(I pi)2(z pi)1 \1]2’ \111
VC(O)VI(O) [ ]

1 1 A | .
= > (* tr (75 (W 3 T 2) TP (UHH2)TA™ (312 4 1) W 73 Nw#l) (13.26)
|A123| 2 ] z¥

Zo€A123 ) " .
5t (7 (22) TP (942 — U W T A ) ).

0
Ty

The overall minus sign reflects the closed fermion loop as in eqgs. (11.23)) to (11.30)). This
stencil is utilised to evaluate a large number of diagrams, both of zeroth and first-order:

(0)

vf°><>%0 = (Hy0,0 0O WO (13.27)
(0)

R Y P
(0)

VC“QVI“ = (Hyoy0 [0, I, ¥Oh)) (13.20)
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13.3. Computation of quark-connected Feynman diagrams

(0) 0
W = (Hyoy o 000 v sl (13.30)

v (0) (0)
" = ((Hyoyole [n],\I/Vamﬁvam@[n,t],ﬂ]%%, (13.31)

V@V = (Hyoyo W, <l vOu) (13.32)

v 0) (0)
U= (oo ) sy sl 2 OB ) (1339

[ (0) (0)
- <<ch<o>vl<o> vy sl 1w \/i[n,J]]>n>J. (13.34)

The second stencil is used to compute diagrams with one photon line attached to the
conserved vector current:

0,7 0,7
HEPC 0y w1y,
viPy,

1
_ 3 13.35
|A123| N ( )

T2€A123

( _ %atr (75 (\I,Zz§+aﬂ2)T 75(Uccu2)JrQAi2 (,ym + ]l) \Illié A“y“l)AI'“?

+ %atr (77 (a2)f PN Q(y#2 — 1)U Wy T3 HeRz pirn ) i),
1 1

In particular, it is used to evaluate the two diagrams

()
W= ((H WO 0 ﬁ[n,J],A[J]]>n>J, (13.36)
c 1

v Vo _ (0) (0)
@1 —<<HVC<;>VI(O)[W ysln 7L WOl LAY ) (1337)

Vﬁq“f
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13. Vector current renormalisation

The third stencil describes the class of quark-connected diagrams with a photon loop
attached to the conserved vector current:

(20 pi)2 (2 i)y N
o sy P2 Yl

1 1
T2 |Aps] ﬂz

To€EA123

1 " . ,
(= a7t (77 (Wl P (U2) QAT (792 4 1) Wy AP ) v

1 A S
— s tr (7 (223) AP ARQA (2 — 1)U Wy e ity Y iz ),
(13.38)

The factor —% appears due to the closed fermion loop and the symmetry factor associated
to the photon loop attached to the same vertex as in eq. ({13.25)). There is only one diagram
for which this stencil is used:

&) (0)
VC] @Vl = <H(VC)212)E(V1)(O) [\I/(O) [77]7 ‘ll(O) [77]]>77 (1339)

13.4. Renormalisation of the local electromagnetic current

In order to calculate the HVP using local electromagnetic current operators, we have
to determine the renormalisation pattern of Vl7 . In QCD+QED, local flavour-neutral
vector currents are not protected from mixing under renormalisation. Treating isospin-
breaking effects perturbatively, it is reasonable to consider an operator basis with definite
transformation behaviour under isospin rotations. It is convenient to consider the operator
basis introduced in eq. . Vlo and VIS are isosinglet vector currents, whereas V13
belongs to the isotriplet vector currents. For a given pu, the flavour-neutral vector currents
Vli“ with ¢ = 0,3,8 are prone to mixing under renormalisation, such that we have to
introduce a matrix of renormalisation factors with entries ZVI'2R Vit and 43,77 = 0,3,8 to
ensure the correct multiplicative renormalisation. In vector-matrix notation, the bare and
renormalised vector currents are related by

Vi = Zygy V. (13.40)

The latter choice for the operator basis is convenient, because it leads to vanishing entries
in the zeroth-order mixing matrix. Due to lattice symmetries, the renormalisation factors
of the spatial components of the vector current are identical. This is not necessarily
the case for the temporal component, as the temporal extent of the lattice differs from
the spatial one. Equality should, however, be found in the large volume limit. In the
following discussion, we only consider the spatial components, as only those are required
for the computation of the hadronic vacuum polarisation (HVP) function via the time-
momentum representation [33]. In the case of open boundary conditions, the translational
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13.4. Renormalisation of the local electromagnetic current

invariance in the temporal direction is broken. Considering vector currents located far
away from the boundaries, we expect the renormalisation factors to have negligible time
dependency. As the conserved vector current V. is assumed to renormalise trivially, the
corresponing renormalisation matrix is unity:

Zy, . = 1. (13.41)

Combining egs. ((13.3)) and (13.40|), we can relate the renormalised electromagnetic current

to the bare flavour diagonal vector currents, defined in eqs. (13.4) and ((13.5)):

1 1 4
VE=VE+—=Vi= D (Zyavi + —=Zysyi )V (13.42)
\/§ 1=0,3,8 ( " \/§ " >

Making use of eq. (13.41)), we check consistency, if the renormalised conserved electromag-
netic current is in fact identical to the bare conserved electromagnetic current:

1 1 )
T3 8 _ _ i
ViR =Vik+ gVin = i§0 ) (Zv2 s + \/gZViRVg)Vc
1
=V2+ =VE=V]. (13.43)
\/g C C
13.4.1. Renormalisation condition

In order to fix the renormalisation factors in eq. , we have to introduce a renor-
malisation condition. This renormalisation condition is by no means unique. We demand
that the matrix element (0|Vg|V) of the renormalised operators is the same for both
discretisations [98], 260)],

(OVer|V) = (0PAR[V), (13.44)

where |V') denotes the lowest accessible excitation of the vacuum created by the operators

0 0
V. and V. This matrix element can be extracted from the correlation function (Vg2Vg!)
for large time distances 2 < 9, i.e. the renormalisation condition becomes

0
2

29 |,z x z9
VerVir) — VpWir) = 0. (13.45)

The renormalised correlation functions are related with their bare counterparts via the
renormalisation factors matrices defined in eq. ([13.40)). Therefore, we find

0 0 0 0
ZVC,RVC <V52V13C1>ZV1,RV1T - ZVl,RV1 <V13€2V1$1>ZV1,RV1T — 0. (13'46)
Multiplying by the inverse of Zvl,vaT from the right, we obtain the asymptotic condition

0
1

29,z 20 20
<VC2 1 > - ZVI,RV1 <V1 2V1 1> — 0. (13.47)
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Figure 13.1.: Parameters of the fits to the effective renormalisation factor (Zeff,VIORV]O)(O)
on N200. The selected fits are marked in grey. ’

After averaging eq. (13.47]) over the spatial components of the vector currents, we can
express the latter in terms of the correlation functions defined in eq. (13.8)), reading

CCl(t27 tl) - ZVLRV]CH(t27 tl) — 0. (1348)

In order to extract the renormalisation constants from the correlation functions C} and

Ce, first we define, similar to the effective mass in section a matrix of effective
time-dependent renormalisation factors

-1
Zeff,VLRVl (t2a tl) = Cd(tQ, tl) (Cll(tQ) tl)) — ZVLR,Vl' (1349)

As we treat isospin breaking effects perturbatively, we have to expand this definition order
by order, finding for the zeroth-order contribution

(Zer ) O (b2, 11) = (Carta, 1)) ((Cutz, 1)) ™ = (Zyy o). (13.50)

and for the first-order contribution

(Zott vy (b2, 01))S = (Caalta, t1))”

— (Calta, 1) ((Culta, 1)) @)~ (Cultz, 1)) (Cultz, 1)) !

= (Zu ). (13.51)

Second, we fit the effective renormalisation factor to a constant. The fit intervals are

chosen so that x2.,/dof is closest to 1 and the fit parameters (ZVLRVI)(O) and (ZVI,RVI)(D

are stable under the variation of both fit interval boundaries. This minimises existed state
and boundary effects.

