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Introduction

In the standard model of particle physics, quantum chromodynamics (QCD) is the estab-
lished theory of strong interactions. Depending on the energy scale, its building blocks,
the quarks and gluons, show a quite distinct behavior, which is not fully understood yet:
On the one hand, they seem to be the relevant degrees of freedom at high energies
since the coupling between them is small, and the quarks are found to be nearly non-
interacting. This property of QCD is known as asymptotic freedom and allows for per-
turbation theory and precise quantitative statements, which are in good agreement with
the experiment.

On the other hand, the growing of the coupling at low energies, i.e., at large distances,
and the associated confinement of quarks into hadrons demand different strategies for
exploring the dynamics of QCD.

One way of handling the theory is lattice QCD, a non-perturbative approach making
possible investigations in both the high- and the low-energy regime of QCD. This is
achieved by discretizing the action using a Euclidean space-time lattice. The non-zero
lattice spacing and the finite volume of the system provide an ultraviolet and an infrared
regulator, which renders the previously ill-defined path integral finite and opens the door
for numerical evaluations using Monte-Carlo methods.

At first glance, lattice QCD simulations seem like a very promising approach as they al-
low for the determination of physical quantities from first principles. One does, however,
encounter a serious problem: The computational costs grow with decreasing lattice spac-
ing, increasing volume, and decreasing quark masses. Despite sophisticated algorithms
and continuously growing computer power, it is not yet possible to perform simulations
at the quark masses realized in nature. As a consequence, extrapolations to the physical
point must be performed. Furthermore, the continuum limit as well as the infinite vol-
ume limit have to be taken, since no physical observable may depend on the regulators.
A connection between lattice results and physical quantities is therefore only possible
if the systematic errors associated with the quark masses, the lattice spacing, and the
finite volume are under control.

This is the point where effective theories prove to be powerful tools, since they allow
to systematically study these effects. Chiral perturbation theory (ChPT) [I}, 2] is such
an effective field theory. Compared to the lattice, it represents a completely different
approach to low-energy QCD: It treats the light pseudoscalar mesons — namely the
pions, the kaons, and the eta meson — as Nambu—Goldstone bosons of the spontaneously
broken chiral symmetry, and yields an expansion in powers of momenta and quark masses
about the chiral limit. ChPT also allows to account for non-zero lattice spacings and for
finite volume effects. The former is achieved by matching the Symanzik’s effective theory
[3, 4] for the used lattice action to an effective chiral Lagrangian [0] [6], whereas the finite
volume dependence is incorporated by restricting the theory to a confined system with
appropriate boundary conditions [7H9].



In view of lattice QCD, chiral perturbation theory can now fulfill the important purpose
of providing fitting formulae for the observables in question. These formulae can guide
extrapolations to the physical quark masses as well as to the continuum and the infinite
volume. Besides that, ChPT is valuable for another reason:

In lattice simulations, one is free to use different sea and valence quark masses, or,
even more drastically, different discretizations in the two sectors—both, though, on the
sacrifice of the theory’s unitarity [I0-H12]. The reasons for performing these partially
quenched and mized-action simulations are related to the computational costs. Most of
the computational effort is spent in the sea sector where statistically independent gauge
configurations are generated [I1]. A usually small overhead goes into the computation
of the propagators, a process which involves the valence quark masses.

Full unquenched simulations with Ginsparg-Wilson (GW) fermions [I3HI6]—that is,
with discretizations satisfying the Ginsparg—Wilson relation [17] and thus preserving
chiral symmetry on the lattice [I8]—are not yet feasible for large volumes and quark
masses near the physical point [19]. It therefore seems like a good compromise to choose
GW fermions in the valence sector while using a relatively cheap discretization in the
sea sector, such as Wilson [20], twisted mass [21], or staggered [22] fermions.

The advantage of this mixed-action approach is the saving of computing time plus the
fact that at least the valence sector of the theory benefits from the properties of GW
fermions. One can expect corresponding observables to show a reduced lattice spacing
dependence [23]. Furthermore, the problem of operator mixing, which is a severe obstacle
for example in the computation of weak matrix elements, is suppressed [12], 24]. Due to
the exact chiral symmetry of GW fermions even at non-zero lattice spacing (in the
massless limit), it is also possible to simulate with much lighter quark masses compared
to, e. g., simulations with Wilson fermions.

The question is, how one can extract physical information from these unphysical par-
tially quenched (PQ) and mixed-action (MA) lattice simulations. Chiral perturbation
theory in its extension to PQChPT [25-27, [11], 12] and MAChPT [23, 28-31] provides
the framework to systematically quantify the associated unitarity-violating effects and
therefore allows to restore unitarity by taking the continuum limit and recovering the
physical point where sea and valence quark masses are equal. The unphysical effects
manifest themself in double poles and negative signs in the propagators of the chiral
effective theory. Moreover, for mixed actions, new operators coming with new unknown
low-energy constants arise due to the lack of symmetry between the sea and the valence
sector.

A quantity which is extremely sensitive to unitarity-violating effects and therefore per-
fectly fit to study the size of unitarity violating occurring in mixed-action simulations,
is the scalar two-point function. It was first investigated in the quenched approximation
and found to have unphysical negative values at large time separations [32) 33]. Later,
a ChPT expression for partially quenched two-flavor QCD was derived [34], which was
then generalized to the use of staggered quarks [35, B6]. A mixed-action formula for
degenerate Wilson and/or Ginsparg-Wilson quarks was given in Ref. [37]. Further ex-
tensive studies with staggered sea and Ginsparg—Wilson valence quarks were performed
in Refs. [35], 38].



In this diploma thesis, the isospin-one scalar two-point function for Wilson sea and
Ginsparg—Wilsons valence quarks is studied, focusing on two- and three-flavor QCD with
(and without) isospin symmetry. The calculation is inspired by the partially quenched
and staggered-sea/GW-valence results in Refs. [34, [35]. The authors give finite volume
expressions for the correlator as well as an asymptotic formula for large time separations.
The exact formulae, however, involve lengthy expressions with multiple sums over lattice
momenta and are therefore rather inconvenient to use in a fitting process. Moreover, it
is not clear how the infinite volume limit is being approached.

For these reasons, the calculations in the present work are organized in a different way:
The correlator is at first computed in the infinite volume in partially quenched ChPT.
This already makes the unphysical effects associated with unequal sea and valence masses
visible. Afterwards, the results are extended to mixed actions, which modifies the shape
of the correlator and especially affects the double pole contribution. The main task is to
account for the finite volume and to deal with the occurring sums.

The final aim is to derive two fitting formulae, which are applicable for either small or
large lattice volumes. Provided that mixed-action ChPT describes all effects of unitar-
ity violation observed in lattice data [38] [39], a fit of the scalar correlator would then
allow to extract the size of the two unitarity-violating effects—partial quenching and its
generalization mized actions. This will be useful knowledge for future computations of
physical observables like meson masses and decay constants obtained from mixed-action
simulations.

The present work is relevant for example for Bernardoni et. al. [40].

The outline of this thesis is as follows:

In Chapter 1, an introduction to chiral perturbation theory is given. The extension to
partially quenched and mixed-action ChPT is explained in Chapter 2. The third chapter
is devoted to the scalar two-point function in the infinite volume. Finally, in the last
chapter, the impact of a finite volume on the correlator is studied, which in the end
yields the desired fitting formulae.



1. Chiral perturbation theory

In the first chapter, a short introduction to quantum chromodynamics and its sym-
metries is given [41H44, [24], focusing especially on chiral symmetry. This will be the
cornerstone for the development of chiral perturbation theory, which is presented af-
terwards. Throughout this chapter, the theory is considered in Minkowski space. Later,
when making the connection to lattice QCD, the notation is switched to Euclidean space.

1.1. Continuum QCD and chiral symmetry

Quantum chromodynamics, the theory of strong interactions, is the SU(3) Yang—Mills
theory of color-charged fermions — the quarks. The gauge bosons that mediate the strong
force between them are called gluons. In contrast to quantum electrodynamics where the
gauge bosons, the photons, are not electrically charged, the gluons do also carry color
charge, which results in self interactions and makes the theory difficult to solve. The
QCD Lagrangian is given by

'CQCD = 'Cquark + 'Cgauge

a5 e "

uv
a=1 4

The quark fields g; are color triplets and come in Ny = 6 different flavors (u, d, s, ¢, b, t)
with masses m;. For simplicity, spinor and color indices have been suppressed. The gauge
fields Aj that enter the theory through the gauge principle appear in the covariant
derivative (Einstein summation convention implied from now on),

D =+" (0, — igAsT") | (1.2)
and in the field-strength tensor G,
G, = 0,A% — 0,A% — gf ™ AL AL (1.3)

in which the last term gives rise to gluonic three- and four-point self interaction vertices.
g is the strong coupling constant, and f%¢ are the SU(3) structure constants obeying

[T“, Tb] = j fabee (1.4)

where T are the N]% — 1 = 8 generators of SU(3), namely the Gell-Mann matrices.
For short-hand notation, the fermionic part of Lqcp will be abbreviated by

[’quark = Q(ZlD - m)q7 (15)



where the Ny quark fields are collected in the vector
¢ = (u,d,s,..)" (1.6)
and the quark masses are put into the diagonal mass matrix
m = diag(mu, mq, ms, . ..) . (1.7)

By construction, Lqcp is invariant under SU(3),. color transformations where the quark
fields transform according to the fundamental representation, and the gauge fields ac-
cording to the adjoint representation of SU(3)..

Next to the SU(3). color symmetry, the QCD Lagrangian possesses additional symme-
tries: It is invariant under separate parity (P) and charge conjugation (C') transforma-
tions due to the absence of axial vector coupling constants and due to the real-valued
nature of the couplings m; and g,. In principle, one can construct another gauge in-
variant term out of the gauge fields itself — the so-called theta term — which would be
responsible for explicit P and C'P violation. This term, however, is dropped since strong
C'P violation is not observed in nature.

Furthermore, there are several (approximate) flavor symmetries: For degenerate quark
masses, Lqcp is flavor-blind and invariant under global U(Ny) transformations. In the
massless case, there is an even larger symmetry group, which comes in view when the
quark fields are separated into their chiral components ¢q;, and gg using the projectors

1-— 1
Py = 75, Pp = s : (1.8)
2 2
that satisfy
P+ Pr=1, P.p=Prr, and PLPr=PrP,=0. (1.9)

The traceless, hermitian matrix 7s, acting in spinor space, fulfills 72 = 1 and anticom-
mutes with all gamma matrices and hence also with the Dirac operator,

{7577/1} :Oa {75712} =0. (110)
With
qL.r=PLr"q, qLr=q Prr, (1.11)
the fermionic part of Locp takes the form
Lauark = qLilDqr + qrilPar — qrmar — Grmyr - (1.12)

Now, it is obvious that the left- and right-handed field components decouple in the mass-
less limit (which is therefore often called the chiral limit), and Locp becomes invariant
under independent global U(Ny) transformations L and R,

qr — Lqr
= Lqr + Rqr . 1.13
i — Rar } ¢ — Lqr + Rqr (1.13)

>



On the classical level, these symmetries lead to 2(N;)? conserved left- and right-handed
Noether currents

J57a = q_L’Y,U«TaQL ) J57a == q_RfY‘u,TaqR y (114&)
juL = QL,YMQL ) jMR = QRVMQRy (114b)

and correspondingly to 2(Ny)? conserved Noether charges. Here, T denote the N? -1
generators of SU(Ny).

This global chiral U(Ny), ® U(Ny)g symmetry of the massless QCD Lagrangian is often
equivalently expressed as the vector and axial vector symmetry U(Ny)y @ U(Nyf)a. The
vector transformations, where the left- and right-handed fields transform with the same
phase, R = L = Uy, lead to the conserved vector Noether currents

Ve =gy % = TR+ Tk, (1.15a)
Vi=aqwqg =JF +J). (1.15b)

The associated conserved Noether charges correspond to isospin conservation generalized
to Ny flavors, and baryon number conservation, respectively.

The transformations of ¢z and g; with opposite phase, R = LT = Uy, are called axial
vector transformations or chiral transformations. They mix the left- and right-handed
quark components and result in the conserved axial vector Noether currents

Ay = T = I — e, (1.16a)
Ap=qyse =T = J)- (1.16b)
If the quark masses are turned on, the transformation of the mass matrix m in (|1.12))

under U(Ny)y @U(Ny) 4 yields the following modifications of the vector and axial vector
divergences:

MV =ig(mT* —T"m)q (1.17a)
oM AL = ig(mT* +T"m)vs5q (1.17b)
"V, =0 (1.17¢)
oM A, = 2igmsq (1.17d)

Apparently, isospin symmetry extends also to degenerate quark masses, Eq. (1.174),
which is the flavor-blindness of Lqcp that was mentioned before. In this case, one would
expect hadrons to be classifiable as irreducible representations of SU(3)y, that is, they
fall into multiplets of degenerate states. Baryon number conservation of course
holds even for unequal masses. The axial symmetries, however, are explicitly broken by
the quark masses.

To conclude, the QCD Lagrangian exhibits an exact chiral symmetry,

SU(Ny)L @ SUNp)r@U(l)y @ U(1) 4, (1.18)



if all quarks are massless, and if the Dirac operator is diagonal in flavor space and
anticommutes with 5. The SU(Ny), ® SU(Ny)g part is often referred to as the chiral
group.

How are these symmetries realized in nature? Compared to the QCD scale Aqcp, the
up and down quarks are very light and nearly degenerate to find the isospin symmetry
SU(2)y being a good approximation. Examples are the proton-neutron doublet (p,n),
the pion triplet (7%, 7° 77), and the kaons doublets (K+, K°) and (K~, K°). Taking
into account the strange quark, the corresponding hadrons can be classified as multiplets
of SU(3)y. The mass splittings within these multiplets, however, are rather large which
reflects the size of the quark mass difference between the up/down and the strange quark.
Baryon number conservation is found to be true for the strong interaction. But what
about the axial vector symmetries? Exact chiral symmetry implied for each observed
hadron a partner particle of opposite parity and same mass. In the real hadron spectrum,
then, one would expect the masses of these partners to differ only slightly according to
the size of the symmetry breaking quark masses. The fact that this (approximate) axial
symmetry is not observed leads to the conclusion that chiral symmetry is spontaneously
broken down to its vector subgroup,

SU(3), ® SU3)g — SU(3)y . (1.19)

This, in turn, requires eight massless spin-zero Nambu—Goldstone bosons — one for each
broken generator of SU(3) 4. At energies below the mass of the rtho meson, M, = 775 MeV,
the rich hadronic particle spectrum reduces to an octet of nearly massless pseudoscalar
mesons, namely the pions, kaons, and the eta meson,

— 1.0 1 0
d = 7 ™ —wT i K (1.20)
K~ KO — %77

These are now identified as the pseudo-Goldstone bosons of the spontaneously broken
axial vector symmetry (The prefix “pseudo” refers to their small non-zero mass, which
is explained by the explicit chiral symmetry breaking due to the quark masses.). Chiral
perturbation theory is based on this observation. It incorporates the light mesons (|1.20))
as the only dynamical degrees of freedom into an effective field theory and allows to
compute correlation functions, hadron masses, etc. in the low-energy regime of QCD
(E < M,) [1,2].
Lastly, when quantizing the classical QCD Lagrangian, the U(1) 4 axial symmetry cannot
be preserved due to quantum corrections. In order to keep the theory gauge invariant,
one is forced to regularize and renormalize the divergence such that it receives an
additional non-vanishing contribution, even in the chiral limit. The symmetry of massless
QCD, thus, reduces to

SU(Ns)L, ® SUNp)r @ U(1)y . (1.21)

This so-called azial or chiral anomaly explains the absence of a ninth Goldstone boson
associated with the spontaneous breakdown of U(3); ® U(3)g, and why instead the
flavor-singlet eta prime meson is found to be considerably heavier than the pions, kaons,
and the eta meson, M,, ~ 1 GeV.