In the following, we discuss the results in more detail on the basis of computations on
the ensemble N200. Figures to and figs. to show the fit to the zeroth-
and first-order contributions, respectively. The zeroth-order contribution to the matrix of
renormalisation factors reads

0.6681(4) 0.0 0.00311(23)
(Zyo1) ) = 0.0 0.6703(5) 0.0 . (13.52)
0.00311(23) 0.0  0.66598(22)
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13.5. Discussion and Outlook

The vanishing entries are consistent with the fact that vector currents with different isospin
quantum numbers do not mix in the isosymmetric theory, as already anticipated in sec-
tion Only the isosinglet vector currents VIO and Vls have non-vanishing mixing factors.
This is still the case when quark-disconnected contributions are considered in addition.
The various first-order contributions to the renormalisation matrix read

—0.15(7) —0.18(8)  —0.11(5)

(Zvan) o, = | —0.18(8) —0.22(10)  —0.13(6) |, (13.53)
—0.11(5) —0.13(6) —0.075(34)
—0.15(7)  0.18(8)  —0.11(5)

(Zvion) e, = | 0.18(8)  —0.22(10)  0.13(6) |, (13.54)

—0.11(5)  0.13(6)  —0.075(34)
—0.1895(11) 0.0  0.2679(15)

0.0 0.0 0.0 : (13.55)
0.2679(15) 0.0 —0.3789(21)

1.81(21) 0.0  0.12(5)

(Zvo)ss=[ 00 18017 00 |, (13.56)
0.12(5) 0.0  1.74(26)

—0.041(8) —0.024(6) —0.012(6)

(Zn)2) = | —0.024(6) —0.049(12) —0.017(4) | . (13.57)
—0.012(6) —0.017(4) —0.033(4)

1
(ZVI,RVI)(AELmS

Vanishing components in (ZVLRVI)(AILLS may receive contributions from quark-disconnected
diagrams, which have not been considered. Inserting the values for the expansion param-

eters in eq. (9.4), we find:

0.6681(4) 0.0  0.00311(23)
Dy = 0.0 0.6703(5) 0.0
0.00311(23) 0.0  0.66598(22)

—0.0016593(16) —0.000919(34) —0.0005236(14)\
+ [ —0.000919(34) —0.0020295(6) —0.000650(24)
—0.0005236(14) —0.000650(24) —0.0012894(27)

0.6664(4)  —0.000919(34)  0.00258(23)
—0.000919(34)  0.6683(5)  —0.000650(24) | . (13.58)
0.00258(23)  —0.000650(24)  0.66469(22)

(0)

13.5. Discussion and Outlook

In this chapter, we have computed renormalisation factors for flavour-neutral local vector
currents including operator mixing. We give an overview of the results for the ensembles
N200, D450 and H102 in table We find that the first-order corrections are larger
than the error of the zeroth-order contribution, such that isospin breaking effects cannot
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(0)

0.6681(4) 0.0  0.00311(23)
T 0.0 0.6703(5) 0.0
0.00311(23) 0.0 0.66598(22)
—0.0016593(16) —0.000919(34) —0.0005236(14)\
+ | —0.000919(34) —0.0020295(6) —0.000650(24)
—0.0005236(14) —0.000650(24) —0.0012894(27)
0.6664(4)  —0.000919(34)  0.00258(23)
— [ —0.000919(34)  0.6683(5)  —0.000650(24)
0.00258(23)  —0.000650(24)  0.66469(22)
(a) N200 (@ = 0.064 fm, m, = 282MeV)
0.642505(13) 0.0 0.005615(23)\
Zinh 0.0 0.646530(14) 0.0
0.005615(23) 0.0 0.63922(6)
—0.001542(19)  —0.000871(20) —0.000511(12)\
+ [ —0.000871(20) —0.0019977(23) —0.000592(27)
~0.000511(12)  —0.000592(27)  —0.001243(5)
0.640963(31)  —0.000871(20)  0.005103(11)
— | —0.000871(20)  0.644533(12) —0.000592(27)
0.005103(11)  —0.000592(27)  0.63798(5)
(b) D450 (@ = 0.076 fm, m, = 216 MeV)
0.61737(35) 0.0 0.001623(6)\
T 0.0 0.61856(28) 0.0
0.001623(6) 0.0 0.61585(35)
—0.001533(5)  —0.0008691(34) —0.000527(10) \
+ [ —0.0008601(34)  —0.001910(5)  —0.0006145(24)
—0.000527(10)  —0.0006145(24) —0.001167(20)
0.61583(35)  —0.0008691(34)  0.001097(16)
— | —0.0008691(34)  0.61665(27)  —0.0006145(24)
0.001097(16)  —0.0006145(24)  0.61468(33)

(c) H102 (a = 0.086 fm, m, = 354 MeV)

Table 13.1.: Renormalisation factors for flavour-neutral local vector currents.
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13.5. Discussion and Outlook

be neglected. Comparing the diagonal entries of the matrix of renormalisation factors with
respect to the lattice spacing, we find that the smaller the lattice spacing the larger the
renormalisation factors. This is consistent with the fact that the renormalisation factors
should approach 1 in the continuum limit [229].

The main advantage of the chosen renormalisation condition is that no additional cor-
relation functions had to be computed. The vector-vector correlation function is both
used for the determination of the renormalisation factors, as well as for the the hadronic
vacuum polarisation. The major disadvantage of this condition is the fact, that it relies
on a correlation function which suffers from a signal-to-noise problem at long time dis-
tances, where the renormalisation factors are extracted. This problem becomes manifest
in some of the first-order contributions to the effective renormalisation factor, where it is
not completely clear whether the asymptotic plateau has already been reached due to the
loss of the signal.

We have tried to extent the analysis of the vector-vector correlation function not only
considering quark-connected contributions, but also zeroth-order isosymmetric quark-
disconnected and first-order quark-disconnected QED-connected contributions. We have
described this effort in section and [262]. For the vector-vector correlation function,
we applied an additional noise reduction technique based on hierarchical probing [263].
In contrast to the pseudo-scalar channel, we were not able to extract a signal at the con-
sidered level of stochastic precision. The vector channel is much noisier compared to the
pseudoscalar channel, such that more stochastic quark sources and Hadamard vectors [263]
have to be used. Compared to pure QCDjs,, QCD+QED calculations based on our com-
putational setup become very expensive due to the additional solves of the Dirac equation,
which are required for the computation of sequential propagators. Therefore, we omit the
results for this particular calculation. To reduce the computational costs to an acceptable
level, we suggest to apply frequency-splitting estimators for the quark-disconnected dia-
grams [264, 265]. In [262], we gave an outlook on how to apply this concept to calculations
including leading isospin breaking effects.

As already mentioned in the beginning of section the choice of renormalisation
conditions is not unique. A condition that avoids the signal-to-noise ratio problem of the
vector-vector correlator would let us determine the renormalisation factors more reliably,
and thus would be preferable. In pure lattice QCD, the fact that the conserved vector cur-
rent fulfils the vector Ward identity [202] can be used to define a renormalisation condition
for the point-like vector current. This method is based on the evaluation of a three-point
correlation function with two pseudo-scalar operators and one vector operator, as well
as a two-point correlation function of two pseudo-scalar operators. As the calculation is
performed in the pseudo-scalar channel, the signal-to-noise problem for large time sepa-
rations is absent. This method was used in the Ny = 2 CLS determination of the HVP
contribution to the anomalous magnetic moment of the muon [266, 267], as well as in the
corresponding Ny = 2 + 1 calculations [I87, 261} 268], where on-shell O(a)-improvement
was deployed [229]. As the flavour diagonal conserved vector current in QCD+QED de-
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13. Vector current renormalisation

fined in egs. (13.2)) and (13.5) also fulfils a vector Ward identity

<ZS:(5>%V%)"” o)) = <iw

et

670>, (6.40)
p=0 B

we propose to apply the method described above for the determination of the renor-
malisation factors excluding O(a)-improvement. Full O(a)-improvement of QCD+QED
is non-trivial due to the large number of additional improvement coefficients. Also, it is
questionable whether the Symanzik improvement programme can be applied to QEDy, [44]
as already mentioned in section The perturbative expansion of correlation functions
with three mesonic operators, which are required for the Ward identity method, leads to an
even larger number of diagrams with a more complex structure in comparison to two-point
functions, such that the evaluation becomes also expensive with respect to computing re-
sources. Nevertheless, such a determination would result in the precise knowledge of