1.2. Chiral perturbation theory in the continuum

In order to construct an effective field theory, one at first has to identify the rel-
evant degrees of freedom, which in the case of QCD are the pions, kaons, and the
eta meson. The masses of these pseudo-Goldstone bosons are characteristically smaller
than any typical hadron mass, for example the mass of the rho meson or the proton,
Mg < Apag ~ 1 GeV, Secondly, all symmetries of the underlying theory as well as the
pattern of symmetry breaking must be known. With these ingredients, it is then pos-
sible to construct the most general effective Lagrangian, valid below the energy scale
Apag, that contains only the light mesons as dynamical degrees of freedom [45]. All heav-
ier states disappear from the theory and enter only in so-called low-energy constants
(LECs), which describe the lack of knowledge about the short-distance properties of the
underlying theory. The effective Lagrangian cannot be derived directly from the QCD
Lagrangian. Its construction is entirely based on symmetry arguments.

At first, one needs to parameterize the Nambu—Goldstone bosons that are associated
with the spontaneous breakdown of chiral symmetry,

SU(3);, © SU(3)r — SU3)y . (1.22)

An order parameter for this breaking is the quark condensate
(017'¢’(0) = (O] (@ af, + T, ak) 10) = Adi; , (1.23)
where 7 and j denote flavor indices, and the vacuum expectation value \ is proportional

to the QCD scale, A oc Adcp. The condensate transforms like a mass term under the
chiral group G,

(017°¢°|0) <% A(LR' + RL)7 (1.24)

and apparently, a non-zero condensate is equivalent to spontaneous breaking of chiral
symmetry, for then (gq) is invariant only under the vector subgroup H, that is, if L = R.
Of course, there exists a manifold of equivalent vacua that can be rotated into another,
but one can choose

Y9 = (LR"Y with L =R, (1.25)
such that the matrix X% = 6% corresponds to the vacuum in Eq. (1.23)). The fluctua-
tions around that vacuum correspond to the light mesons that are associated with the
spontaneous symmetry breaking. The most common and very convenient way to collect
the Goldstone fields is the exponential parameterization [2],

() = exp (?@@)) , (1.26)

where ®(x) denotes the meson octet of Eq. (1.20)), and it is given by linear combinations
of the broken generators 7" of SU(3),

(x) =) 7 (x)T". (1.27)



For dimensional reasons, the parameter f was introduced. Note that for chiral SU(2),
a runs from 1 to 3, and the corresponding meson triplet is that of the pions in the
upper-left 2 x 2 block of Eq. without the 7.

With the parameterization of the meson fields at hand, one can now approach the con-
struction of an effective Lagrangian. It proves to be useful to keep track of the symmetry
breaking mass term by promoting the diagonal mass matrix m = diag(m., mg4, ms) to
a complex spurion field that obeys the same transformation behavior under the chiral
group G as the meson matrix X,

>S5S LyRr, m -5 LmR!, (1.28)
st RyiLt, mt S RmfLh.

In the effective Lagrangian, then, one sets the masses to their physical values and thus
explicitly breaks chiral symmetry in the same manner as in QCD.
Following Weinberg [45], the properties of S-matrix elements of the underlying quantum
field theory (QCD), which are unitarity, causality, crossing symmetry, cluster decomposi-
tion, and Lorentz invariance, can be preserved in the effective theory if one constructs the
most general local, Lorentz invariant Lagrangian that satisfies the internal symmetries.
The building blocks are the meson matrix ¥, its derivative 9,3, the spurion m, and the
hermitian conjugate counterparts X, 9,31, and m'. One can now construct scalar terms
that are invariant under SU(3);, ® SU(3)g, parity, and charge conjugation by taking
the trace or combinations of traces over products of these building blocks. Because
of Lorentz invariance, only even powers of derivatives can appear. Furthermore, terms
including solely the sigma fields collapse to a constant (XX7 = 1) and thus do not
contribute to the equations of motion. This in turn means that, for massless quarks, all
interactions become weak and finally vanish at small momenta. It is therefore possible to
organize the effective field theory as an expansion in terms of derivatives (momenta p).
The non-zero quark masses are treated as small perturbation to the chirally invariant
Lagrangian,

ﬁeﬁf = Z ,Cij s Ez‘j = (’)(p’mj) . (129)

ij

The number d of derivative and spurion insertions, d,, and m, determines the order of the
term in question, where here, the power counting 0% ~ m is assumed, that is, d = i + 23
as will be justified later. The effective Lagrangian, then, is of the form

Log=Y La=Lo+Lsi+Ls+.... (1.30)
d

At leading order (LO), the chiral Lagrangian consists only of the two simplest non-trivial

terms,
2 2
B
Ly = ‘itr(@uZ ') + f20tr(mZT + ¥ml), (1.31)

and is, due to the cyclicity of the traces, indeed invariant under chiral transformations
(1.28]). The low-energy constant f equals the pion decay constant f, in the chiral limit [T].



It gives the Lagrangian the dimension four. While other normalizations including factors
of v/2 are common, f is chosen such that fr, = 92.4 MeV. The mass term comes with
a new LEC By, which is related to the quark condensate [I]. All other prefactors are
conventional.

With the quark masses set to their physical values, one can expand > in the meson fields
Eq. (1.20)),

1
Lo = §8M7r0 o' — Bo(my + mg)m0n°® + ot Ot~ — 2By(my, + mg)m
+ kaons, eta, 7°-n mixterm + O(®*), (1.32)

and read off the tree-level meson masses. In the limit of isospin symmetry, m, = mg = m,
the 7 and the  do not mix, and one gets

M? = 2By, Mz = By(m +my), Mg = zBo(m + 2my) . (1.33)
The finding that the squared meson masses are linear in the quark masses justifies, in
retrospect, the power counting 9% ~ m.
Before proceeding, one should pause for a moment and remember that one wishes to
compute correlation functions in the effective theory as one does in QCD itself. These
might involve for instance the vector and axial vector currents Eqgs. and (1.16).
Of course, one could apply the Noether theorem and carry out the ChPT calculation.
Instead, a more elegant way was shown by Gasser and Leutwyler [I, 2]. They start
from the massless QCD action and couple the fields to additional external left- and
right-handed sources [, and r,, as well as to the scalar densities s and p:

Lacp = (i + vl")qr + qr(iD + v,")qr — @u(s +ip)ar — qr(s — ip)qr

R (1.34)
_ GWG y

The space-time dependent sources are hermitian 3 x 3 matrices acting in flavor space,
and they are given by

luzl2+ll‘iT“, TMZTS‘FTZTG, s=58"+5T*  p=7p°4p*T°. (1.35)
Setting
l,=r,=p=0 and s=m, (1.36)

reproduces the standard QCD Lagrangian. The method of external sources gives com-
fortable access to the chiral Noether currents Eq. (1.14]), and the vector and axial vector

currents Eqgs. (1.15), (1.16). They are simply computed by differentiating Lqcp with
respect to [, and r,. For example,

a a a 8£QCD 8EQCD B .
A,u(x) = J/f7 (IL’) - J;f’ (l’) = a/]ﬂg(x) - alg(x) = Q('I)’YM/VE)T Q(I) : (137)

The generalized Lagrangian (|1.34]) allows for the definition of a generating functional,

Zaop = [ DADGDge | ' bacnliurin), (1.38)

10



from which correlation functions can be obtained by taking the appropriate functional
derivatives with respect to the sources. For instance, the isospin-one scalar two-point
function, the main object of interest in the present work, is computed by

- -1 (SQZQCD

Old(r)uta) HOMO)I0) = 7SSl (139)

where the normalizing Zqcpl0] denotes the generating functional with sources set to
Eq. (1.36)).

In order for the correlation functions to obey the Ward identities of QCD, these sources
have to transform like gauge fields [46],

l, < L1, Lt +i9,LL" s+ip - L(s+ip)R', (1.40)
r, —% Rr R +i0,RR" s —ip - R(s —ip) LT,

under local chiral transformations (L(z), R(z)) € G = SU(3)r ® SU(3)g.

The aim now is to construct a generating functional for the effective theory,
Zenpr = / DX o] daLenllursi) (1.41)
which matches Zqgcp order by order in the chiral expansion, that is,

ZChPT(l/uT,uJS7p> = ZQCD(lpaT,LUSap>7 (142)

up to truncation errors. Then, correlation functions will be calculable by using the same
functional derivatives with respect to the sources as in QCD. In order to do this matching
and to reproduce the Ward identities of QCD in the effective theory, one therefore
demands the chiral Lagrangian to be invariant under local chiral transformations. This
lets the sources enter in two ways — once through covariant derivatives,

8,5 — D, = 9,5 +il,¥ — iSr, (1.43)

which transform under G as
D~ % LD,S R, (1.44)

and additionally through the two field-strength tensors

Ly = 0, — 0,1, +ill,,1,] -5 L L, LT,

o (1.45)
R,, = 0,r, — Oy, +i[ry,,m] — RR,, RT.
Lastly, with the scalar densities s and p combined into the matrix y;,
X = 2Bo(s +ip) % LyRY, X" =2By(s —ip) - RxL', (1.46)

one has all the building blocks that are needed to construct the most general chiral
Lagrangian—mnamely 3, 3, D>, D”ZT, X, X', L,,, and R,,.

11



The O(p?) chiral Lagrangian of Eq. (1.31]) generalizes to

2 2
Ly = f—tr(DME DFYT + f—tr(xZT +2xN . (1.47)

With this leading order chiral Lagrangian at hand, it is possible to compute the scalar

two-point function Eq. (1.39) for non-zero space-time separations = to lowest order in

chiral perturbation theory. This is the topic of Chapter [3]

It is now time to write down the most general O(p?) chiral Lagrangian®,

Ly =+ Li[tr(D,Y D"SN)? + Ly tr(D,Y D, Y1) tr(D*Y DVS)
+ Lz tr(D,X D*$ D, Y. DV31)
+ Ly tr(D,Y D*SNtr (x Xt + Sx 1) + Ls tr(D, X D*ST ST + Sy ')
+ Loltr (xS + 2x1)]? + Le[tr(x 2T — 2x"))?
+ Lg tr(xSTx ST + Zx "oy )
+iLgtr(L,, D*Y D'+ R, DFST DY) + Lo tr(L,, Y R*SY)
+ Hy tr(L L + R R*™) 4+ Hy tr(xx") + Lwzw - (1.48)

It consists of ten terms that are associated with new low-energy constants L; — L1g. Like
all LECs, they encode the lack of knowledge about the short-distance properties of QCD
dynamics. Furthermore, two terms involving so-called high-energy constants (HECs) ap-
pear. They do not involve » and have thus no physical relevance. They do, however,
contribute as contact terms to correlation functions and are needed in the process of
renormalization. In contrast to the LECs, the HECs do depend on the regulator that is
used to handle the occurring divergencies; hence the name. The second term Hatr(yx")
has yet another meaning: It contributes to the mass dependence of the quark conden-
sate, which is a quantity that cannot be measured experimentally but is computable on
the lattice. All twelve coupling constants are, in principle, calculable functions of the
remaining parameters of QCD, which are the heavy-quark masses and the QCD scale
Aqcp. De facto, they are determined by phenomenological input and by fitting lattice
data to extrapolation formulae obtained by ChPT calculations.

In order to perform an actual computation, the chiral Lagrangian Eq. is expanded
in terms of the meson fields to read off Feynman rules and calculate Feynman diagrams.
Dimensional counting according to Weinberg [45] shows that a connected diagram with
Ny vertices of O(p?), d = 2,4, ..., and Ny, loops is of order

D=2N,+2+> Ny(d-2), (1.49)
d

that is, every loop contributes two additional powers of momenta to the diagram in
question. In a NLO computation (D = 4), for example, one therefore needs only the

! The gauging process of U(3)r, ® U(3) g indeed reproduces the axial anomaly in ChPT and leads to the
Wess-Zumino-Witten term Lywzw. It does not play a role in this thesis and is therefore left unspecified.
Note also that not all operators are linearly independent in the SU(2) case, and L4 could be simplified
using Cayley—Hamilton trace relations [I1].
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tree-level diagrams of £, and L4, and the one-loop diagrams of £,. The general pattern
for this extended power counting scheme is (Note that Lg contains over 90 terms and
calculations become extremely cumbersome.):

LO: Ly
NLO: L£y7'ooP, plree (1.50)
NNLO: £57'P giloop  pree

In the follwing chapter, the construction of ChPT is generalized to partially quenched
ChPT, the effective theory for QCD with unequal sea and valence quark masses. After-
wards, it is shown how the effects of the lattice spacing can be accounted for. Lastly,
ChPT is considered for different discretizations in the sea and the valence sector of the
theory.
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2. Chiral perturbation theory and the
lattice

Starting point for lattice QCD is the Euclidean path integral formulation,
7= / DADGDgeSclA-[ dza(P+m)a (2.1)

where Sg[A] = [d%z Lgange denotes the gauge part of the QCD action. One discretizes
the action using a Euclidean space-time lattice [20]. While the quark fields reside on
the lattice points, the gauge fields are represented by SU(3) matrices connecting two
neighboring points. The lattice naturally regularizes the ill-defined path integral with an
ultraviolet momentum cutoff inversely proportional to the lattice spacing a. Furthermore,
by restricting the lattice to a finite extent L (with fixed boundary conditions), the theory
becomes also infrared-regularized. Now, the path integral is finite, and it is possible to
perform numerical computations using Monte-Carlo methods.

Correlation functions, hadron masses, and other quantities that are obtained from such
simulations will in general depend on the regulators. Moreover, since the computational
costs of lattice QCD simulations turn out not only to scale with positive powers of the
volume and the inverse lattice spacing, but also to grow with decreasing quark masses,
these simulations must still be performed at quark masses larger than those realized
in nature. All in all, a connection to physical observables demands good control over
the systematic errors stemming from the discretization, the finite volume, and the used
quark masses.