(ZVI,RVI)(O) to O(a?) and (ZV1,RV1)1(1) to O(a), i.e. the overall determination is O(a?, aA¢).
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14. The hadronic vacuum polarisation
function

The vacuum polarisation function, built from two electromagnetic currents, quantifies
the polarisability of the vacuum by the passage of a photon, i.e. the magnitude of the
creation and annihiliation of pairs of virtual particles and anti-particles depending on the
photon’s momentum. In particular, we are interested in the case in which these virtual
particles are quarks. This hadronic contribution to the vacuum polarisation function is
a crucial ingredient in various high-precision determinations of physical observables [269]
270], such as the anomalous magentic moment of the muon [31H33] and the running of the
electromagnetic coupling [271}, 272]. For large momenta, the hadronic vacuum polarisation
(HVP) function can be calculated by perturbation theory, making use of the asymptotic
freedom of QCD. For low energies, it can be determined from experimental measurements
of cross-sections via a dispersion relation [270]. We aim at a first-principle computation by
means of lattice QCD including leading isospin breaking effects, based on the vector-vector
correlation functions introduced in chapter

14.1. The hadronic vacuum polarisation function

The hadronic vacuum polarisation tensor in Euclidean continuum spacetime in QCD+QED
is defined as the QCD-connected expectation value

Myruz e (p) = /d4m exp(ipux'uxv’mmv’yom>QCD—COH (14.1)

of two electromagnetic currents
VI = Yr Q7. (14.2)

The restriction to the QCD-connected part of the expectation value has the following
reason: The hadronic vacuum polarisation tensor is a building block for the construction
of the dressed photon propagator in a perturbative expansion with respect to QED. QCD-
disconnected QED-connected diagrams contribute to dressed photon propagators with
multiple insertions of the HVP tensor. Due to the QCD+QED vector Ward identity,
we have pH2Ilyvuzyyer (p) = 0, i.e. Ilpvuayu (p) is proportional to the projector jH2#1 —
pt2ptt /p?. Consequently, the vacuum polarisation tensor can be written as a product of
the Euclidean structure and the dimensionless vacuum polarisation function ITyy~ (p?):

HV’W2V’W1 (p) = (p25“2‘u1 — p‘“lpm)ﬂvaw (pQ). (14.3)
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14. The hadronic vacuum polarisation function

Iy is logarithmically divergent and has to be renormalised [33]. We define the sub-
tracted vacuum polarisation function Iy~

vy (92) = Ty (p%) — Tyayn (0), (14.4)

which satisfies the on-shell renormalisation condition Ty~ (0) = 0, i.e. the polarisation
contribution of the vacuum to the dressed photon propagator vanishes in the infrared
limit.

14.2. Time-momentum representation of the hadronic vacuum
polarisation function in the continuum

In principle, eq. can be evaluated on a spacetime lattice replacing the continuum
Fourier transform by its discrete counterpart. In order to calculate the subtracted vac-
wum polarisation function Iy, vy (0) has to be determined in the regulated theory.
T4 (0) cannot directly be extracted from ITyvusyvur (p) as the factor (p?dHzit — pHiph2),
which relates the two quantities, vanishes at p = 0. Ty (0) can only be obtained by an
extrapolation from small momenta. In this approach one faces two issues: The statistical
accuracy deteriorates for smaller p?. In addition, on a spacetime lattice only a finite set
of momenta is accessible. A possibility to overcome the latter problem is the introduction
of twisted boundary conditions [273H275].

In this thesis, we follow a different approach. It is possible to represent the sub-
tracted hadronic vacuum polarisation function in continuum and Euclidean infinite-volume
QCD+QED in the time-momentum representation [270], reading

My (p?) 61240 = /0 da” K (p?,2") / da® (VYO gep_con  (145)

with the integration kernel
1
K(p2,1) = - (p2t2 — 4sin? (%)) (14.6)

Relying on this representation, one avoids the requirement to determine f[mm (0), as
f[mm is computed directly. Although the computation of the subtracted hadronic vacuum
polarisation function is conceptually simple in this approach, one faces the problem that
the vector-vector correlation function suffers from a signal to noise problem at large time
distances, i.e. the IR problem, which is also present for small momenta in the computation
based on the Fourier transform, persists.
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14.3. The renormalised hadronic vacuum polarisation function in
lattice QCD+QED

In order to define the renormalised hadronic vacuum polarisation function, we have to
express vavg in terms of the bare correlation functions Cviz Vit reading
dy 1

3
1
wa 29, 20) Z W“‘ "’”1’“1> dy =1,¢ ig,i1 =0,3,8. ([13.8)

uzl

The correlation function Cyy o of two renormalised electromagnetic currents is ob-
2 RVLR
tained from eq. (13.8) applying the renormalisation factors from eq. ((13.42):

CVJQ,RVHR - Z (ZV3

Z2 +—= VS Z2) <Z
doy, rY \f dg,R d2
12,21

V13R 7,1 + \/— V8 zl)cvzévlzl (147)

As we can only access the correlation function CV%V% (29,29) on a discrete set of time
separations, we replace the integration in eq. by a discrete summation. In principle,
it is also possible to approximate the integration by a higher-order quadrature [266], such
as the trapezoidal rule or the analytic integration of a spline interpolation, but there
is no relevant advantage over performing a simple summation. In chapter we have
observed that the vector-vector correlation function shows a noise problem at large time
distances. For the determination of the hadronic polarisation function we, however, have
to integrate over the entire time range. The naive integral possesses a growing uncertainty,
such that no information can be extracted. A possibility to circumvent this problem is
the reconstruction of the correlation function at large time distances. As discussed in
chapter all Euclidean two-point correlation functions can be decomposed into linear
combinations of exponential functions, whose decay rates are characterised by the masses of
the corresponding states. At large time distances, only the states with the smallest masses
contribute, such that the behaviour of the correlation function can be entirely described in
terms of these states. In this thesis, we reconstruct the vector-vector correlation function
only considering the ground state contribution, i.e. the correlation function is replaced in
the integration by its zeroth-order reconstruction

(Convi rec(tz: 1)) = ¢ exp(=m @ (t2 — 1)) (14.8)
and its first-order reconstruction
(Cyavarec(t2, 1)) = (cf) = cOmfV (ty — 1)) exp(—m O (t — 1)), (14.9)

We denote the time at which we switch from the measured correlation function to its
reconstruction as l'(s)wi. In addition, as the lattice is finite in the temporal direction, we

have to truncate the infinite summation, before boundary effects set in. We call the
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14. The hadronic vacuum polarisation function

time separation, at which we truncate the summation, 22 ,. Eventually, we compute the
zeroth-order contribution of the hadronic vacuum polarisation function according to

0
swi

(M ) = > K(@?,2%)(Cyyyy (2°,0))) (14.10)
z9=0
- Z K(p27 xO) (Cvgvg,rec(xoa 0))(0)

20=20 +1

swi

For the expansion parameters | = Amy, Amg, Amg, AS the first-order contribution reads

0
swi

] 1
(Mg )1 = 3 K0 2°)(Cyry (°,0))7 (14.11)
20=0
cut )
+ Y KR ) (Cyygreca® 0.

20=20 .41

swi

In contrast, we have to additionally substract the QCD-disconnected part [276] for the
expansion parameters [ = e

0

swi

(Mygn NS = > K2 2%)(Cyayn (2°,0))7 (14.12)
z0=0
Cut
1
+ Z K(p27 xO) (CVng,rec ($07 O))éQ)
20=20 +1

(g ?)©@)

As stated in chapter we only consider quark-connected contributions to the vector-
vector correlation function. Hence, we do not have to manually subtract the QCD-
disconnected part for the moment, as it is absent in our current analysis.