A method to systematically study the lattice spacing effects is known as Symanzik’s
effective theory (SET), [3]. Symanzik showed that close to the continuum limit, lattice
QCD can be described by an effective continuum theory with effective operators multi-
plying appropriate powers of the lattice spacing. SET is a systematic expansion in powers
of the lattice spacing. Chiral perturbation theory on the other hand is an expansion in
small momenta and in the light quark masses, and it seems therefore perfectly suitable to
guide extrapolations to the physical point — given, one is in the mass regime of ChPT’s
validity. Using now the same spurion technique as for the construction of continuum
chiral perturbation theory, one can match SET to ChPT and thus make the dependence
on the lattice spacing explicit, order to order in the chiral expansion [5 6, 10]. The finite
lattice extent can also be taken into account by regarding ChPT in a finite volume [7-9].
In an actual lattice simulation, as will be shown below, one has the freedom of choosing
different sea and valence quark masses. Valence quarks mean those quarks that compose
hadrons, whereas sea quarks are the dynamical quarks appearing in quantum loop fluctu-
ations. One might even go one step further and use a completely different discretization
for the Dirac operator in the sea and in the valence sector.

The standard example to motivate these two approaches, is the pion two-point corre-
lation function. A pion, being a pseudoscalar, can be represented by the interpolating
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field

7t(z) = d(z)ysu(z) . (2.2)

The correlator, then, is given by

<0|7T_(33) 7T+(0)|0> = <0|ﬂ(1‘)’75d(1‘) d(0)75u(0)|())
= ;/DADqu [ﬂ(x)%d(:c)} [J(o)%u(o)} o SalAl~ [ a(D+m)a

1
=7 /DA tr [’75Gd(37, 0)75G(0, x)} e Sl TT det(Pyen + Miearg)
q

=— <tr thd(I, 0)75G (0, a:)D . (2.3)

gauge

From the second to the third line, the integration over the Grassmann-valued quark
fields ¢ and ¢ yields the quark determinant. The quark propagators

Gy(z,y) = (M)y (2.4)

and the trace over spinor and color indices result from Wick-contracting the quarks
within the interpolating fields. The last term indicates an averaging over the gauge
configurations weighted with the quark determinant. As indicated with the subscripts
sea and wval, the quark masses and the Dirac operator enter in two different ways: once
through the quark determinant and once through the quark propagators.

Generating statistically independent gauge configurations, which involves the sea masses,
is the most time-consuming step in a lattice simulation. It is, however, independent of
computing correlation functions, the step in which the valence masses enter. There is
thus no reason on the lattice for not choosing mge, # Mmya, or even more drastically,
lD sea 7£ ID val*

The first scenario with Mg # Mya is referred to as partial quenching® [25-27, [11]
12]. Clearly, it violates the unitarity of the theory, but having in mind the mentioned
computational costs, it makes sense to perform simulations at different valence quark
masses while keeping the sea masses fixed, in contrast to varying both quark masses at
the same time. Partially quenched simulations open the door to a wider range of feasible
quark masses; the benefit, however, is that the corresponding effective theory, partially
quenched chiral perturbation theory (PQChPT), involves the same low-energy constants
as standard ChPT and yields also the same results in the unitarity-restoring limit of
equal valence and sea quark masses. It is therefore possible to gain more information
about the ChPT couplings, which again is necessary to perform a reliable extrapolation
to the physical point.

An introduction to partially quenched QCD and its effective theory PQChPT will be
given in the next Section|2.1] The aim is to parameterize the unphysical effects stemming
from partial quenching. Since one recovers QCD by setting mgea = Myal, ONe expects these
effects to come with the difference of sea and valence quark masses.

2 The term has its origin in the quenched approximation of QCD where the quark determinant cancels
by giving the sea quarks an infinitely heavy mass.
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The second scenario, in which computations are performed with different Dirac op-
erators, Dy, # Dy, is called mized-action (MA) or hybrid-action simulations. The
motivation for doing so is, similarly to the partially quenched case, related to the com-
putational effort. When discretizing the action, one inevitably has to give up some of
the symmetries of continuum QCD. The most obvious one is rotational O(4) invariance,
which on the lattice reduces to a discrete subgroup. But also chiral symmetry can often
not be preserved. The computationally cheap Wilson action [20], for instance, explicitly
breaks this important symmetry through an additional term, the Wilson-term, which is
introduced to prevent the so-called fermion doubling problem. On the other hand, Dirac
operators of Ginsparg—Wilson type [13H16], for example, preserve chiral symmetry but
are computationally very expensive [I9]. An important aspect which favors the use of
symmetry-preserving discretizations is the fact that the more symmetry one loses in the
process of discretization, the stronger the operator mixing becomes on the lattice [12].
This, especially, is a crucial disadvantage for the computation of weak matrix elements
[24]. Note that the operator mixing mainly depends on the symmetries of operators
constructed from valence quarks. Further, the symmetry properties of correlation func-
tions like Eq. are entirely determined by the symmetry properties of the valence
Dirac operator. In view of computing time, it therefore seems like a good compromise
to choose a cheap discretization, like the Wilson action [20], in the sea sector, and more
symmetry-preserving discretization in the valence sector [40, 47H49).

In mixed-action simulations, unitarity can — due to different lattice artifacts in the two
sectors — not be restored by setting mge, = My [10, B1]. This stands in contrast to
partially quenched simulations where the bare quark masses can always be tuned to
yield the same renormalized quark mass. Near the continuum limit, however, it should
be possible to construct an effective theory a la Symanzik and match it to an effective
mixed-action chiral Lagrangian [23, 28] 29]. In this way, the unitarity-violating effects
will become explicit in form of the lattice spacing attached to operators that depend
either solely on the sea or the valence sector, or on those which mix both. The method
of matching SET to ChPT, and how mixed-action ChPT is constructed are the topics
of Section [2.2] Finally, in Chapter [3| the impact of the two unphysical effects, partial
quenching and mixed actions, on physical observables will be studied using the example
of the isospin-one scalar correlator. The calculation is extended in Chapter 4] to account
for the finite volume, which will show to enhance the unphysical effects.

2.1. Partially quenched chiral perturbation theory

2.1.1. Constructing the effective theory

The construction of chiral perturbation theory was based on the symmetries of the

underlying QCD Lagrangian. As a first step, it is thus imperative to formulate partially

quenched QCD (PQQCD) — that is, to explicitly distinguish between sea and valence

quarks — and to understand its symmetries. An elegant way was proposed by Morel [50].
1

Next to Ng sea and Ny valence quarks, he introduces Ny bosonic spin-5 ghost quarks
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Figure 2.1.: A typical PQQCD diagram with sea, valence, and ghost quark loop contributions (illus-
trated with thick, thin, and dashed lines, respectively). Valence and ghost loops cancel
leaving only sea quark loops.

(labeled in the following with §), which have the same mass as their valence counterparts.
The fermionic part of the PQQCD Lagrangian then reads [11, 12]

Ns NV
‘Cqug(gkCD = Z (jseai (leea + mseai)QSeai + Z [qvalj (lpval + mvalj)QValj + g;(leal + mvalj)qj}
i=1 j=1
where the quarks and their masses are collected as usual,
qT = <QSea7 Gval, (j) ) (j = ((jseay 6val7 (jT> ) m = dlag (mseam Myal, mval) . (26)

The two Dirac operators )., and ID,,, indicate the different discretizations one uses in
mixed-action QCD. For PQQCD, however, they are the same.
Due to the bosonic nature of the ghost fields,

1

det(wval + mval) 7
the valence and ghost quark determinants cancel exactly,

Zpaaen = / DADGDgeSclA-[ dza(P+m)a _ / DA SM det(Doy + Maca) . (2.8)

/ D Dge | it Prartmua)d — (2.7)

In the language of diagrams, valence and ghost loops cancel, since they come with a
relative minus sign, leaving only the sea quark loops. This is illustrated in Fig. [2.1]
The partially quenched theory is sick. It is not possible to rotate back to Minkowski space
without violating the spin-statistics theorem [I1) 12]. Nevertheless, since lattice QCD
works in Euclidean space, one can use the corresponding effective theory, PQChPT, as
a tool for obtaining fitting formulae for these simulations. In this way — as in standard
ChPT — one can fix the low-energy constants and then extrapolate to the point of equal
sea and valence masses.

Having the Lagrangian at hand, one can now analyze its symmetries. Besides a U(1)y and
an anomalous U(1)4 symmetry, the massless PQQCD Lagrangian exhibits the graded
symmetry? [27] 12]

GESU(NS+Nv‘Nv>L®SU(N5—|—N\/’N{/')R, (29)

3 The exact symmetry is actually not that of Eq. . This is due to the fact that the ghost fields ¢
and ¢! are not independent, that is, their chiral components do not transform independently as it is
the case with fermionic quarks. This is necessary for the convergence of the ghost functional integral.
However, the results of PQChPT based on this apparent symmetry are identical to those received by
using the true symmetry group [27].
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which will be the starting point for the construction of partially quenched chiral per-
turbation theory. Since in QCD, chiral symmetry is spontaneously broken, and QCD is
contained in PQQCD, one assumes the symmetry G to be spontaneously broken down
to the graded vector symmetry subgroup,

G — H = SU(Ns + Ny|Ny)y . (2.10)

Before parameterizing the associated (Ng + 2Ny )? — 1 Goldstone fields and building
invariant scalars using the trace technique introduced in Chapter [1] it is useful to get
familiar with some properties of graded groups [51] [IT]. Consider for example the matrix

U € SU(Ns + Ny|Ny),
A B
I — (C D) | (2.11)

with the following matrix dimensions:

A: (N5+Nv)X(N5+Nv), B: (N5+Nv)XNV
C: vi(NS+Nv), D: NVxNV

The term graded refers to the fact that A and D contain commuting, and B and C contain
anticommuting variables. U is a unitary matrix if complex conjugation is defined as
(UapUeq)" = UxU%,; and thus (U, Us)T = U;U{r. For graded matrices, the trace generalizes
to a “supertrace”,

strtU =trA—trD, (2.12)

to maintain cyclicity, e.g., str (U UyUs) = str (UyUsUy). One conveniently introduces a

grading factor ¢, to write
Ns+2Ny

strU =Y €U, (2.13)

a=1
that is, ¢, = +1 fora € {1,...,Ng+ Ny}, and ¢, = —1 fora € {Ng+ Ny +1,..., Ng+
2Ny }. Similar to the trace, the determinant is generalized to a “superdeterminant”,
det(A — BD™1C)
det D ’

sdet U = exp (str InU) = (2.14)
which satisfies sdet (U1Usy) = sdet U; - sdet Us.

Now back to the construction of PQChPT. The original argument of Weinberg for con-
structing a local effective field theory (EFT) is based on the unitarity of the underlying
theory [45]. Since PQQCD is not unitary, one has to assume that there exists a local
EFT which satisfies the symmetries of PQQCD and contains the corresponding Gold-
stone fields as the relevant degrees of freedom [I1]. One therefore parameterizes these
Goldstone fields as in Chapter [1| by a unitary matrix

Y(x) =exp (ij@(x)) ) (2.15)
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with

O(x) =3 ()T = <90(“") TZ(““')> . (2.16)

n(x) $(x)
The matrix X transforms under the graded symmetry group G as
> S Lert,  stES RyILY, (LR eG. (2.17)

Note that the constraint sdet> = 1 implies str® = trip — tr¢ = 0. The Nambu-
Goldstone “bosons” ®(z) are either bosonic or fermionic, depending on the quark con-
tent. Nevertheless, they will be referred to as mesons. The quark-antiquark Nambu-—
Goldstone bosons (NGBs) are contained in ¢, while ¢ consists of ghost-antighost NGBs.
1 and 7 contain the quark-antighost and ghost-antiquark fermionic NGBs, respectively.
The T are the Ng + 2Ny supertraceless generators of H. In practice, working in this
basis is rather inconvenient. Instead, one usually proceeds as follows. First, the constraint
sdet ¥ = 1 is removed, and hence ¥ € U(Ng+ Ny |Ny ). This is the equivalent to keeping
the heavy 1’ meson in unquenched ChPT. Further, one parameterizes the diagonal of ®
in terms of the single-flavor fields instead of the physical fields*:

U 7T+ K+ qu Quy Tui Tug}
™ D K Qu Qi Tu Ty
K~ KO S st st Tsi" ngj
1

1
(Pur) = =5 () = 5 Ql, Q%m Ql, X P* Ry Ry (2.18)
QLy Qdy Qly P~ Y Ry:i Ryg

T, T, TS, Rl R, X Pt
f it i Pop

Here, the indices u, d, and s refer to up, down, and strange sea quarks.  and y denote
valence quarks, and Z and ¢ label the corresponding ghost quarks. The diagonal elements
of ®(z), namely U, D, S, X, Y, X, and Y, are the single-flavor states u@, dd and so
forth. X, P™, P~, and Y stand for the valence-valence bound states zz, xy, yz, and yj.
Similarly, X, P*, P~, and Y are the ghost-ghost states 21, ¢!, 721, and §3'. Q, R,
and T' denote the sea-valence, valence-ghost, and sea-ghost bound states, respectively.
Another notation for 7, that will be employed later in Chapter [3] is the use of corre-
sponding quark labels instead of the numbering from 1 to 7. For example, Kt = 7,
X =Ty, P~ =my,, Y = my,, and so forth.

The super-singlet field &, can now be defined as the supertrace of ®,

1
Oy = ——=strd. (2.19)
V' Ns
Due to the axial anomaly, the super-singlet is a heavy meson. This is accounted for in
the effective Lagrangian by giving it a large mass mg ~ Apaq,

2
m

Lrqcner — Lpqenpr + 7N0 (str <I>)2 ) (2.20)
S

4 The number of valence quarks is not fixed, since they do not contribute to the dynamics. ®(z),
however, is given for Ny = 2, which is sufficient for the present calculations.
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At the end of a calculation, one projects out the singlet by sending mg — oo, [27].

The chiral symmetry of the PQQCD Lagrangian was found to be G = SU(Ng +
Ny|Ny)p ® SU(Ng + Ny|Ny)gr. The task is now to construct the most general local,
Euclidean-invariant, and G-invariant Lagrangian. In order to do that, the mass matrix
m of Eq. is promoted to a spurion x = 2By(s + ip), which transforms under G as
x — L x R'. In the end, x will be set to its constant value, Y = 2Bym. As before, the
building blocks are X, D3, x, their hermitian conjugate counterparts, and L, and R, .
The covariant derivative D, and the field-strength tensors L,, and R, involving the
sources [, and r, are just graded generalizations of the corresponding terms in ChPT.
It turns out that the PQ chiral Lagrangian, Lpqcwpr = L2+ L4+ . . ., is almost identical
to the standard ChPT version, with slight modifications [I1]:

f2

2
Ly = Zstr(DuZ D, — f4st]r(><zT + 35xT) + m2 3 (2.21)

Ly =— Ly[str(D,Y D,X"? — Ly str(D,X D, %) str(D,¥ D, %)
+ L3 str(D,X D, D,¥ D,%)
+ Ly str(D,Y DS str(xX" + XxT) + Ls str(D,% D, XX S + £x1))
— Lg[str(x ="+ 2xN]? = Ly [str(x 2" — 2x7)]?
— Lg str(xXTyZt + 2x T2y ")
+iLgstr(L,, D~ D,%" + R, D, X" D,%) + Lig str(L,, % R,, X"
+ Hy str(L,y Ly + Ry R,) — Ho str(xx") + Lwzw rq
+ LpqOrq (2.22)

Obviously, traces are replaced by supertraces. At O(p*), one finds a new term LpqOpq
containing four derivatives. In unquenched ChPT for Ng < 3, that term was not indepen-
dent from the other terms in the Lagrangian, which could be seen using Cayley—Hamilton
trace relations [11]. These, however, do not hold for graded matrices. Additionally to the
mass term m2®Z of the super-singlet, one should also write down a kinetic term. In fact,
since besides parity, @ is not constrained by symmetry, one should multiply every term
in Eq. by an arbitrary even function of ® coming with new free parameters [26].
This, however, is unnecessary because the dependence on these parameters vanishes if
the super-singlet is decoupled by sending mgo — oo, [217].

Lastly, it is very important mentioning that the low- and high-energy constants L; and H;
are the same as in unquenched ChPT. The reason is simply because QCD is contained in
PQQCD, and any correlation function with valence masses set equal to the sea masses
is identical to the corresponding QCD correlation function. PQChPT will thus prove
to be a powerful, though unphysical tool, to determine the free parameters of ChPT
by varying either the sea or the valence masses. Later, this will become clearer in the
example of the valence-valence pion mass given to NLO.
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2.1.2. Tree-level meson masses and propagators

In the following computations, the sources [,,, 7,, and the scalar density p are not needed.
The covariant derivatives D, in Lpgcnpr are therefore substituted for the normal partial
derivatives 0, and the notation is changed to x = 2Bym, with the diagonal mass matrix
m of Eq. (2.6). When reading off the meson masses, the notation x = M? is used.

The tree-level meson masses and propagators are obtained from L9 by expanding it up
to quadratic order in the meson fields ®(z) = %W(I),

2

1 1
£5° = Sstr(0,m 0,m) + gstr(xn?) + 510 (strm)?. (223)

For the flavor-off-diagonal states, the charged mesons, one finds the tree-level squared

meson masses®

M? + M?
M= ST By, a#D, (2.24)

and the propagators

con — —ipx con €p
ab (p2> = /d4xe p <7Tab($)7rba<0)> = m , a 7é b, (225)

where ¢, takes into account that the ghosts come with an extra minus sign from the

supertrace Eq. (2.13),

+1, if b1is a sea or a valence index,
€ = e . (2.26)
—1, if bis a ghost index.

This is the first sign of sickness of the partially quenched theory. While the bosonic
propagators involving only sea and valence quarks have the normal “physical” sign and
thus the usual Klein—Gordon form, the ghost-ghost propagators have an unphysical sign.
In particular, the fermionic propagators can have either sign:

. wn= Gy, ab= S8, SV, VV
P -Gyt = -G, ab=GG (2.27)
“o-Gsr = G, oab=5G, VG

However, it is these unphysical minus signs that will lead to cancelations between closed
valence and closed ghost loop contributions. The propagators Eq. (2.27)) are referred to
as connected propagators in terms of quark-flow:

(7)) = (2.28)
b

® In what follows, the sea masses My, M, and M3 are denoted by M, My, M,). Similarly, the va-
lence/ghost ones My = Mg and Ms = My read M, and, respectively, M,,.

21



The propagators of the flavor-diagonal states, the neutral mesons, are not that easily
calculable due to the super-singlet that mixes the neutral single-flavor states U, D, and
S. The corresponding part of the Lagrangian reads

LN’LO—ZG—“({)’ Dy Taa + 2)+mgz : (2.29)
2 - ) ,uﬂ-aa /ﬂraa Xaﬂ-aa 2NS — €aTaa y .

a

where a runs from 1 to Ng 4+ 2Ny. The full neutral propagator is deduced from
N =G+ H, (2.30)
where Gy is the free propagator,
(Gal)ab = (p2 + Mg)eaéab ; (231)

which stems from the first sum in Eq. (2.29). It equals the propagator Eq. (2.25) for
charged mesons. The second sum leads to a non-diagonal contribution

m2

Hap = e . 2.32
b NSE €y ( )
This term can be treated as a two-point vertex, which leads to a geometric sum. The
result for the inverse of G is [26] [52]

GoHGy

Gy =Go 1+ tr (GoH)

(2.33)

In the denominator, valence and ghost contributions to the trace cancel due to the
opposite sign of €, in Eq. (2.31). The full neutral propagator thus becomes

GNp) = [ dhee (g w)mn(0)) (2.34)
__€alw M 1 1
T P24 M2 Ns (02 + M2) (0 + M) | mi X
Ns = p*+M;

Diagrammatically, it can be represented by the free propagator (connected contribu-
tion) plus a sum of so-called hairpin diagrams containing m? insertions (disconnected
contributions) with sea quarks running in the loops:

GY=duGyr G
a a b
b a b
a S b
+ ) C ) ( (2.35)
a b
a S S b
+ ) ( ) ( ) (
a b
+ ..
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The diagonal elements G¥ seem to contain double poles, which is unphysical when
restricting to the sea quark sector a = sea. Thus, there must be hidden cancelations
coming from the denominator of the last fraction [I1]. This denominator, involving the
sum over the sea sector, is a third-order polynomial in p?. It has poles at the physical
masses for the 7%, 1, and 1’ mesons. One can rewrite Eq. and finally find a nice
form for the neutral propagator [52],

G = [ A e ™ (maa(@)mn(0)) = G Gia? (57) + Gl ()
€ada MG 1 (p* + M3) (p* + M3) (p* + M)

PP+ M2 N (p?+ M2) (p? + MZ) (0> + M2) (P> + M2) (p* + M2)
(2.36)

For clarity, the number of sea flavors, Ng, is not written out explicitly. Note that the
propagator for Ng = 2 sea flavors can be obtained simply by dropping the factors
(p? + xs) and the (p? + x,,).

For Ng = 3, the physical sea meson tree-level masses read (up to corrections of order
M*/mg)

M? + M3 + M?

1
M2 = . _ g\/Mf + MY+ M4 — M2M2 — M2M2 — M2M?,
M2+ M2+M? 1
M2 = ut 3d+ 5+§\/M;}+M§+MS4—MgMg—M,L%MS?—MgMS?, (2.37)
1
Mg,:mg+§(M5+M§+M3).

Now, it is convenient to integrate out the super-singlet. In the limit my — oo, the neutral
propagator reduces to [52]

_bw L (P MY 0+ M) (0 + M)
PP+ M2 Ny (p*+ M2) (p* + M) - (p* + M2) (> + M)’

and the mentioned cancelations become obvious. When a and b denote sea flavors
(u, d, or s), they cancel the corresponding terms in the numerator, and the propagator
can be written as a sum of single pole propagators using partial fraction decomposition.
This cancelation makes sense, since the sea sector should not know anything about the
valence and the ghost sector of the theory. On the contrary, if a = b denote a valence
or a ghost quark, there is a double pole. This is a clear manifestation that partially
quenched QCD is sick. Problems that arise with this unphysical pole will be discussed
in a moment, but first the commonly used limit of isospin symmetry in the sea sector
(M, = M,) will be shown. The tree-level pion and the eta mass simplify to

Gop(P) (2.38)

M? +2M?2
M7ro - Mua Mg - u—;s ) (239)
and hence, the neutral propagator reduces to
a(sa 1 2 M2 2 M2
GN(p?) = 0~ W+ M) (& M) (2.40)

T P2+ M2 N (p?+ M2) (p2+ Mg) - (p? + M2)’
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A further simplification would be the total degeneracy M, = My = M,, for which the
pion and the eta meson are degenerate with all single-flavor states U, D, and S, and
thus the factors (p* + M?2) and (p® + M?) cancel each other.

It is useful in an actual computation to rewrite the disconnected part of the propagator
with the help of partial fraction decomposition. The residues one finds are denoted as [53]

u,d, s _ =u,a,s w( u,d,s _ u,d, s
R’U(a,b,m,n) = 11 (M-2 _ MQ) and D, (a7b,7ro7n) = _8M2 U(a7b,7ro7n)' (2'41)
j:a,géﬂow ’ ‘ b
j#v

The upper and lower neutral meson states in the parenthesis of R, correspond to the
product indices ¢ and 7, respectively, where the factor with j = v is excluded from the
product in the denominator.

For flavors a # b, Eq. contains only single poles and can be expressed as

i 1 Rv(a%is )
G (r") = 772 Eb: S (2.42)
V=a,0,70,7 v

On the other hand, if a = b, the double pole leads to a different decomposition,

Gdisc(p2> _ _i Ra@r’od,’ns) _ L Z Dg(aqf;%,sﬂ) (2 43)
aa NS (p2 +M3>2 NS v p2 +M3 . .

Clearly, the first term vanishes when a denotes a sea meson. For a # sea, however, the
unphysical double pole comes with factors of M2, — My, = 2By(Mgea — Muyal) = A, as
anticipated, and thus vanishes only in the limit of equal valence and sea quark masses.
Apq can therefore be regarded as a characteristic parameter for the effects of partial
quenching. Intuitively, it seems plausible to keep this difference small to avoid large un-
physical effects, and indeed, one quickly realizes that the double pole affects many ob-

servables. As an example, the valence-valence pion mass to one-loop order for degenerate

sea (M, = My = ... = Ms.,) and degenerate valence quark masses (M, = M, = M) is
given [54]:
po ! "
2, tree 1+ 2 £9 (2M3a1 - Ms%aa) 111( ) 1) + (M\?al - Mfea)
8NS r r 8 r r .
+ N2 2L — Ly M2, + 7 2Lg — Ly] M2,

Here, the effect of the double pole is an infrared divergence of the so-called chiral log-
arithm when sending the valence mass to zero at fixed sea mass. The chiral limit can
therefore only be approached if the ratio of valence and sea mass is held constant.

There are many observables which are strongly affected by the double pole, for instance
the nucleon-nucleon potential [55] and the isospin-one scalar two-point function [34} [35]
38]. The present work focuses on this scalar correlator. The impact of partial quenching
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as well as the use of mixed actions (the topic of the next section) is studied in Chapters
and [l

Two last remarks are due. First, by setting the valence mass equal to the sea mass
in Eq. , one obtains the known expression from standard ChPT containing no
infrared-divergent logarithm [2].

The second remark concerns the determination of the low-energy constants L;. When
using fitting formulae for lattice simulations that are obtained from partially quenched
ChPT, one has more different masses at hand and thus more knobs to turn compared
to standard unquenched ChPT. In the example given above, one can vary either the sea
or the valence mass to determine 2Ly — L} or 2Ly — Lt, whereas with M., = M., one
has only access to the combination Ng [2L§ — L}] + [2L§ — LZ].

2.2. Mixed-action chiral perturbation theory

The aim of this section is to incorporate the lattice spacing into standard and partially
quenched ChPT, and to generalize the considerations to the scenario of Wilson quarks
in the sea and Ginsparg-Wilson quarks in the valence sector. The resulting mixed-action
chiral perturbation theory then allows to make the unitarity-violating effects of partial
quenching and the use of different discretizations explicit. An analysis of the scalar
correlator, a quantity that is strongly afflicted by these effects, follows in Chapters
and [4]

2.2.1. Matching Symanzik’s effective theory

The idea of how to take the lattice spacing into account in chiral perturbation theory
is very similar to the construction of ChPT itself [3 [6]. There, the quark masses were
treated as a perturbation to the chirally invariant Lagrangian. Promoting the quark mass
matrix to a spurion had then allowed for the construction of an effective Lagrangian made
of chirally invariant terms and to reproduce the correct pattern of symmetry breaking of
the QCD Lagrangian when setting the masses to their physical values. Now, concerning
the lattice spacing, one faces a two-step matching process. At first, one writes down the
Symanzik’s effective theory (SET), which is a systematic expansion in the lattice spacing
for the used lattice action. Then, one applies a spurion analysis, as it is done for the
quark masses, to every term in the Symanzik expansion in order to map the symmetries
and the pattern of symmetry breaking from the SET to an effective chiral Lagrangian.
Finally, the spurions are assigned to their constant values, and thus the lattice spacing
dependence is made explicit. Note that symmetry breaking in this context does not only
refer to chiral symmetry but also to rotational O(4) invariance and to other symmetries
like flavor symmetry which may not be respected by the lattice action.

It is now time to describe the outlined procedure in more detail. Symanzik showed
that at momenta much smaller than the lattice cutoff, p < Z, the lattice theory can be
described by an effective continuum theory [3]. The resulting effective action,

SSym = S() + CLSl + CL252 4+ ... s (245)
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consists, by construction, of the continuum dimension-zero QCD action Sy and of higher
dimensional effective operators contained in Sy, Ss, ... which multiply appropriate pow-
ers of the lattice spacing a. The leading term in the expansion is Sy, which is why, for
sufficiently small a (and quark masses m), the lattice theory exhibits the same spon-
taneous symmetry breaking pattern as the continuum theory [5] 6], and the low-energy
dynamics are therefore still dominated by the usual pseudo-Goldstone bosons (the light
mesons) stemming from the continuum term Sy. They now receive their small masses
from the explicit chiral symmetry breaking quark masses and from discretization effects.
The Symanzik action consists of all possible operators compatible with the symmetries
of the underlying lattice theory, that is, the SET will inevitably contain those operators
which respect the symmetries of the corresponding continuum action and those which
break them. In order to match the SET to an effective chiral Lagrangian [5] [6], one makes
use of the familiar spurion analysis. Promoting the constant prefactors in symmetry
breaking terms to spurion fields with appropriate behavior under chiral transformations
renders these terms chirally invariant. The chiral Lagrangian can then be constructed
from the Goldstone fields and these spurions.

Take for example the Wilson action for unquenched QCD and consider the leading
correction to the continuum term appearing in S; [4],

acl/d4as q(x)iow G (x)g(x), (2.46)

which is nothing but a Pauli term containing the field-strength tensor G, and an un-
known coefficient ¢;. This term can be made invariant under chiral transformations by
promoting ac; to a complex spurion field A,

acy q10,,Guq — 4110, G L Aqr + chiUWGWATqL , (2.47)
and letting it transform as
ASS LAR', AN S RALT (2.48)

This is exactly the same transformation behavior that was imposed on the mass matrix
m in order to make the continuum Lagrangian chirally invariant. Consequently, (2.48))
results in analogous terms in the chiral Lagrangian, for instance at leading order in
ChPT,

2
_ o tr(AX! + 2AY) (2.49)

where W, denotes a new low-energy constant similar to By. The spurion A is now set to
its constant value, A — ac;1 . xng, and ¢; is absorbed into W. Comparing the resulting
term to the mass term,

2
—ditr(ET +Y), a=2Wa, (2.50)
f2
—Ztr(XET +3x), X = 2Bym, (2.51)
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shows, that this order-a effect can be absorbed into the quark mass matrix according to

m—m' =m+ Fsa]lest ) (2.52)
Note that the Wilson action contains the so-called Wilson term, which explicitly breaks
chiral symmetry. In the SET, this corresponds to a dimension-three operator ¢ gq mul-
tiplying the inverse lattice spacing, where ¢ is an unknown constant. The bare lattice
quark masses mq which occur in the action therefore receive an additive mass renormal-
ization ¢/a. Commonly, one uses a vanishing pion mass for the definiton of the lattice
renormalized quark masses

M? = 2Bym/ & m' = Zn, (mo — C) =0. (2.53)
a

In this way, the critical mass m. = ¢ automatically accounts for the order-a shifts in

Eq. .