14.3.1. [y from Cyy v

The subtracted hadronic vacuum polarisation function ﬂv”v” can be extracted from the
correlation function Cngng, where both the local and conserved vector current have been
used. Hence, the renormalisation factors for the local vector current contribute only once
in eq. - As discussed in the previous section, we first determine the mass and the
proportionality factor of the lowest accessible state of va W in order to reconstruct the
correlation function at long time differences. The relevant ﬁts are depicted in figs.
and for the zeroth-order and first-order contribution, respectively. We obtain the ﬁt
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Figure 14.1.: Parameters of the fit to the correlation function (Cv'YRVI"/R)(O) and relative

deviation between the correlation function and the corresponding fit on

N200. The selected fit is marked in grey. The grey lines enclose the fit
interval.

results ¢ and am in dimensionless units:

c= —0.00032(6) (14.13)
—0.0034(16) aAmy, — 0.00024(12) aAmg + 0.0065(7) aAmy
4 0.044(19) A3 — 0.00031(17) €2,
am = 0.258(9) (14.14)
+2.9(4) aAmy, + 0.210(32) aAmg — 0.11(15) aAms
— 14(7) AB + 0.31(4) €2

We insert the results into egs. ((14.8)) and (14.9) and determine the reconstrcution of cor-

relation function CVZRVJR,rec according to eqs. (14.10) to (14.12). We determine 20 . and

20, observing the dependence of ﬂvavlvR evaluated at p> = 1 GeV? on the latter quan-
tities. The results are displayed in figs. and 20 . is selected within the interval

SW1
used to fit the asymptotic behaviour, avoiding the growing noise. x, has to be cho-
sen large enough, such that the excluded contributions from even larger time separations
are negligible compared to the overall statistical precision. The results are depicted in
figs. and [I4.6] for the zeroth- and the individual first-order contributions, respectively.
We observe that an increase in the quark masses consistently leads to a decrease in the
vacuum polarisation function for all quark flavours. The total first-order contribution,

including the expansion parameters Ae, is displayed in fig.
14.3.2. HVI:Y{VI:Y{ from CVI’TRVI’TR

Similarly, f[vgvg can also be extracted from the correlation function CVIWRVIWR. In this

setup, the matrix of renormalisation factors Zy, ,y, enters twice in eq. (14.7), as both
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deviation between the correlation function and the corresponding fit on
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14. The hadronic vacuum polarisation function

vector currents renormalise non-trivially. We omit a detailed discussion, which does not
give any new insights, and refer to the next section for the results.

14.4. Discussion and Outlook

In this chapter, we have determined the quark-connected contributions to the hadronic
vacuum polarisation function. An overview of the results for the ensembles N200, D450
and H102 is displayed in fig. and in table For small energies, the results of
the two considered discretisations are compatible, whereas they start to differ for larger
energies. This is not a sign of an inconsistency, as no extrapolation to the continuum limit
was performed, i.e. the two discretisations may differ by lattice artifacts. Nevertheless,
the definition of the renormalisation condition of the local vector current, which depends
on the lightest state accessible via the vector-vector correlation function, ensures that
both discretisations lead to compatible results for the HVP function in the low energy
regime. We are able to determine the isosymmetric contribution to the hadronic vacuum
polarisation function (ﬁVQVf,’R)(O) with a relative statistical precision of O(1%) at 1 GeVZ.
The dominant contribution to the total error comes from the scale setting uncertainty.
The first-order corrections (ﬂvl”{vij)(l) are O(1%) of the isosymmetric contribution at

1 GeV?, such that they are of the same order of magnitude as the error of the isosymmetric
contribution. First-order effects are equipped with an error between O(10%) and O(100%),
depending on the considered ensemble.

In this thesis, we neglect isosymmetric quark-disconnected contributions, which con-
tribute with a magnitude of O(5—10)% of the quark-connected isosymmetric contribution
at 1 GeV? [277]. Contributions from the charm quark, which can only be treated in the
quenched approximation, as the gauge configurations were generated without a dynami-
cal charm quark, are of similar magnitude [277]. Both contributions should be added for
completeness in the future. Further neglected subleading contributions arise form first-
order quark-disconnected diagrams, which presumably give corrections smaller than the
considered first-order quark-connected diagrams [200].

In this analysis, we have used a very simple model for the reconstruction of the vector-
vector correlation function at large time distances, as we only consider a single state to
describe the asymptotic behaviour of the correlation function. In principle, it is possible to
improve the reconstruction by taking further states into account [261], 268]. For ensembles
with light pion masses, the observed asymptotic state is in fact a superposition of multi-
pion states with relative angular momentum. These states are associated with the p°
and w resonances. We cannot entangle these states directly, as the signal deteriorates too
fast. Nevertheless, a dedicated GEVP spectroscopy analysis based on an extended set
of interpolation operators suited for multi-pion states can be performed at least in the
isosymmetric theory [64], 278].

Another approach to deal with the signal-to-noise problem of the vector-vector cor-
relation function at large time distances is the bounding method [245 279]. Instead of

replacing the correlation function by a reconstruction for times larger than wgwi, one de-
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204

+ (0.000242([30] o)V

p*[GeV?] | Iy o [1] Iy vy, [1]
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+ (0.000054[19]0¢) V) + (0.000054[20] 01 )V
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9.0 (0.06779(24)5t (39)a[46]¢0t )@ | (0.06394(24);(32)a[39]t0t) )
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p? [GeV? ﬂV7 v [1] Wy vy (1]

1.0 (0.02576(10)x (352 [36]e0r)” | (0.02797(1 1) (33)a[35]100) "
+ (0.000112[11] 1)) + (0.000104[11]) V)

3.0 (0.04562(11)5t (38)a[39]10t)©@ | (0.04339(12)t(33)a[35]t0t )
+ (0.000155([12]0r) V) + (0.000129[12] o)V

5.0 (0.05366(11)st (38)a [40]s0t) ™ | (0.05017(12)st (31)a[33]s01) )
+ (0.000176[12]40r) V) + (0.000136[12] 101 )

7.0 (0.05891(12)5¢(37)a[39]10t) @ | (0.05432(12)1(29)a[31]iot) ™
+ (0.000192[12] )V + (0.000140[13] )V

9.0 (0.06277(12)st (37)a[39]t0t) @ | (0.05721(12)5t(27)a[29]t0t )
+ (0.000203[13]0r) V) + (0.000142[13]0r) V)

(c) H102 (a = 0.086 fm, m, = 354 MeV)

Table 14.1.: Zeroth- and first-order contribution to the hadronic vacuum polarisation
function (IIy71,7)@ and (I7y7)®) from the discretisations ITy,y»  and
R”R R"R R"LR

HVI’TR VI’TR .

rives, based on the spectral decomposition of C, for JJSWl < 29 the inequalities

0< C( 5w1) exp( mEff( 5W1) (xo - x5w1)) < C( )
C(2°) < C(agy) exp(—mo(2° — ag,4)),

which limit C(z%) from below and above. meg denotes the effective mass associated to
the correlation function C and mg is the smallest mass of the spectral representation of
C. It is not obvious that the bounding method can be applied for individual contributions
of the perturbative expansion. Nevertheless, it is applicable to the combined zeroth- and
first-order contributions, after the expansion parameters Ae have been fixed. Similar to
the reconstruction method, additional states can be considered in the inequality to narrow
the bounds.

In the literature, various treatments of finite volume effects with regard to the hadronic
vacuum polarisation function are discussed [34, 280]. One possibility is to correct for
QCD finite volume effects using chiral perturbation theory [281 282], assuming that the
effect can be mainly described by a two-pion state. This framework can also be extended
to QCD+QED. In particular, finite volume effects associated with the electromagnetic
interaction can be treated by scalar QED [199], also taking the electromagnetic charge of
the pions into account. Other approaches to treat QCD finite volume effects [200, 277]
rely on the Lellouch-Liischer formalism [283-285] in combination with the timelike pion
form factor and the Gounaris-Sakurai parametrisation [286].