The mentioned remaining O(a) terms in the effective Lagrangian can be simply written
down by copying every mass term in Eq. (L.48)), replacing one power of x with the
lattice spacing @, and renaming the associated low-energy constant L; to W;. The result
is Wilson chiral perturbation theory (WChPT) [56] including lattice spacing effects up
to order-a.

Now, how does the transition from WChPT to partially quenched WChPT happen?
It turns out [28] that the operators in the Symanzik expansion have exactly the same
form, and one only has to substitute the quark vectors ¢ and ¢ for the partially quenched
ones Eq. , which comprise the sea, valence, and ghost quarks. As a consequence,
the terms appearing in the effective Lagrangian are also the same, except for the re-
placement tr — str and the fact that the meson matrix ¥ = exp(%q)) describes the
(Ng + 2Ny )? — 1 Goldstone fields of partially quenched QCD. The resulting effective
Lagrangian, containing lattice spacing effects up to and including O(a?), consists of the
continuum partially quenched Lagrangian®

Lpqener = L2+ L4+ ... (2.54)

2 2
Ly = J;str(ﬁuE 9,21 — J;str(xzT + ¥x) + mi®;

Ly =— Ly[str(9,2 0, 5N — Ly str(9,% 9,51 str(9,% 9,5)
+ Ly str(9,2 0,51 0,5 0,51) + Ly str(9,% 9,57 str(x 2T + Xy)
+ L str(0,2 9,2 [xZ1 + Bx]) — Lg[str(x 2" + Zx)]?
— L[str(xST — £x)]? — Lg str(xX ST + SxEy)
— Hy str(xy) (2.55)

6 Remember that the sources [, and r, as well as the scalar density p were set to zero.
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and of the following a-dependent terms’:

Lla] = — a — str Y) (2.56)

(!
+ aW4 str(0,X0 ET) str(2F 4 )
+ aWsstr(9,2 0,212 + X))
— aWgstr(xXF + Zy) str(2F + )
— aWystr(xST — 2x) str(2F — %)
— aWgstr(yXTET + 2¥)

L[a?] = — a>W} [str(ST + X)]? — a2W, [str(SF — 2))?
— a*Wy str(STET 4 2%) (2.57)

The given Lagrangian is valid in the so-called GSM regime (the regime of generic small
quark masses) [57, 58], in which the lattice spacing a counts as one power of m, or
equivalently as two powers of p. The leading order Lagrangian therefore contains terms of
O(p?, m,a), whereas the NLO Lagrangian comprises terms of O(p*, p>m, p*a, m? ma, a?).
The next and most relevant step for the present work is the extension of the described
matching process to mixed-action ChPT with Wilson quarks in the sea and Ginsparg—
Wilson quarks in the valence sector.

Dirac operators of GW-type satisfy the Ginsparg—Wilson relation [17],

{757 D} = aD’YSD ) (258)

which in the continuum limit reproduces the continuum condition for chiral symmetry.
The consequence of this relation is an exact chiral symmetry of the fermion action [I§].
One can thus conclude that the continuum chiral Lagrangian will be nearly unchanged
when matching the SET for Ginsparg—Wilson fermions. In the GW action, rotational
O(4) invariance is the only explicitly broken symmetry. This manifests itself in operators
of O(a?) or higher in the Symanzik expansion [28]. Corresponding terms in the effective
Lagrangian must carry at least four partial derivatives d,. Multiplying these with two
or more powers of the lattice spacing makes these terms negligible to the order that is
considered in the present work.®

Now, with Wilson quarks in the sea and GW quarks in the valence sector, the symmetry
of the lattice action is no longer Gpq = SU(Ng + Ny |Ny ), ® SU(Ng + Ny |Ny)g, but
rather [28]

Guia = SU(Ns), ® SU(Ns)r ® SU(Ny|Nv)z ® SU(Ny|Ny)r . (2.59)

Gsea Gyal

" Effects of order a? originate from dimension-six operators contained in S, in the Symanzik expansion.
The corresponding spurion analysis was done in Ref. [2§].

8 Of course, rotational O(4) invariance is also broken by the Wilson action, but with the same reasoning
one finds the effects on the chiral Lagrangian to be of too high an order.
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In the limit of vanishing quark masses, G, becomes an exact symmetry; Gge., however,
is explicitly broken down to SU(Ng)y by the Wilson term.

The leading term, Sy, in the Symanzik expansion is the continuum action of partially
quenched QCD, which is invariant under Gpq for massless quarks. Now, the argument
is as before: For small enough lattice spacings a and quark masses m, the continuum
term Sy determines the pattern of spontaneous symmetry breaking in the effective the-
ory [23,28]. This means that the low-energy dynamics of mixed-action QCD can be
described by the same (Ng + 2Ny)? — 1 Goldstone bosons of PQQCD. The effective
chiral Lagrangian is then constructed from the SET by introducing spurions that make
the Symanzik action invariant under Gpq. In the end, as usual, the spurions are assigned
to their constant values.

The complete derivation can be found in Ref. [28]. The result is quite similar to the case
discussed before where the same Wilson action was used in both the sea and the valence
sector. The mixed-action effective Lagrangian,

Lya = EPQChPT + E[a] + £[a2] +..., (260)

is made up of the continuum partially quenched Lagrangian, Eq. (2.54), and of the
following lattice spacing dependent parts:

Lla] = — a — str Ps¥t + % Ps) (2.61)

(P
- aW4 str(9,% 9,21 str(Ps%T + Y Ps)

+ aWsstr(9,% 0,51 [PsXt + L Ps))

— aWs str(XET + 2x) str(PsXt + L Pg)
— aWystr(x 2 — Zy) str(PsXt — X Pg)
— aWgstr(x2TPsS + ©PgYy)

L[a?] = — a*W} [str(PsXt + X Pg)]? — a* W [str(PsXt — X Pg)]?
— a2W} str(PsX PsXT 4+ X PsY Ps) — a2W)yy str(PsX PsXY) (2.62)

Except for the Wy,-term in the order-a® Lagrangian, £[a] and L[a?] are carbon copies of
Egs. and with insertions of Py at appropriate places. Ps = diag(1 y4xnsg,0)
is nothing but a projector on the sea sector, which guarantees that there are no O(a)
and O(a?) effects in the pure valence sector of the theory. This is expected due to the
exact chiral symmetry of GW quarks.

As before, the order-a shift of Eq. can be applied, this time, however, only to the
sea masses. Whenever such a mass shows up in the following considerations, this shift is
implied,

M? = 2Bym; + 2Wya,, i=u,d,s, (2.63)
M? = 2Bym, , v=u1a,y. (2.64)

Note that for O(a)-improved Wilson fermions, this shift as well as all O(a) terms in the
effective Lagrangian vanish.
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Where does the new term —a?Wy, str(PsXPsX'), in the following referred to as mix-
term, come from? Due to the different discretizations, there is no transformation that
can rotate sea quarks into valence quarks and vice versa. This reduced symmetry allows
for new operators in the Symanzik expansion and consequently leads to this new term
coming with a new low-energy constant Wj,.? In fact, the nature of this term is universal
for all mixed-action theories [30].

2.2.2. Changes in the tree-level masses and propagators

With the effective Lagrangian at hand, it is now possible to tackle calculations. At first,
the tree-level squared meson masses for charged mesons, now afflicted by lattice spacing
effects, will be computed. In the GSM regime, nothing really changes, since only the sea
quark masses receive an additional shift proportional to a. Expanding the Lagrangian
in the meson fields ®(z) = \%W(SE) therefore simply yields

M? + M}

5 )
When decreasing the quark masses at fixed lattice spacing in a lattice simulation, one
will eventually reach the point where the LO quark mass term and the NLO a?-terms
are of comparable size. Therefore, the power counting has to be modified to m ~ a?,
that is, all O(a?) terms are promoted to be of leading order. This scenario is often called
the regime of large cutoff effects [59]. As a consequence, the effective Lagrangian Ly
in Eq. is no longer valid at next-to-leading order, and one should in principle
construct higher-order terms that could possibly serve to cancel appearing divergencies
in a loop calculation. The computation of the scalar correlator in Chapter [3| however,
does not yield such divergent terms. It is thus sufficient for the current purposes to work
Carrying out the expansion in the meson fields reveals the following changes in the
squared meson masses for mesons made of sea-sea, sea-valence/valence-sea, or valence-
valence quarks (valence does also include the ghosts) [31]:

M2,

a

(2.65)

M2, — M2, 4 a*Agea

M2 — M2 4 a® Ay + 62AL (2.66)

mix mix
2 2
Mval - Mval

The shift parameters Agea, Amix, and Al . are given by

16 2 4
Asea — F(NSWé + Wé) y Amix = FWM ; Ainix — F(2N5Wé + ng) . (267)
As expected, the masses of mesons made entirely out of valence (and/or ghost) quarks are
not affected by discretization effects up to order-a?. The squared sea-sea meson masses,

9 Note that the mix-term in Ref. [28] reads —a?Wyy str(r3X7m3%"), with 73 = (Ps, —Py) and Py =
diag(0, Tox,, x2n, ) being the projector on the valence sector. Since str(r3Xm3X1) = 4str(PsX PsXT) +
const., the low-energy constant Wy, differs by a factor of 4.
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however, are shifted by a2As.,. The mixed meson masses are the first quantities in which
the new low-energy constant W), enters, but they also receive another contribution AJ ;.
stemming from the sea quark. The shifts Eq. are also implied in the neutral sector,
in particular also for M2 and Mg

In contrast to the GSM regime, the tree-level masses of the three different meson types
are no longer trivially related,

M7 + M,

M?
(A0 ;é 2

(2.68)
Here, 7 denotes a sea and v a valence quark.

Up next is the determination of the propagators. The charged ones are simply the same
as in Eq. , one only has to substitute the corresponding masses for the masses in
Eq. .

The neutral propagators on the other hand are not that easily computable. In Ref. [37],
the valence-valence propagator was calculated for degenerate sea quarks and degenerate
valence quarks. In the following, the generalization to any quark type and to the non-
degenerate case will be given. For this purpose, it is adequate to adopt the authors’
notation. Note, however, that they focus at first on Wilson-like mixed actions and then
specify their result to the Wilson-GW and GW-GW cases. This means that the valence
quarks are not necessarily chiral quarks, and the tree-level meson masses in Eq.
take a slightly different form. For further details, the reader is referred to the comments
between Egs. (13) and (14) in Ref. [37].

The operator at O(a?) in the Lagrangian that is relevant for the neutral propagator is

a generalization of the W7 term in Eqs. (2.57) and (2.62)),

2

0 Lyyy[a’] = —@2{6 [ysg[str(PSZT — YPs)2 + v [str(PyEt — B Py

+2ysv str(PsXf — $Pg) str(Py S — BPy)|. (2.69)

Ps and Py are the projectors on the sea and the valence sector, respectively. Note that
in Ref. [37], f is defined with an additional factor /2.

Using the same Wilson action in both the sea and the valence sector implies vss = vsy =
Yy, and taking the valence quarks to be of GW-type results in ysy = vy = 0 due to
the exact chiral symmetry. In these two scenarios, 0Ly, reduces to the corresponding
W7 term in Egs. and (2.62), with ygs = }—SW%

Before proceeding, it is useful to split the super-singlet ®, into its sea and its va-
lence/ghost part [37], &g = &5 + ®}. These are given by

1 Ns v 1 Nst2Ny
Z Do, o) = Z €aPuq -
VNs .21 VN a=Ng+1

As in Eq. (2.29), the effective Lagrangian must be expanded up to quadratic order in the
meson fields for obtaining the neutral propagator. For the singlet part, one then finds

(2.70)

Loy = pag (95)> + 2udy D5y + piy (47, (2.71)
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where

2 2 2
2 my ~9 2 my ~9 2 my ~9
=— 44 =—+4a =—+a . 2.72
Hss NS Yss Mgy NS VSV, vy NS Wwv ( )

Note that in contrast to Ref. [37], the mass term of the super-singlet is defined with an
additional factor 1/Ng.
The neutral propagator including lattice effects up to O(a?) is deduced from

N=Gt+H (2.73)
with the connected propagators
(G b = (0 + M7)eabas (2.74)
and the non-diagonal contribution
Hap = SasObsiizg + (0as0bv + 0av0bs) €atplity + OavOpveatoity - (2.75)

The Kronecker deltas have indices S and V', which stand for a sea quark, and a va-
lence/ghost quark, respectively. Written in matrix form to visualize the structure of

Gy, Equation (2.73) reads

(G Yss 1 +udgs +Hudy  —piy
Gy = (Go vy ) + | +udy by —pby |- (2.76)
—(Gy vy —pdy —pPy by

Here, the p?’s are meant to be multiplying the matrix of ones with appropriate dimen-
sions. The matrices containing the inverse connected sea and connected valence/ghost
propagators are given by

1 PP +M; 1 P24 M2
(G )ss = ey and (G = ( : p2+M2) S @
p2+MS2 Yy
Inspired by the neutral propagator in the continuum, Eq. (2.36), and the symmetry of
Gy, one can expect its inverse to be given by

6a(sab Kab (p2)

Go(p?) = - , (2.78)
b P2+ M2 (p?+ M2)(p®+ M)

where the K, need to be fixed by the condition (Gn)as(G ' )se = Lae. When solving
this system of equations, one makes use of K, = K, and of the symmetry between the
sea-valence and the sea-ghost sector, K;, = K, ,+n,, Where ¢ denotes a sea index and v
a valence index. One finds

WabP(U, d, S) + NSVabP(ﬂ-Ov T/)

Ku(p®) =
() P(u,d,s) + NgpuzsP(mo,n)

(2.79)
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in which

P(u,d,s) = (p* + My)(p" + M) (p* + M7) ,

P(mo,n) = (p* + M2 )(p* + M),
) ) ) (2.80)
Wap = 0as0sitss + (0a50by + 6avibs) figy + OavOby iy

Var = |15ty — 11y ] Supsendipsca -

Here, M, and M, denote the physical neutral meson masses of the pion and the eta,
as defined in (2.37), now including the O(a) and O(a?) corrections as in Eq. (2.66).
Equation @ is given for Ng = 3, but as before, the case Ng = 2 can be obtained by
dropping the (p? + M?2) and (p* + M;}) factors in Eq. (2.80).