As already anticipated in the introduction of this chapter, the hadronic vacuum polari-
sation function ITyyy~ is relevant for the computation of several high-precision observables.
It is directly related to the renormalisation of the electromagnetic charge, and hence to the

(14.15)
(14.16)
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14. The hadronic vacuum polarisation function

running of the fine-structure constant aey,. In the on-shell scheme, the running coupling
is parametrised as [272] 277]

2\ Qlem
aem(P”) = X o3 Ao (7))’ (14.17)

where Acem (p?) is the sum of leptonic and hadronic contributions. Leptonic contributions
are commonly calculated by means of perturbation theory. As lattice simulations are
performed in Euclidean spacetime, only spacelike momenta can be accessed in the hadronic
contribution. The latter can be expressed in terms of the hadronic vacuum polarisation
function as

(Adem)nad (—p?) = 4w a Ty (p%). (14.18)

Other quantities, related to the hadronic vacuum polarisation function, are the hadronic
contributions to the anomalous magnetic moments of the leptons e, u and 7. We will
discuss the case of the muon in more detail in chapter

The hadronic vacuum polarisation function is derived from the expectation value of
two electromagnetic currents, which only couple to quarks. A similar calculation can
be performed in order to determine hadronic contributions to the running of the weak
mixing angle [271, 272, 277, 287-289]. In the on-shell scheme, its energy dependence is
parametrised by

sin? Oy (p?) = sin? Oy (1 + A sin? Oy (p?)), (14.19)

where sin? Ay denotes the value in the low energy limit. Hadronic contributions to
A sin? Oy (p?) can be related to the vacuum polarisation function Ilyzy. (p?), which de-
scribes the kinetic mixing between the photon on the Z-boson. The vector part of the
current associated to the Z-boson can be decomposed into [288)]

VZ = V3 —sin? Oy ). (14.20)

Having computed the correlation functions C)i,yi, for all is,i1 = 0,3,8, we can easily
construct the correlation function C sy, which is required for the evaluation of ITy,zy, (p?)
in addition to C'yvyy. The hadronic contribution to the running of the weak mixing angle
is then obtain by

62

(A sin® Oy )pad (—p®) = — I,z (p?). (14.21)

sin? Oy
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15. The HVP contribution to the muon
anomalous magnetic moment

The anomalous magnetic moment of the muon a,, which is currently known with a preci-
sion of 0.5 ppm [26], serves as a probe for physics beyond the Standard Model. Comparing
the most accurate theoretical and experimental determinations, one finds a discrepancy
of about 3-40 [29]. In this chapter, we compute leading isospin breaking effects of the
hadronic vacuum polarisation contribution to a,, which is the leading order contribution
from QCD and dominates the overall uncertainty. The introductory part of this chapter
is based on the recent review articles [33] [34], 280], the summary article of the Muon g-2
Theory Initiative [29] and the textbook by Jegerlehner [22].

15.1. The anomalous magnetic moment of the muon

The magnetic moment of the muon M is related to its spin angular momentum S by

. e -

where g, denotes the gyromagnetic ratio. The Dirac equation predicts a value of g, = 2.
Quantum field theoretical effects lead to an alteration of g,. One defines the anomalous
magnetic moment

9u— 2

a“ = T, (152)

which measures the deviation from the Dirac prediction.

15.1.1. Experimental determination

The anomalous magnetic moment of the muon has been measured in three experiments at
CERN [290-292], beginning in the 1960s. The most up-to-date experimental determination
of a, was made by the E821 experiment at Brookhaven National Laboratory in 2006 [26],
where a value of

a(®*P) — 11659208.0(6.3) - 10~ 10 15.3
i

was found with an uncertainty of 0.54 ppm. In this experiment, accelerated protons are
scattered at a Nickel target. In this process, charged pions are emitted, which decay into
muons and antineutrinos in a decay channel. The muons, which are spin-polarised in this
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15. The HVP contribution to the muon anomalous magnetic moment

decay, feature a spin parallel to the direction of flight. They are injected into a storage
ring in the horizontal plane, which possesses a vertical homogeneous magnetic field B.
The muons circulate in the storage ring with the cyclotron angular frequency [22] 26], 293]
B
Go= -2 (15.4)
My
As the spin of the muon is not aligned with the magnetic field, it starts a Larmor precession
in the horizontal plane with the spin angular frequency [22} 26] 293]

- 9 qé qé
— _”7_(1_7)7

= . 15.5
® 2my, ym ( )

The anomalous precession frequency @, describes the precession relative to the muon
momentum and is given by the difference of the cyclotron and the spin frequency [22], 26,
293]

— —

- qB
Wa = Ws — We = —ay—.

- (15.6)

In the E821 experiment, electric quadrupoles are used to vertically focus the muon beam in
the storage ring. In the muon rest frame, this electric field is seen as an additional magnetic
field, which affects the spin precession frequency. For a velocity 8 perpendicular to E and
B , the expression for the anomalous precession frequency is altered to [22, 26], 293]

o= (0 (o ) E) (15.7)

If one chooses v = 29.3, which is equivalent to a ”magic” muon momentum of 3.094 GeV /¢,
the coeflicient (au — ﬁ) vanishes. In this case, the magnetic field B of the storage ring
determines the precession frequency alone [22, 26] 293]. The muon finally decays into an
electron, a neutrino and an anti-neutrino. The direction of the electron trajectory and
of the muon spin are correlated due to maximal parity violation of the weak decay. The
electrons are finally detected by an electromagnetic calorimeter. The magnetic field Bis
measured using nuclear magnetic resonance. It is proportional to the Larmor frequency
of stationary protons w, = gp% [293]. The average magnetic field seen by the muons is
described by w,. The anomalous magnetic moment of the muon can now be determined
from [22 26]
Wa Wa /@y

a, = = — —, 15.8
Bwn —wa  wa/@r — Wa/Wp ( )

where wr, denotes the Larmor precession frequency of the muon. In the experiment the
ration wg, /@y, is determined. w,/@r, is extracted from the hyperfine structure of muo-
nium [22], 26] 293).

Currently, there are two new experiments aiming for a reduction of the overall exper-
imental uncertainty by a factor of four: the E989 experiment at Fermilab [294], which
started in 2018, and the E34 experiment at J-PARC, which plans to start in 2024 [295].
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15.1. The anomalous magnetic moment of the muon

(a) LO-HVP (b) HLbL

Figure 15.1.: LO-HVP and HLbL contributions to the anomalous magnetic moment of
the muon a,,.

15.1.2. Theoretical prediction

Contribution a, x 101 Ref.
QED (order O(a%)) 116 584 718.93 £0.10 [296, 297]
Electroweak 153.6 £ 1.0 [298, 299)
QCD
HVP (LO) 6 931 + 40 [300-305]
HVP (NLO)  —98.3+0.7 [305]
HVP (NNLO)  12.4+0.1 [306]
HLbL 94 + 19 129, 307]
Total (theory) 116 591 810 + 43 [29]
Experiment 116 592 089 + 63 [26]

Table 15.1.: Standard Model contributions to the anomalous magnetic moment of

the muon a, in comparison to the experimental value. Table extracted
from [280)].

The Standard Model prediction of the anomalous magnetic moment of the muon [29]
afh*) = 116591810(43) - 10~ (15.9)
is known with an uncertainty of 0.39 ppm. It can be split up into the three contributions
a, = a?™ +aiP + o (15.10)

from the electromagnetic, the strong and the electro-weak interaction. The magnitudes of
the various contributions are presented in table The largest contribution is given by
QED, which is known up to O(a®) and possesses the smallest absolute and relative error.
The second largest contribution comes from QCD, which contributes most to the overall
error of a,. The electro-weak contribution is the smallest. The dominant QCD contribu-
tion is given by the LO-HVP contribution, which is proportional to a? and depicted in
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15. The HVP contribution to the muon anomalous magnetic moment
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Figure 15.2.: Left: Results from lattice QCD and the R-ratio for the LO-HVP con-
tribution. The blue band represent the value from table Right:

Components of the LO-HVP contribution to a,, from lattice QCD. Figures
extracted from [280)].

fig. Higher-order QCD contributions entering at a® are the hadronic light-by-light
(HLbL), depicted in fig. and the NLO-HVP contributions, which are represented by
Feynman diagrams with multiple insertions of the HVP function.