Interestingly, for Wilson sea quarks (yss # 0), there is an O(a?) contribution V,; to the
propagator that only affects the valence and the ghost sector, whether the valence quarks
are chiral or not. This is due to the graded nature of the meson matrix and the equality
of valence and ghost masses. For the same reason, the sea-sea and the sea-valence sector
do not depend on yy .

Finally, the super-singlet is decoupled by sending mg — oo:

p? + M2) (p* + M3) (p* + M?)

N
Kab(p ) - Ns(pQ -+ MEO)(pQ + Mg)

+ &2 (VSS + wv — 275\/) 5a;ﬁsea5b;£sea (281)

One immediately sees that the O(a?) corrections stemming from (5£W4 affect only the
pure valence sector (including the ghosts). If the same Wilson action is used for both the
sea and the valence quarks, that term vanishes, since vgs = vsv = Yy v. This, however,
does not imply that there are no O(a?) corrections. The theory just reduces to standard
partially quenched ChPT with the lattice corrections absorbed into the squared meson
masses via a generalization of Eq. (2.66). With chiral quarks in the sea and in the valence
sector, all gammas are zero.

The relevant case in the present work, however, is that of Wilson sea quarks and GW
valence quarks. That is, vy = vy = 0 and vygs = %Wé The neutral propagator is
thus given by

€a0ab 1 (p* 4+ M2) (p* + M3) (p* + M2)

Gé\é(pQ): 2 2 N (2 2 (2 2 2 2 2 2
p*+ M2 Ns(p?+ M2)(p* + M) - (p* + M%) (p* + M2)

2.82
6a7ésea§b;ésea ( )

P+ M2) (p> + M)~

— @*ss (

The lack of symmetry in the sea sector, or rather the missing symmetry between the sea
and the valence sector, directly influences the valence sector of the theory.

It seems like the lattice corrections coming with vgs (W7) are independent of the number
of sea flavors. This is a priori not true, since all low-energy constants do depend on Ng.
A pleasant byproduct of the result in Eq. is the fact that an actual mixed-action
computation does not get a lot more complicated than a usual partially quenched one.
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The only slight modification is the partial fraction decomposition of the second term. If
the masses M, and M, are unequal, then

1 1
1 MZ—M2 M2—M?
— a a 2.83
(p? + M2) (p* + M?) p2+M3+p2+Mb2’ (2:83)

Nsa?yss
MZ—M2 "

On the other hand, if M, equals M,, the double pole residue receives a shift according
to Rpp — Rpp + Nsa*vss.

For example, with Ng = 2 sea flavors, isospin symmetry M, = My, and M, = M,, this
shift reads

and one simply has to shift the corresponding single pole residues by =+

(M — M) — (Mg — M) +20™yss (2.84)

The last brief comment in this chapter concerns the issue of quark mass tunings. Since
the squared masses of sea-sea, mixed, and valence-valence mesons receive different shifts
caused by the non-zero lattice spacing, one must decide how to tune the bare quark
masses in order to get the desired meson masses. In view of the expression above, one
can, e.g., tune the valence quark mass to yield M, = M,. Another possibility is to
tune such that the whole double pole residue vanishes [37]. This, however, is difficult
in practice since it requires a quantity sensitive to the mass of the super-singlet. In the
continuum limit, these tunings are of course equivalent. In the next chapter, when the
scalar correlator is discussed, the tuning of the quark masses will be addressed again.
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3. The scalar correlator

This chapter is devoted to the isospin-one scalar two-point function [32] 34-36] at large
time separations in partially quenched and mixed-action chiral perturbation theory. After
a motivation why this is a useful quantity in lattice simulations, the leading contribution
to the scalar correlator in PQChPT is derived, and the unphysical effects of the double
pole are studied. Afterwards, the impact of non-zero lattice spacings and the use of
mixed actions is analyzed. Chapter [4] then, will concentrate on finite volume effects,
which will turn out to especially affect the double pole.

3.1. Motivation

This introduction follows mainly Ref. [35]. In lattice QCD, hadron correlators are used to
compute hadron masses and energies of excited states. The concrete procedure is often
referred to as hadron spectroscopy calculations [24]. The correlator of interest in the
present work is the isospin-one scalar two-point function, which in standard unquenched
QCD is given by

C(t) = /dBE (0|d(z)u(x) w(0)d(0)|0) . (3.1)

Like all lattice correlators, C'(t) can be represented by a sum of decaying exponentials
where each exponent corresponds to a specific energy level. C(t) receives contributions
from the propagation of the scalar ag meson, C'(t) oc ™! and from multi-hadron in-
termediate states, the most important of which is the so-called bubble contribution B(t)
where two pseudoscalars propagate. This is illustrated in Fig. 3.1} In 2 + 1 flavor QCD,
the possible intermediate states in the bubble diagram are 7n, KK, and mn'. For two
flavors, only 77/ is allowed.

At large time separations and small quark masses, B(t) gives a sizable contribution to
the correlator and will eventually dominate its shape,

C(t)=Ae ™' + B(t) +.... (3.2)

The dots represent excited scalar meson states as well as other less important multi-
hadron intermediate states, which will not be considered here.

The aim of Ref. [34, [35] was to determine the mass of the scalar ag meson, which appeared
to be difficult due to the bubble contribution shadowing the interesting ag-part.
Besides the extraction of m,,, the scalar correlator is interesting for another reason:
It allows to gain more insight into the violation of unitarity occurring in unphysical
lattice simulations, since it is a quantity which is extremely sensitive to the associated
effects. Depending on the chosen quark masses and discretizations, C(t) is found to be
negative at large t [32-35]. This behavior can be explained in the framework of partially
quenched and mixed-action ChPT, where the bubble can give rise to unphysical negative
contributions to the scalar correlator, mainly due to the double pole in the disconnected
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Figure 3.1.: Diagrams contributing to the scalar correlator. Figure represents the propagation of
the scalar ag meson, and Fig. shows the so-called bubble diagram with the possible
two-pseudoscalar intermediate states 7, KK, and 77/.

propagators. At large time separations, when all heavy intermediate states have been
decayed, C'(t) will be a tool to check whether mixed-action ChPT describes all unitarity-
violating effects [38], and, if so, to quantify the size and signs of the new low-energy
constants associated with them. This is one of the motivations for this thesis.

In the following, the scalar correlator is derived for Wilson sea and Ginsparg—Wilson
valence quarks. Essentially, the form will be the same as in Ref. [35] where staggered sea
quarks were used. The authors, however, directly computed the mixed-action correlator
in a finite volume (as in Ref. [34]) and used lattice momenta instead of “standard” quan-
tized momenta that occur in a box with periodic boundary conditions [7-9]. The final
expression Eq. (24) in Ref. [34] contains five sums over all possible values of lattice mo-
menta and is therefore quite cumbersome. As a consequence, fitting lattice data to that
expression becomes very time-consuming, in particular for increasing lattice volumes.
Moreover, it is not clear how the infinite volume limit is approached.

The calculation in the present work is organized in a different way. At first, the correlator
is derived in the infinite volume. This will already make the unphysical effects visible.
Then, the computation is carried over into a finite volume. The aim is to rewrite the sums
over momenta such that the resulting expression is easy to handle in a fitting process,
and, furthermore, that higher-order terms in the sums are suppressed with larger box
sizes. In this way, one recovers the infinite volume result in the limit of infinitely large
lattice volumes.

3.2. Partially quenched infinite volume computation

3.2.1. The computation

In partially quenched QCD, the valence-valence scalar two-point function is given by!’

CRP(t) = [ EF ORI (@) = [ d'E (Ofi()a(@) 2(O)y(0)]0) ,  (33)

10The space-time point z in brackets is not to be confused with the valence quark placeholders = and y.
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which corresponds to

CEA(@) =

| PADGDg [jla)a(x) (0)y(0)] eSS tvalPem)a (3.4
ZPQQCD

in the path integral formulation. This is the same as functional differentiating Zpqqcp
with respect to the corresponding entries of the mass matrix m (which is being promoted
to a space-time dependent object, that is, it equals the scalar density s),

CPQQCD () 1 6*Zpqqen

. 3.5
Y ZPQQCD 5m9€y<0) 5myﬂ? (.T) m—diag(m) ( )

Analogously, one considers the generating functional of PQChPT,
A —— / Dy o= J A L2 +Law) ] (3.6)

and works out the same functional derivatives [34 [35]. A detailed calculation can be
found in Appendix [A] The expression one receives reads

5o () = Bl g [sa) + wiw)]_[200) + 570)] )

(3.7)
+ 4B§ 6(2) {01 [2Ls (SarSyy + BL, 5}, ) (0) + 2Ha)[0)

which has to be expanded up to quadratic oder in the meson fields m(x). For flavor

indices x # y, one finds

Cya® " (2) = By (0] (2)]ay [ (0)],|0) + 885 6(x) [2Ls + Ha] - (3.8)

The two low- and high-energy constants Lg and Hs, enter the correlator as contact
terms. As explained in the first chapter, they are necessary for the renormalization of
ngQChPT(O). They play no role at large time separations and will therefore be dropped
in the following considerations.

The full PQQCD correlator includes the ay propagation and the 77’ bubble. One has no
access to the 77’ intermediate state when the heavy eta prime meson is decoupled from
the theory. At large space-time separations x, though, these heavy indermediate states
have been decayed, and C’ngChPT(I) matches C’;CQQCD(x) up to truncation errors in the
chiral expansion.

According to Wick’s theorem, Eq. can be reduced to a sum of products of two-
point functions, which involve only two fields. Among the non-zero contractions, the
propagators with ghost quarks cancel the corresponding valence quark propagators. The
correlator is then given by (see Appendix [Al

PQChPT con disc disc disc
C@B (r) = BQ[<7sz Tyz) (2 (TaaTyy) + (TaeTaz)  + (TyyTyy) )

+Z TiTiz) mywyl)con}, (3.9)
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Figure 3.2.: Quark-flow diagrams corresponding to the bubble diagram in Fig. m The connected-
disconnected valence pion propagations are shown in Fig. in which the quark labels
correspond to the term (m,,my,)"" (71'9317ryy>dmC in Eq. (3.9). The other two disconnected
diagrams can be obtained by changing the upper yy or zz labels to zz and/or yy, respec-
tively. All possible iterations of sea quark loops from the disconnected propagator Eq.
are implied in this hairpin diagram. The connected mixed pion and mixed kaon propaga-
tions are visualized in Fig.[3.2b] where ¢ stands for a sea quark u, d, or s. Note that among
all connected diagrams, the valence loops have been canceled by the ghost loops as described
before. This leaves only the shown diagram with a sea quark running in the loop.

where for shortness (mm) denotes (m(x)m2(0)). These two-point functions are those of

Egs. (2.25) and (2.38),

con d4p con/, 2\ .ipT
<7Tab($)7rba(0)> = / (271')4 ab (p )e ) (310)
isc d4p isc ipT
(Faa(@)ma(0))™ = [ G () e (3.11)
with the momentum-space propagators
con Eb
con(p?) = T (3.12)
ab
. 1 2 M2 2 M2 2 M2
G;i;)sc(pQ) - (p + u) (p + d) (p + s) (313)

Ns (p? + M2) (p? + M2) - (p2 + M2) (p* + M2)

The scalar correlator consists of connected and disconnected parts. For the three-flavor
case, Ng = 3, the connected parts are mixed pion and mixed kaon intermediate states
stemming from the sum over the sea index ¢. The other three terms give rise to discon-
nected contributions involving valence pions. This is illustrated in Fig. [3.2]

From now on, all calculations will be restricted to the scenario of isopsin symmetry,
M, = My # My and M, = M,. In this limit M, equals the sea pion mass M,,, and
(M7 + M})/2 — M is the squared valence pion mass. The mixed pions and kaons have
CZ:F’;QChPT

the masses M,, and M,,, respectively. The correlator will be denoted as —

Cg; ! and in the case of two sea flavors, it will be abbreviated by Cj,. A generalization of

the subsequent calculations to non-degenerate quarks involves more terms to deal with.

The final expressions for C’;; 1 can be found in Appendix @ The scalar correlator now
simplifies to
Cyg;_l (27) = Bg 4 <7T:L‘x7rxoc>con <7Ta:x7rxoc>disc + Z <7rxi7ria:>con <7Tix7roci>con} . (314)

1=u,u,s
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In the limit of equal sea and valence masses, one indeed recovers the QCD result
C;;r e C’fh“ with a pion—eta and a kaon—antikaon intermediate state,

21 () = B2 §<m> () + (KR (KK (3.15)

Remember that the heavy eta prime meson was decoupled from the theory and therefore
no () (n'n’) term appears. That is also the reason why one finds a vanishing correlator,
Cjz(x) = 0, in the case of two sea flavors, since the 77’ intermediate state is the only
one allowed for Ng = 2.

Now back to the partially quenched correlator. A partial fraction decomposition yields
the following expressions for the disconnected valence-valence propagator,

' 1[ M2 - M? 1
Noe=2: disc/,. 2 —_ _ u T 1
. L[ R.(%) D% Di(%)
Ne =3 disc/,.2 - _ n T\ n n\ x 1
T [ R PR

with R, (%;°), Dg(%?°), and Dy (*;°) being the corresponding residues of the decomposition
(see Eq. ) For the current purpose, it is useful to define so-called bubble functions.
These are products of two propagators including the integration over the spatial volume,
multiplied with the square of the low-energy constant Bjy:

(3.18)

d4 ipx d4k ik
Bsp(t,Ma,Mb)EBg/d3f/ b _° /( ¢

2m)4tp2+ M2 ) (2m)* k2 + M}

Here, SP stands for single pole. Equivalently, the double pole (DP) contribution is being
defined as

d4 ipT d4k, ikx
b_¢© / ¢ (3.19)

Bop(t, My, M EBQ/dB’*/
DP( , ) b) 0 X (271')4 p? + Mf (271')4 (k?2 + sz)Q ’

where in the case of isospin symmetry only Bpp(t, M,, M,) is needed.