Comparing the theoretical prediction and the experimental value in fig. [15.2] one finds
a discrepancy of about 3-4 ¢ [29], such that a,, is a candidate to search for physics beyond
the SM. To achieve a similar precision of the SM prediction as planned for the upcoming
experiments at Fermilab [27] and JPARC [28], the LO-HVP contribution a, pyp has to be
determined with a precision of 0.2% [34]. Figure depicts the results for the determi-
nations of a, yvp. The most accurate predictions originate from a data-driven approach
based on the optical theorem and the dispersion integral [29]

o [ K(s)
= — — . 15.11
A HVP = 5 " ds S R(s) (15.11)
The kernel function is given by [29]
2 2 2 2
A (1+x)(1-|—33)( B l‘) 1+z ,
K(s) = 5 (2—2%)+ = log(1+2) —x+ 5 + T % log(x) (15.12)
with z = };gz and f, =/1— @. The R-ratio [29]
o(ete” — hadrons(+7))
R(s) = yr— (15.13)
3s

is determined from the cross section o(eTe™ — hadrons(+7)), which is measured experi-
mentally. However, it is preferable to determine a, pvp from an ab-initio calculation based
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15.2. The time-momentum representation of the hadronic vacuum polarisation contribution

on lattice QCD. Only the BMW results from 2020 [200] possess a precision similar to the
approach based on the R-ratio, as depicted in fig. Commonly, the LO-HVP con-
tribution to a, is split into several parts: The connected light, strange and charm quark
contributions, the disconnected contributions and the isospin breaking contribution. The
relative sizes of the various contributions are depicted in fig. In this thesis, we are
mainly interested in the isospin breaking contribution, which is of O(1%), but we also
compute the sum of the strange and the light quark contributions, which are defined in
the isosymmetric limit. We do not consider charm and quark-disconnected contributions.

15.2. The time-momentum representation of the hadronic
vacuum polarisation contribution

Making use of the time-momentum representation, the LO-HVP contribution a, gvp can
be represented by [266]

2 [o© -
au VP = (%) / dz? K(xo,m#)/dx?’(VW“QVVO’“)QCD_COH (15.14)
0

with the integration kernel [266]

~ * dw wt
_ g2 dw 2 2,2 g2 (W
K(t,m,) = —8m /0 - K(w*,my) (w t* —4sin ( 5 )), (15.15)
1 1—-352(3)
K(w? = §7(53 —L 15.16
(CU 7mﬂ) ml%s (8) 1 +§z(§)27 ( )
/\7 /\2 4/\
23 =Y S (15.17)
25 my,

We only consider the QCD-connected part of the vector-vector correlation function to
retrieve the LO-HVP contribution to a,. The full vector-vector correlation function in
QCD+QED also includes a contribution to NLO-HVP. mﬂhys = 105.66 MeV denotes the
mass of the muon, which enters as the only scale into the kernel function. In practice, the
kernel K is evaluated numerically by an approximation described in [266].

15.3. The hadronic vacuum polarisation contribution from
lattice QCD+QED

The kernel function K depends explicitly on the muon mass m,. In order to compute
a,pvp on a particular ensemble, using only dimensionless quantities, m,, has to be ex-
pressed in terms of am,,, i.e. we have to multiply the physical value of the muon mass with
the lattice spacing of the particular ensemble. In principle, the scale has to be expanded in
terms of Aeg, such that the first-order contribution (a#,HVp)l(l) also depends on the partial

derivative of K with repsect to m,, and on (a)l(l). However, as stated in chapter @, we
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15. The HVP contribution to the muon anomalous magnetic moment

neglect isospin breaking effects in the scale setting in this thesis. To evaluate the integral
which determines a, nyvp we proceed similar to the HVP function. We replace the time
integration by a discrete summation, switch from the renormalised vector-vector correla-

tion function Cynyn to its reconstruction Cyayy o at time 20 . and truncate the infinite
summation at x9,,. We obtain the expression
O
0 _ (2§ 0
(apnve)" = ( > Z K(2° m#)(C’me(w 0)) (15.18)
z0=0
a 2 x(c)ut - 0 0 (0)
+(2) Y K@) Coprgreca® 0))
20=20 . +1

swi

for the zeroth-order contribution. The first-order contributions for I = Amy, Amg, Amg, AS
read

$0 .
a 2 SwW1
(uave)f? = ()73 Ka®mu) (Copry (2°,0) (15.19)

T z0=0
a2 - 1
+(2) X RE) Cogrpaeca® 0.

For the expansion parameters | = e, we have to subtract the QCD-disconnected part
similar to the HVP function. As we only deal with quark-connected contributions, we can
avoid this step. For further details we refer to [276]. In a second strategy, we rescale the
muon mass m,,, which enters the kernel function [261) 308]. We choose the pion decay
constant f, neglecting isospin breaking effects on this quantity. f, increases with the pion
mass, such that the m,-dependence of a, becomes weaker and the chiral extrapolation to
a physical pion mass flatter, which makes the extrapolation better to control. On each
gauge ensemble the muon mass is altered according to [261]

phys

amy = —Jr—afr = 1144 - afr, (15.20)
s

where af; is determined on the particular ensemble. The rescaling removes the explicit
dependency of a, gvp on the scale a. However, it reenters the results when a continuum
extrapolation is performed.

15.3.1. a,uve from Cyy \o

The leading hadronic contribution to the muon anomalous magnetic moment a,, yvp VRV

is extracted from the integral over va Wik . K. Figures|15.3{and [15.4 show the integrand

and the integral for the zeroth-order and ﬁrst order contribution, respectively. We observe
a significant noise problem in the first-order integrands for the expansion parameters Am,,
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Figure 15.3.: Integrand (CVvRVle)(O) - K and reconstruction on N200. (amHVP,VvRVle)(O)
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in dependence of x e

Amg, AB and e?, which underlines the necessity to reconstruct the correlation function
at large time distances. We determine 20 . and 2z, in the same way as described in
chapter On N200, we obtain

GBIV = (488(9)st(10)a[14]tot (15.21)
+ 49000(29700)5¢ (1000)4[29800] 0t AB
— 1312(169)5t (27)a[171] 50t alAmg
— 6190(60)5;(130)4[140] 0t aAmsg
— 18300(2400)4(400),[2400] 0t aAmy,

—1990(240)54(40)a[240] sor e2) -101°,
Inserting the values for the expansion parameters in eq. (9.4), we find:

A HVP, V) Wy = ((488(9)st(10)a[14]tot)(0) + (_0.1[7]tot)(1)) -1010

- (488(9)St(10)a[13]t0t> 101, (15.22)

For the second approach with the rescaled muon mass, we find on N200

@y BVP VT = (526(10)%(4)&[11]tot (15.23)
+ 52600(31900)s; (400)¢_[31900]¢0t AB
— 1410(181)4(10)¢. [182]tot aAmg
— 6660(60)st(50)¢. [80]¢or a A
—19640(2530)st(140)¢, [2530]10t aAmy

— 2143(256)5t(16)¢, [256] 01 62) -10%,
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15.4. Discussion and Outlook

The scale dependency is now replaced by the dependency on the pion decay constant f;.
Inserting the values for the expansion parameters in eq. (9.4), we find

VPV VY = ((526(10)%(4)&[11]@)(0) + (—0.1[8]tot)(1)) -10%0

- (525(10)“(4)&[10]@) 1010, (15.24)

15.3.2. a,uve from Cyy v

Similarly, a, pvp can also be extracted from the correlation function CWRVIWR. As in the

case of ]f[vl’YRVI’YR we omit a detailed discussion and refer to the next section for the results.

15.4. Discussion and QOutlook

We have computed the leading order hadronic vacuum polarisation contribution to the
anomalous magentic moment of the muon including leading order isospin breaking effects.
An overview of the results for the ensembles N200, D450 and H102 is given in table[15.2] for
the unrescaled muon mass and in table for the rescaled muon mass. We find that the
results for both dicretisations of the vector-vector correlation function @ HVP, VY Vi and
@ HVP VTV coincide within errors. Comparing the unrescaled with the rescaled results,

we observe that the rescaling procedure reduces the overall error. This is in accordance
with the findings in [261]. The leading isospin breaking correction is 0.6%, at most, of the
isosymmetric contribution. The error of the zeroth-order contribution is of the same order
of magnitude as the first-order contribution, albeit larger.

Other collaborations find isospin breaking corrections of similar relative size [200, 245,
309, B10]. A strict comparison of the total QCD+QED results can only be made after
an extrapolation to the continuum and to physical quark masses has been performed. A
comparison of the isospin breaking correction further requires that the renormalisation
schemes, which are used to separate QCD+QED and QCDjs,, are compatible.

Further improvements of the analysis are directly related to the discussion concerning
the HVP function in section (14.4] as both a, yvp and ﬁvgij are computed from Cyyy.

In particular, the inclusion of zeroth-order quark-disconnected diagrams as well as charm
quark contributions, which account each for 2% of the total value [280], should be added
to the analysis. Minor contributions are expected from first-order quark-disconnected
diagrams [200]. Improvements with respect to the large time distance reconstruction of
CV%W,R also affect a, pyp [261]. Similar to ﬂvg{vg{ , the bounding method [245] 279] can

also be applied for a, yvp.
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216

a
y,HVP,VzRVﬂR

a
,u,HVP,VﬁRVf”R

((488(9)5(10)a14]10)® + (=0.1[7]1o) V) - 1010
- (488(9)St(10)a[13}t0t> -1010
((491(8)St(11)a[13]t0t)(0) n (—0.3[7]t0t)<1>) -1010
— (191(8)s(11)a (1301 ) - 1010

(a) N200 (@ = 0.064 fm, m, = 282MeV)

a Y Y
M,HVP,VQRVLR

a
. HVP, V) Ve

(
((541(8)54 (12)a[15}00) @ + (2[T]eot) V) - 10
= (543(9)(12)a[15};01) - 1010
((546(8):4 (12)a[15)00) @ + (2[T]eot) V) - 101
= (548(8)4 (13)a[150 ) - 1010

(b) D450 (@ = 0.076 fm, m, = 216 MeV)

a
wHVP VI L VT

a Y VY
N?HVP7V1,RVI,R

((440(4)5(10)a[10]10)® + (2:3[4)i) V) - 101
- (442(4)St(10)a[11}mt) -1010
((445(4)st(10)3[10]1;00(0) n (2.2[4}t0t)<1>) -1010
— (448(4)(10)a[11};cr ) - 1010

(c) H102 (a = 0.086 fm, m, = 354 MeV)

Table 15.2.: LO-HVP contribution to a,.




15.4. Discussion and Outlook

VRV <(526(1O)St(4)f [11]506) @ + (—0.1[8]tot)(1)> -10'0
(525 10)st(4)r- [10]tot> 1010
VP ViV ((529( )st(4)e, [10]g0t) (@) (—0.3[7]tot)(1)> 1010
_ (529(9)st(4)fﬂ[10]t0t) Lot0

(a) N200 (a = 0.064 fm, m, = 282MeV)

(
Ay HVP V) LV ((525( )st(5)tx [9)t0t) @ + (2[1ior) ! )> - 10"
= (527(9)u(5)s, [10]m) 100
By | (B30(D)(5)s, 90)® + (2[1]eo) V) <1010
= (532(8)ut(5)s, [9)or) - 1017

(b) D450 (a = 0.076 fm, m,r =216 MeV)

(a =00
Gutve vz | (L) 7o) + (2:5[4]00) V) - 1019
= (493(4)e(5)s, Hmt) 10

Oy HVP V) Vg ((497(4)s( )i, [6]501) @ + (2. []tot)(1)>-1010
— (199(4)s(5)s, [T]eor ) - 10%°

(c) H102 (a = 0.086 fm, m, = 354 MeV)

Table 15.3.: LO-HVP contribution to a, with rescaled muon mass.

217






16. Conclusion and QOutlook

In this thesis, we investigated the consequences of isospin symmetry breaking on hadronic
matrix elements. An observable of special interest is the anomalous magnetic moment
of the muon a,, which is currently known with a precision of 0.5 ppm [26] and serves
as a probe for physics beyond the Standard Model (SM). Comparing the experimental
determination with the SM prediction, one finds a deviation of about 3-4 o [29]. Upcoming
experiments at Fermilab [27] and JPARC [28] aim for a reduction of the overall uncertainty
by a factor of four. To achieve a similar precision of the SM prediction, the hadronic
vacuum polarisation (HVP) contribution a,nvp has to be determined with a precision of
0.2% [34]. This desired precision can only be obtained from lattice QCD simulations, if
non-degenerate light quark masses and electromagnetic effects are included.

We described a strategy, which enables us to perform QCD+QED computations based
on QCDjs, Monte Carlo simulations using CLS Ny = 2+ 1 gauge ensembles [45], [168-172].
The latter were generated with an O(a)-improved Wilson fermion action and a tree-level
improved Liischer-Weisz gauge action. We related QCD+QED to QCDjs, by Monte Carlo
reweighting [160} [I61] and introduced a perturbative expansion of QCD+QED correlation
functions around QCDig, [46, [143] 191], 192], which we adapted to the applied lattice
fermion discretisation. The expansion is formulated in terms of the parameters Ae =
(Amy, Amg, Amg, AB, €?). Amy denotes the detuning of the bare quark mass, AfS the
detuning of the bare inverse strong coupling and e? the bare electromagnetic coupling.
We regulated the manifest infrared divergence of non-compact lattice QED via the QEDy,
prescription [41) [44], 140], which removes the spatial zero-modes on each timeslice from
the theory. We derived Ward identities for continuum QCD4+QED as well as for the
considered lattice regularisation. We further derived analytic expressions for the lattice
photon propagator for open and periodic temporal boundary conditions in Feynman and
Coulomb gauge, based on discrete Fourier, sine and cosine transforms. The QCD+QED
simulations were performed in Coulomb gauge and the photon boundary conditions were
chosen in accordance with the boundary conditions of the gauge ensembles. Feynman
gauge served as a cross-check of the implementation applied to gauge invariant correlation
functions. As we only investigated leading isospin breaking effects, we truncated the
perturbative expansion at first order. We focussed on quark-connected contributions,
taking only isospin breaking effects in the valence quark sector into account. We performed
computations on the gauge ensembles H102 (a = 0.086 fm, m, = 354 MeV), D450 (a =
0.076 fm, m, = 216 MeV) and N200 (a = 0.064 fm, m, = 282 MeV).

We determined the masses m .+, myo, mg+ and mgo as well as the corresponding mass
differences m,+ —myo and my+ — myo and averages &(m.+ + myo) and & (mg+ + mgo)
within the isospin multiplets. We suggested a hadronic renormalisation scheme based on
$(mg+ + myo), 3(my+ + myo) and my+ — myo, which served to fix the bare quark
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mass detunings Am,, Amg and Ams. We matched QCD+QED and QCDjgs, on each
gauge ensemble demanding equal pion and kaon mass averages. The kaon mass difference
was set to its physical value. Considering a leading order calculation, we discussed the
non-renormalisation of the electromagnetic coupling [46] 143] in QCD+QED due to the
vector Ward identity. Consequently, we fixed the bare electromagnetic coupling via the
fine-structure constant, i.e. e?> = 4wa. Isospin breaking effects in the scale setting were
neglected. We found that the first-order contributions to the masses m .+, m o, mg+ and
mpo are smaller than the error associated with the zeroth-order contribution. The latter
is dominated by the scale setting uncertainty. We determined the pion mass splitting on
the three gauge ensembles with a precision of O(5%). The latter is not an input parameter
with respect to the chosen renormalisation scheme.