With this notation, the correlator can be written in a very convenient form. Before doing
so, it is appropriate to simplify the bubble functions to expressions, which are easier to
handle. Note that in comparison to Refs. [34] [35], the integrals correspond to sums over
lattice momenta. The Z-sum projects on p + k= 0, and the authors are left with five
sums, which cannot be simplified anymore. This is not the case in the present approach.
In order to save writing too many subscripts, the following convention is used,

Bsppp(t, Mo, My) — Bsppp(t, M, m), (3.20)

where, in this notation, m must not to be confused with the quark masses.
The original expression of the bubble function Eq. (3.18)) can be reduced to a single
integral over a closed interval (see Appendix ,

1
B2 _ m2+c(1\l27”m2)
Bep(t, M,m) = ——2 /dce Ve (3.21)
0

1672t
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Although the integrand is asymmetrical for M # m, the value of the integral remains
the same when interchanging M and m. This can be seen by substituting the integration
variable ¢ for (1 — ¢) and reversing the limits of integration. Setting M = m yields the
single pole bubble function for equal masses,

Bap (£, m,m) / de o VAED (3.22)

167r2|t|

The double pole bubble function can be obtained from the connected one by differenti-
ating with respect to the mass,

1 0
Bpp(t,m,m) = ~55 (t,m,m). (3.23)
One therefore simply gets
e c(l—c)
Bpp(t,m,m) = 0 /dc —_— (3.24)
6472m / (1 —c)

Apparently, in comparison to the single pole one, the double pole bubble function is
enhanced by a factor ﬁ at large t.
It is insightful to show the asymptotic behavior of the three functions using a saddle-

point approximation. Up to corrections of O(t~*/2), one finds

Bg \/Mm . e_(MJ"m)'t‘
82132 (M + m)*? |t[*/2

BSP (ta M7 m) = 3
Bg e—2m|t|

Be(tsmom) = o578 el

(3.25)

B§ 1+ 4mlt| o-2mlt

Bop(t,mm) = oxe 57 md/2[t[3/2

While all three bubble functions fall off exponentially and are suppressed by a factor
1/[t]*/2, the double pole bubble function has a second contribution coming with an
additional factor |t|, which clearly dominates Bpp in the limit t — co.

What are the implications for the scalar correlator? The double pole arises from valence
pions in the disconnected propagator. Decreasing the valence masses while keeping the
sea masses fixed therefore not only increases the partial quenching parameter A%Q =
M2, — M?2,, which comes with the double pole, but it also enhances the effect of the

unphysical double pole bubble contribution itself. This will be illustrated in the following
subsections.
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3.2.2. The scalar correlator for Ng = 2 sea flavors

Starting at first with two sea flavors, the scalar correlator reads

Cya(t) = =2 (Mi - Mf) Bpp(t, My, My) — 2Bgsp(t, My, M) + 2Bsp(t, Myg, M) -
(3.26)
The first two terms are double and single pole contributions stemming from the valence
pions; the factor (M2 — M?) is the double pole residue, and the last term indicates the
connected mixed pions. Due to the previously described behavior of the bubble functions,
one sees that the full correlator, to which the ag as well as the 77’ intermediate state
contribute with a positive sign, can get negative if the valence mass is chosen to be
smaller than the sea mass. This unphysical effect of partial quenching was also observed
in Refs. [34], 35].
Clearly, the correlator vanishes for equal sea and valence quark masses,

Calt) M=, (1) = 0, (3.27)

since M2, = % — M? = M?2. If the same Wilson or GW action is used in the
sea and in the valence sector, this result still holds. In the GW case, this is because up
to order-a?, the meson masses are not afflicted by lattice spacing artifacts. For Wilson
quarks on the other hand, all squared meson masses receive the same shift caused by
the non-zero lattice spacing, and thus the difference (M2 — M?) does not depend on a.

3.2.3. The scalar correlator for Ng = 2 + 1 sea flavors

In this case, the partial fraction decomposition yields

4 U, S 4 X (U, S
CaHl(t) = — ng( +°) - Bop(t, My, M) — ng( +%) - Bsp(t, My, M,) (3.28)
4 X (U, S
= §Dn( 2%) - Bsp(t, My, M,)) + 2Bsp(t, Myz, Myz) + Bsp(t, Mgy, My,) .

Again, there is a double and a single pole contribution from the valence pIONS, TyalTyal-
The other three single pole terms originate from 7, TmixTmix, and Ky Kmix bubble
functions. The residues are given by

(My — M3) (M3 — M)

Rl’(u;is) - M2 — M?2 !
n x
2(M2—M2)2
D¥(%8) =1 - S U ]
(57 +9(M5_M5>2, (3.29)

Dn(ﬂ’c):_f 2 A[2)2
9(]\4,7 Mm)

Independently of the choice of quark masses, the single pole residue D;‘(“;f) is always
positive, while D7 (*;°) has a negative sign. Therefore, the correlator always receives a
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Figure 3.3.: Infinite volume partially quenched scalar correlator for M, = 300 MeV, M, = 600 MeV,
and different values of M. The other occurring masses are determined by these values.

negative contribution from the 7,7, term, and a positive one from the mun term.
Moreover, for M, < Mgea, one has [DZ(*°)| > [D;y(*;°)], plus the fact that the mass of
TyalTval 18 Much smaller compared to 7,7, which results in a less suppressed exponential
decay for the 7y my term. Both circumstances enhance the negativity of the scalar
correlator and the associated violation of unitarity.

The sign of the double pole residue Rx(“;ls) depends on the single-flavor masses M,,, M,
and M. For common choices in lattice simulations, it has a negative value and thus also
adds to the unphysical nature of partial quenching.

In Fig. 3.3 the correlator is shown for M, = 300 MeV, M, = 600 MeV, and M, =
(200...300) MeV. In the limit of equal sea and valence masses (M, = M,,), the double
pole residue vanishes. Furthermore, —%Dg (*;°) — —2, which means that the SP valence
pion term cancels the SP mixed pion term, and one obtains the expected result

2
CoH(t) = 5Bse(t, May, My) + Bsp(t, My, M) (3.30)

which is strictly positive, as can be seen in Fig.

3.3. Consequences of using mixed actions

It is now time to incorporate the lattice spacing effects stemming from the use of Wilson
quarks in the sea and Ginsparg-Wilson quarks in the valence sector. The transition is
simple. As shown in the previous chapter (Section [2.2.2), the squared sea and mixed me-
son masses receive a shift 42Agen and a2Apix + a2A’ . respectively,!' and, furthermore,

mix’

"Note that for unimproved Wilson fermions, they include a shift @ and a/2, respectively.
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the double pole residue of the disconnected propagator must be shifted according to
Ng = 2: (M2 — M?) — (M? — M?) + 2a*vyss , (3.31)
Ng = 3: Ry (%) = Ro("°) 4 3d°yss - (3.32)

n

The impact of the different discretizations on the scalar correlator is now studied, starting
again with the two-flavor case:

Cia(t) = — 2 (M2 — M2 + 2a*ys5) - Bop(t, My, M,)
— 2Bsp(t, My, M,) + 2Bsp(t, My, My,) (3.33)

Owing to the exact chiral symmetry in the valence sector, the double and single pole
valence pion bubble functions Bpp(t, M,, M,) and Bsp(t, M,, M,) are not afflicted by
lattice spacing effects. The mixed pion bubble function Bsp(t, M, M,,) on the other
hand depends on the parameters A and Al . . Lastly, the double pole residue has,
next to ygs, a Agea-dependence stemming from the sea pion mass M,,.

In the continuum limit, one recovers the physical vanishing correlator (at large time
separations) when setting the sea meson mass equal to the valence mass. At non-zero
lattice spacing, though, this is no longer the case due the different shifts in the squared
meson masses. Because of these, one also has different possibilities of tuning the quark
masses, which all yield the same result when taking a — 0. The choice of tuning will
strongly affect the shape of the scalar correlator, especially its negativity, which is a
clear sign for the violation of unitarity.

The first tuning would be a matching of the sea and valence pion squared masses M?>
and M?2. Their difference thus cancels, and the correlator becomes sensitive to vgs and
Apmixt+AL .. The second way is to match the sea pion mass M, to the mixed pion one M,,.
As a consequence, the last two terms in Eq. cancel, and the only a?-dependence
stems from ygg and Age,. Another possibility is to tune the whole double pole residue
(M2 — M? + 2a%vyss) to zero, which leaves the mixed pion bubble function with the pa-
rameters Ay +A! . as the only a?>-dependent part of the correlator. This tuning requires
a quantity sensitive to vgs, that is, a quantity sensitive to the eta prime mass [37].12
These various tunings seem to be promising when it comes to the determination of ygg,
Agea, and A + Al and the associated strength of unitarity violation.

In a fit of the lattice scalar correlator to Eq. (3.33), the only free parameter is vssg.
The meson masses, which the bubble functions come with, can be obtained from meson
spectroscopy, and the low-energy constant By can be determined by the tree-level ChPT
relation M? = By(m,+m;) between quark and squared meson masses, using for instance
the pion mass M? = 2Bym,,.

This section is completed with the scalar correlator for 2 4+ 1 sea flavors:

4 . 4 s
Coil(t) = — < [Ra("y) + 3a®yss| - Bop(t, My, M) — 2 D3(") - Bsp(t, My, M,)

3 3
4 T(u,s
- gDU( ;7[; ) . BSP(t: Ma:; Mn) + 2BSP(t> Muxa Muac) + BSP(t7 Msxa Msx) (334)

12Yet another interesting idea was suggested by the UKQCD Collaboration. They proposed to use the
sign change of the scalar correlator in order to tune the sea and valence quark masses [60].
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4. Finite volume corrections to the scalar
correlator

Numerical calculations are necessarily performed in a finite volume. Most often, the
lattice geometry is a box of size V = L3 x T with periodic boundary conditions in the
three spatial directions as well as in the time direction. Physical quantities that are
obtained from such simulations will in general depend on both L and T'. It is therefore
imperative to study and to quantify the size of finite volume effects for the observable
in question. This also means that chiral perturbation theory must be formulated in a
finite volume [7H9] in order for it to yield reliable fitting formulae.

4.1. Chiral perturbation theory in a finite volume

Gasser and Leutwyler showed that in a finite volume (FV), chiral symmetry still dictates
the dynamics in the low-energy regime of QCD, provided the box is large enough and
the masses of the lightest pseudoscalar mesons are not too small [9]. In an isotropic box
with periodic boundary conditions for the meson fields, the form of the chiral Lagrangian
is exactly the same as in the infinite volume. In particular, the low-energy constants are
volume-independent. The finite volume dependence enters ChPT solely through the
propagators,

Gy () = (m(@) 7 (0)py = D2 Golw +muLy). (4.1)
neZzZ4

where Go(x) = (m(x) w1(0)) denotes the infinite volume propagator, and L, is the box
extent in the p-th direction. The propagators consist of the infinite volume contribution
where all n, are zero, but they also receive contributions from the particles propagating
multiple times around the box in each direction. Since the infinite volume propagator falls
off exponentially at large distances, these additional terms are suppressed with increasing
volume. The first three contributions to a propagation in time (n; = ny = ng = 0) are

shown in Fig. [1.1]
Equivalently, to Eq. (4.1]), integrals over four-momenta p are substituted for sums,

d4p con 1pT 1 con 1pT con
| GG ) e — TG0 ¢ = (ra(o)ma O (42
p
d4p isc ipx 1 isc ipx isc
/ (27T)4G2b (p2)ep - VZGSIJ (p2)ep = <7Taa($)7rbb<o>>%‘v ) (43)
p

with V' = LyLyLyLs. The now quantized momenta p,, are integer multiples of 27/L,,,
that is (no summation over p),

Pu= 7 My, with n, € Z. (4.4)
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Figure 4.1.: One-dimensional lattice with periodic boundary conditions (ring of lattice points). The first
three contributions (ng = 0, —1, and 1) to the finite volume propagator from a lattice point
t to t 4+ 2 are shown with a thick solid, a dashed, and a dotted line, respectively.

In the present work, the box lengths are chosen to be Lo =T and L; = Ly = L3 = L.
A generalization to arbitrary L, will be evident. Typically for lattice simulations, the
extent in time direction is equal to or larger than the spatial extent, T" > L, and it is
therefore sufficient to focus on L in the following considerations.

The expansion parameters of ChPT are the momenta p and the light meson masses
Mg, which both have to be much smaller than the typical hadronic scale Apq ~ 1 GeV

p <L Ahaay,  Map < Apaa - (4.5)

Since p; = %ﬂni, the box length L must fulfill the condition

21

L>
Ahad

~1 fm (4.6)

in order to have any non-zero momenta allowing for the expansion in p. The masses Mgg,
however, are not constrained by such a relation. If the Compton wavelengths of the light
mesons are larger than the box size, MgpL < 1, one enters the so-called e-regime [, 9].
The propagators develop a zero-mode, 1/(M&gV'), which diverges in the chiral limit and
cannot be treated perturbatively. On the other hand, with Compton wavelengths much
smaller than the box size, MgpL > 1, the standard p-expansion can be adopted, in
which the power-counting is as follows [7]:

1 1

P~ Mg ~mg,  p o (4.7)
In this thesis, all finite volume calculations will be restricted to the p-regime.
How observables like meson masses and decay constants are affected by the finite vol-
ume has been studied extensively, and the corrections are found to be exponentially
suppressed by powers of exp(—MggpL), [7, 61H64].
Before tackling the FV computation of the scalar correlator, some basic strategies used
in finite volume calculations are illustrated at the example of the charged meson masses
7, 6T, 63].
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4.2. Finite volume corrections to meson masses

In order to get familiar with finite volume calculations in ChPT, the relatively simple
example of the charged meson masses is considered, following mainly Ref. [61]. For
simplicity, the lattice spacing is taken to be zero. The physical masses of the charged
mesons 7, () are defined as the pole of the full propagator

€p
p?+ M2+ Xap(p?)

G (p?) = [ dlwe ™ (O ()ma(0)]0) = oAb, (48)

in which the self-energy 3,;(p?) is the negative sum of all one-particle irreducible dia-
grams. At one-loop order, all contributions to the self-energy are tadpole diagrams

®

whose vertices arise from the kinetic term f;str(aﬂZ 9,57) and from the mass term

—f;str()@ﬁ + Xx) in the partially quenched Lagrangian. These diagrams give rise to
the scalar integrals [65]

T, = / i=1,2, (4.9)
L+ M2

where Z, can be obtained from Z; by differentiation with respect to M?2. For the sake

of simplicity, the finite volume corrections (FVCs) due to the spatial volume are taken

to be much bigger than the corrections stemming from the box extent in time direction,

that is, T' — oo. For i = 1, the finite volume equivalent to Eq. reads

FV dpo
_ 4.10
L3Z/ 27Tp0+p +M2 ( )

The integrals and sums in Eqs. (4.9) and (4.10|) are divergent and must be regulated
appropriately. After doing so, one can define the dimensionless FVC

167'('2 FV
bi=55 (T - 1,) . (4.11)

The expressions Z; and Il(FV) are related to the infinite volume and the finite volume

propagators Go(x) and G(()FV)(a:), respectively: The former can be written in terms of the
modified Bessel function of the second kind [66], K,

dip e M
= = Ki(M|x|) . 4.12
Gola) /(27r)4p2—|—M2 T2 M) (4.12)

As discussed in the beginning, the FV propagator is given by

#V)y_ L /dpo e _ Lit 41
Gy V() L3Z SR SN Ve Go(x)—l—%:oGo(x—l— ). (4.13)
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Subtracting these two expressions and setting x = 0 finally yields

_ 4 K, (|7|ML)

H(ML) = VL ﬁ%ﬁo 7 (4.14)
_ 7 24 ~ML —V2ML
- /2(L)3/2e +0(e ). (4.15)

One immediately sees the exponential suppression for large M L. In fact, for values
ML 2 3, the sum in Eq. converges very quickly. Note that the shown expansion
is not possible in the e-regime [8, @]. If ML < 1, the sum does not converge, and one
has to treat the zero-mode of the propagator exactly.
One can now write down the one-loop expressions for the finite volume meson masses
simply by shifting the chiral logarithms [61] arising from the integration in Eq. (4.9),
2 2

ln(]\'j?) N m(j‘/ﬁ) + 6, (ML). (4.16)
This shift applies, for instance, to the valence-valence pion mass for degenerate sea and
degenerate valence quark masses, as it was discussed in Section 2.1.2) Eq. (2.44)). A

simpler example is the pion mass in unquenched ChPT, which was first calculated in
Ref. [§],

2

M) — M, [1 + . 61(MWL)1 . (4.17)

2N 5(47'(' f)
Here, M, denotes the infinite volume pion mass. For typical values of masses and vol-
umes, the finite volume corrections are small, e.g., if L ~ 2 fm and M, ~ 300 MeV
(= ML = 3), they are of O(1%). This stands in contrast to the rather large FVCs to
the scalar correlator, which will be discussed in the next section.