We discussed the renormalisation procedure of the local and conserved vector current
V) and V. in QCD+QED. We demanded that the matrix element of the renormalised
vector current (0|Vg|V), where |V) denotes the lowest accessible state created by Vg
from the vacuum |0), is the same for both discretisations [260]. In the computation of
the matrix of renormalisation factors Zy, ;1 we took operator mixing into account. The
leading isospin breaking correction was significant compared to the statistical uncertainty
associated with the isosymmetric contribution. We computed the leading isospin breaking
correction for the renormalised HVP function ﬂvgvg . It is proportional to the HVP
contribution to the running of the fine-structure constant «. In the considered energy
range between 1GeV? and 9GeV?, the leading isospin breaking correction was in the
range of 0.7% and 0.3% of the isosymmetric contribution. The error of the isosymmetric
contribution, which is dominated by the scale setting uncertainty, was of the same order of
magnitude as the leading isospin breaking correction. We further computed the LO-HVP
contribution to the anomalous magnetic moment of the muon a, yvp in QCD+QED. The
leading isospin breaking correction was 0.6% and less of the isosymmetric contribution.
Again, the error of the isosymmetric contribution, which was dominated by scale setting
uncertainty, was of the same order of magnitude as the leading isospin breaking correction.
Other collaborations find corrections of similar relative size [200} 245, [309] B10]. However,
it has to be pointed out that a strict comparison of the total QCD+QED result can only
be made after an extrapolation to the continuum and to physical quark masses has been
performed. In addition, the comparison of isospin breaking corrections is only possible if
the same renormalisation scheme, which is used to separate QCD+QED and QCDyg,, is
used.

In this thesis, we have developed a concept for the computation of isospin breaking cor-
rections on the basis of CLS gauge ensembles. We demonstrated that a determination of
the latter for phenomenologically relevant observables is, in principle, feasible. However,
further computational efforts are required to enable a precise prediction of the HVP contri-
bution to the muon anomalous magnetic moment and to the running of the fine-structure
constant at the physical point. A strategy on how this target can be achieved by means
of existing methods has been outlined in the above paragraphs.

We were not able to perform a continuum and chiral extrapolation to the physical point,
due to the limited number of analysed gauge ensembles. Particularly relevant ensembles
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to be considered are J303 (a = 0.050 fm, m, = 257 MeV), which allows to investigate the
effect of even smaller lattice spacings, and E250 (¢ = 0.076 fm, m, = 130 MeV), which
is an ensemble possessing physical pion and kaon masses. To study finite volume effects
of QCD and especially QED, it is reasonable to investigate the two ensembles H105 and
N101 (a = 0.086 fm, m, = 282MeV), which only differ in the simulated volume.

Compared to the QCDjg, computations of the Mainz group [187, 229, 261, 268, 277], we
find considerably lower values of a, pvp on the analysed ensembles. This effect is caused
by the different renormalisation condition used to renormalise the local vector current and
the absence of O(a)-improvement of the operators. To be able to combine the results, it
is important to harmonise the setup of QCD+QED computations of a, yvp and ﬂVﬂV%’
used in this thesis, with the setup of the corresponding QCD;s, computations of the Mainz
group [I87), 229] 261, 268, 277]. In particular, this means that the renormalisation factors
Zy, xn have to be determined by a renormalisation condition based on the vector Ward
identity in QCD+QED as performed in QCDjg, [229]. In addition, all operators should be
O(a)-improved with respect to QCDjg. Consequently, the computed observables would
converge with O(a?,aA¢) to the continuum limit. Due to the perturbative character of
the isospin breaking correction, the violation of the O(a?) convergence can be assumed to
be mild and the construction of operators improved with respect to QCD+QED, which is
rather tedious, can presumably be avoided.

As the leading isospin breaking corrections of dimensionful quantities, which we com-
puted in this thesis, are of the same order of magnitude as the error of the isosymmetric
contribution, which is dominated by the scale uncertainty, a major focus of future efforts
has to be put on the reduction of the latter. An improvement of the theoretical prediction
can only be achieved if the precision of the scale setting is increased and if isospin breaking
effects are included in the scale setting. The computation of hadronic decay constants for
leptonic decays including isospin breaking effects is highly non-trivial due to the photon
exchange between the quarks of the decaying particle and the charged lepton as well as in-
frared finale state photons [224-227]. In addition, uncertainties associated with the CKM
matrix enter the experimental determinations of mesonic decay constants. By contrast,
the measurements of the low-lying baryon masses are unaffected by such additional un-
certainties. Therefore, it is advisable to perform the scale setting for QCD+QED based
on the mass of a baryon belonging to the baryon octet or decuplet.

In the future, two main types of simulation programs to study leading isospin break-
ing effects in hadronic observables should be developed. The first program computes
quark-connected contributions to mesonic and baryonic two-point functions with interpo-
lation operators based on smeared quark fields. The latter type of operators has a larger
overlap with the interpolated ground state and allows for a more reliable extraction of
the corresponding mass. This program computes all relevant quantities for the hadronic
renormalisation scheme and is used to determine the values of the expansion parameters
Ae. The second program is an extension of the currently existing code and is based on
point-like interpolation operators. It should compute quark-connected contributions to
both mesonic two- and three-point functions. The calculation of leading isospin breaking
effects in mesonic three-point functions is expensive due to the large number of diagrams
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and sequential propagators with up to four solves of the Dirac equation. Therefore, an
emphasis has to be put on potential code optimisations. The HVP functions vavg{ and

ﬁvgvg , as well as the HVP contribution to the running of the fine-structure constant «,
to the weak mixing angle fw and to the anomalous magnetic moment of the muon a,
can be computed from the mesonic two-point functions. In addition, PCAC quark masses
can be extracted from the two-point functions, which may serve to define the chiral point
in QCD+4+QED and to determine the additive mass renormalisation of Wilson quarks in
the presence of the electromagnetic interaction. The three-point function, in combination
with the two-point function, allows for the calculation of the renormalisation factors of
the local vector current based on the Ward identity method. Combining the computation
of two- and three-point functions is advantageous, as building blocks computed for the
two-point functions can be reused for three-point functions. For future runs, a consider-
able increase in computational efficiency can be obtained by the application of all-mode-
averging [254-256], which can be easily integrated into the analysis framework. Other
collaborations, performing combined QCD+QED computations based on the perturba-
tive expansion around the isosymmetric limit, rely on low-mode averaging [198, 200, 311].
A major problem one has to face when calculating the HVP is the signal-to-noise problem
for large time distances. First promising results for a noise reduction in the vector channel
were obtained in investigations of multi-level integration techniques for fermions [312H317).

The set of Feynman diagrams in this work and also in the two simulation programs
suggested above is restricted to quark-connected diagrams for both zeroth- and first-order
contributions. To reduce systematic effects, further diagrams have to be included into
the analysis. In particular, for the HVP function the zeroth-order quark-disconnected
diagram has to be considered. This diagram was recently computed in the Mainz group
on a large set of ensembles, based on frequency-splitting estimators of single-propagator
traces [264] 265]. The remaining first-order quark-disconnected diagrams, which presum-
ably are of little relevance, can be split into two categories: Diagrams which describe
isospin corrections only in the valence sector and diagrams that also consider the effect on
sea quarks. In both cases, the frequency-splitting technique can be applied for this class of
diagrams [262]. The computation is, however, considerably more expensive compared to
other contributions. Other collaborations made use of low-mode averaging [198), 200, [311]
to compute disconnected contributions.

For a more complete investigation, it is necessary to remove finite volume effects from
meson and baryon masses, as well as the HVP, considering both QCD and the electro-
magnetic correction. A common method, which can be applied to QCD+QED, is the
derivation of analytic corrections based on chiral perturbation theory, which includes the
electromagnetic interaction [199, 281, 282].

Compared to pure QCDjs, computations, the number of fits performed in QCD+QED,
where leading isospin breaking effects are considered, is increased by a factor of six. This
amounts to a very large number of fits, which were analysed by hand. The usage of Akaike’s
information criterion [318] allows for a considerable reduction of manual effort. Akaike’s
information criterion facilitates the combination of the results of several fits weighted
according to their Akaike weights [319], which depend on x? and the number of parameters
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of the model [41], such that not a single representative fit has to be chosen by hand.
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