Generalizations of the outlined procedure but also different approaches to calculating
FVCs to meson masses and decay constants were pursued in the literature [67, 68, 63].
The pion mass was even analyzed to two-loop order in standard ChPT [64]. In general,
the finite volume corrections are found to be small if ML > 5.

4.3. A fitting formula for large volumes

The mixed-action computation of the scalar correlator is now extended to account for
the finite volume. Since the only effect occurs in the propagators, one can use the infinite
volume correlator of Egs. (3.33)) and (3.34]) as the starting point and analyze the changes
of the bubble functions when restricting them to a finite volume.

Two formulae will be derived, which are applicable for either large or small volumes. The
first calculation will make the exponential suppression with factors of “meson mass times
box extent” explicit and will therefore be fit for large volumes. The second calculation,
on the other hand, is similar in spirit to Ref. [34], in which an asymptotic form for the
bubble contributions at large times ¢ and for T — oo is given. The aim here, however,
is to compute an exact fitting formula usable for small volumes.
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The first steps of rewriting the single pole bubble function are the same as in the infinite
volume case (see Appendix . One has to deal with

BEVT, L, t, M, m) = B2/d3“TL3ZB (T, L, p, M, m) e . (4.18)

The function

5 1 1
TL3 5 (k+p)?+ M2 E? +m?

BGY(T, L,p, M,m) = (4.19)

is the corresponding finite volume momentum-space representation of the bubble func-
tion Eq. (3.18]), and it is obtained by a convolution of the two propagators. The Z-integral
in Eq. (4.18)) is over the spatial volume L3, and it yields a Kronecker delta 5;3‘,6 resulting
in

1 )
et (4.20)

BSEYNT, L, t, M,
( m T2L3Z k’—l—po + M2 k2 +m2 ’

where py denotes the four-vector (py, 0,0, 0)7.

This equation is used in Refs. [34], [35] for a numerical evaluation of the scalar correlator.
Although the authors did not employ lattice regularized chiral perturbation theory [69-
71], they do not use integer multiples of 27/L, as the quantized momenta Instead,

they choose discrete lattice momenta k* = 3, 4 sin?(2k,) and p2 = 2 sin?(<po) in
the propagators, and let the finite sums run over k, = i’r n, and py = iono with

n, € {—L,/(2a),...L,/(2a) — 1} and L, /a € N.

In the present work, the lattice spacing effects were incorporated by matching the
Symanzik’s effective theory to an effective continuum chiral Lagrangian [5], [6, [10]. The
SET describes the underlying lattice theory at momenta much smaller than the lattice
cutoff m/a, which, for typical lattice spacings of order 0.1 fm, is about 6 GeV. This is
certainly much larger than the scale of chiral symmetry breaking, Ay.q ~ 1 GeV, and
it should therefore be sufficient to use the continuum Lagrangian with the quantized
momenta p, = 27/L,n,, in order to study finite volume effects [72, 63], as illustrated in
Fig.

One can now start to rewrite Eq. . The two denominators are combined by intro-
ducing a Feynman parameter ¢ and completing the square:

(FV) B? oiot
BSP (Tv L7t7M7 m) = T2[3 Z /dC = 5 ) 5 3 (421)
P0,ko,k 0 [k + C(1 — C)po + (ko + Cpo) + « }

The masses are contained in a? = m? + ¢(M? — m?). In contrast to the infinite volume
case, where the denominator can be written as [k?+x?] by shifting the integration variable
ko — ko + cpg = kg, this procedure would here lead to a c-dependent summation and is
therefore not appropriate. One can, however, use the expression [68]

1
F

/dw “legmmet g > 1, (4.22)
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Figure 4.2.: Finite volume quantized momenta p,, and discrete lattice momenta p,,. ChPT is insensitive
to momenta larger than Ay.q. Since the lattice cutoff 7/a is much larger than Ap.q for
typical lattice spacings, there is no difference in using p,, or p, in a calculation [72} [63].

to bring the finite volume bubble function into the following form:

2

(FV)
Bo (T, L,t, M, m) = =0

2 2 _ a2 2
Z /dC/dTTe Tat Tk e Te(1 c)poe 7(ko+cpo) engt
poskok 0

(4.23)

In the next step, the three sums over pgy, kg, and k are taken care of. At the mo-
ment, the exponentials show a growing behavior with increasing box volume, e.g.,
exp (—const. (2m)?/L?). The aim is to rewrite them into exponentially falling terms.
This is achieved with the help of the Poisson summation formula (PSF) [73], which
is derived in Appendix [C| This convenient formula relates the values of a continuous
T-periodic function f to the values of its Fourier transform f,

S fnT) = i f <2Wk> (4.24)

n=—oo

Although the PSF exists in many other alternative forms, the above expression is the
one needed for the current purposes. With this powerful tool at hand, one can handle the
occurring sums in the bubble function. They all are elliptic theta functions [74. [68], [75]

dow)= Y e (4.25)

which obey the Poisson resummation formula in the following way (see Appendix [C]):

2
9o, w) = \/Zef’wz 9 (7; —z“f) (4.26)

2m)> (2m)?
L2 T2

will be such that the exponential e cancels, which makes the exponential suppression
with L or T" explicit. This is demonstrated now.

and the structure of w

In all three cases, o will be proportlonal to either or

0'(4)
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Rewriting the k-sum
The first sum, or rather three sums, read
o] N2
~(%7) (4.27)

Zefﬂ?? _ Z o (%
k i=—00
— 2m?

with 7@ = (ng, ny,n,) € Z3. These are elliptic theta functions with 73
The Poisson summation formula then allows to write them as
. L3 oS 12 .
—7k? — L2
e = e a4, 4.28
XE: 8/ TT (4.28)
Rewriting the kqo-sum:
This sum is an elliptic theta function with parameters o = (2 ) and w = T;}:O. Applying
RG (4.29)

the PSF yields
T Z e—%f(no—l

Z o~ (kotcpo)® _
27T 0

ko
By combining the two previously given findings, one obtains the intermediate result
[TQ( Z2rcpo) +L2—*2:|

L
2 4T

1 00
B2 1
BT, Lt Mom) = 2205 Zﬂ/dc/dTT_le e’
D010, () 0
x @ Te=OPG o= TEG gipot (4.30)
Rewriting the pg-sum:
Now, all pg-dependent parts are collected and the square is completed in py
l o5 (n —i27P0 )2e—Tc(1—c)p3 e TEPY giPot _ o %fn% l Z e—A(po—i%fe—% (4‘31)
po
Here, the abbreviations A = 7¢(1 — ¢) and t = t + cngT were. used Again, the sum is an
elliptic theta function, this time with o = A (2;2 and w = —z 5. The Poisson summation
formula thus leads to
2 51 iV 2 s T2 AT
IR Ze_k(m_zﬁ) e ;= e_F Z o~ i (io=1)" (4.32)
T po V no —00
Plugging everything together results in
B? T %
FV _
BE (T, Lt Mom) = 0 Y / de / dr =3 (4.33)
70,10,7% ()
(4.34)

with the short-hand notation
T? t\?
] (ﬁo —cng — T) + T2n(2) + L2,

B=c(l-c), 720(17—0
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n o1 2 3 4 5 6 7 8 9 10 11 12 13 14 15 16 17
pn) 1 6 12 8 6 24 24 0 12 30 24 24 8 24 48 0 6 48

Table 4.1.: Multiplicities p(n) for n <17

The 7-integration can be performed analytically (see Eq. (B.10) in Appendix , and
one receives

B(Q) e8] 1 _[m24c(M2-m?2)

Ve (4.35)

This expression looks familiar, and indeed, the summand with (79, no,7) = (0,0,0)
equals the infinite volume bubble function Eq. -, since /[~ simplifies to |¢|. All other
terms in the sum occur due to the finite volume and are corrections to the corresponding
integrals of the infinite volume.

In the last step, the sum over 77 can be written as

SRCEEWONOE (4.36)

—
n=—oo

How often the different summands n = 7> = n2 + n? 4+ n? occur, is encoded in the
multiplicities p(n), which are given in Tab. [4.1] for n < 17.
By setting M = m, one obtains the FV single pole bubble function for equal masses.

Derivation with respect to the mass, —%=25, then yields the FV double pole bubble

20m??
function. The final results for BS;,V) and BI()FPV) are presented with a factor mL pulled

out of the exponent:

1 2
B2 o0 o0 7mL 1+c A"/{—fl VA
BGI(T, Lot, Mym) = =2 3 % /dc p(”) (3-1)
167 fg,no=—00 n=0 L C(l
1
B3 p(n)
BSYNT, L, t,m,m) = —2 de — 220 gmLvA (4.37)
5 167T2 no ng—oonz‘a 0 L C(]_
B(FV)(T It ) = 32 Z Z /d p(n) o—mLvy
DP y Loy Uy T, T 6471'2 ~ 1
7ig,no=—00 n=0 | C( C)

When considering the scalar correlator without isospin symmetrgf one also needs the
F'V double pole bubble function B](DP )(T Lit,M,m) = o T L,t, M, m) for
unequal masses. This can be found in Appendlx . together w1th the whole expression
for the correlator Cji'*(¢).

In Egs. , 7 is the abbreviation for

2
T? (ﬁo —cng — %) T

— — . 4.38
L? c(l—c) * L2n0+n (4.38)

v =
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Figure 4.3.: Integrands of the four main contributions to the FV single pole bubble function with
T =3fm, L =3fm,t=T/4, M = m = 200 MeV. The thin solid line is the infinite
volume part (79, n9,n) = (0,0,0). The dotted, dashed, and dot-dashed lines correspond
to (1,0,0), (0,0,1), and (1,1,0), respectively. The thick solid line shows the whole finite
volume integrand.

These three expressions are exact and can be used to evaluate the scalar correlator,

NS:2Z

Cya(t) = — 2 (M2 — M2 + 2a*ys5) - By (T, L,t, My, M,)

—2BSEYNT, L, t, My, M) + 2BV (T, L t, My, M) | (4.39)
NS = 2 + 11
4 u, s PN FV
Cot(t) = -5 (R (%) + 3a%yss| - BOR (T, L, t, My, M,)
4 4
= 3 DI(5) - B (T Lot My, M) — 5 Di(%) - B (T, Lo t, My, M,)
+ 2BG(T, Lty Mg, M) + BSGSY (T, Ly t, My, M) (4.40)

in the p-regime, that is, as long as ML > 1 and mL > 1.

The integrals need to be solved numerically, which poses no problem: On the one hand,
the integrations are over a closed interval ¢ € [0, 1], and on the other hand, the integrands
are smooth functions, as illustrated in Fig. 4.3]

The following analysis of the formula’s practical applicability refers at first to the single
pole bubble functions. Furthermore, M > m and T" > L is assumed. The special role of
the double pole is discussed afterwards.
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Discussion:

The finite volume corrections, BS;\//])DP — Bsp/pp, are depending on the product mL > 1,

the ratios %, %, and %, as well as an explicit factor % in the case of the SP bubble

functions, and, respectively, a factor % in the DP bubble function.
The first observation is that the FVCs are indeed exponentially suppressed with powers
of exp(—mL),

2
L[ 712?70 —cng — % T2
m ( T) +—=nd+nl|. (4.41)

_mL‘/TS_ﬁ L2 c¢(1—o) L?

Physically, this makes sense, since mL determines how often the Compton wavelength
A = 1/m of a particle fits into the box. For larger mL, the particles are less affected by
the finite volume, and therefore the FVCs are smaller.

The sums’ rate of convergence is determined mainly by the size of mL. Two cases are
distinguished now: ¢ <« 7'/2 and ¢t — T/2. Numerical (theoretical) examples for the
scenarios discussed in the next paragraphs can be found in Tab.

Small t:

At small time separations ¢t < T'/2, the size of the different summands is dominated solely
by the ratio T%/L?. If it were not for cng, only the zeroth term in the 7p-sum would yield
a substantial contribution, since then, t*/T? < (1 — ¢/T)? in the first summand of ¥
and 0 < T?/L? in the second one. The explicit dependence on cng slightly changes this
behavior. Nevertheless, only the first few terms in ng are relevant, and also the n-sum
can be truncated at relatively small n.

Large t:

The main interest is in large time separations, because then the mixed-action ChPT
correlator matches the corresponding mixed-action QCD correlator. As a consequence of
increasing t, a larger amount of higher-order terms in the sums is needed. If ¢ approaches
T/2, the FVCs reach their maximum, and they are at least of O(100%). This can be
seen by considering the terms (72, ng,n) = (0,0,0) and (1,0, 0), which are identical. As
the particles “travel” through the box, they more and more experience the effects of the
finite volume with its periodic boundary conditions.

At large t, the first terms in the n-sum will all yield a contribution of the same order of
magnitude, since the first term in 4 is much bigger than small n. Generally, the larger ¢
is, the more terms are needed (at fixed L and T).

Truncating the sums:

In order for the bubble functions to fulfill their purpose of practical fitting functions,
it is now examined where the sums can be truncated to yield results to the accuracy
of interest. The examples in Tab. [4.2] are exact up to 1% (3%). The convergence of the
sums was tested numerically, and it was found that quantitatively good results with only
a few number of numerical integrations are obtained when mZL > 3 and m > 200 MeV.
Otherwise, the sums converge too slowly, up to the point where many hundreds of
integrations need to be performed.
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mL  m [MeV] L [fm] T [fm] t/T no no n FV/InfVv
20 200 20 20 1/4  2(2) 3(2) 26(18) 833
1/3  3(2) 3(3) 21(14) 1412
12 3(2) 3(3) 21(15 41.01
30 200 30 3.0 14 2(1)  2(2) 8(6) 2.98
1/3 2 (1) 3(2) 9 (6) 4.95
1/2 2 (2) 3(2) 9 (6) 17.35
45 300 30 3.0 /4 1(1)  1(1) 32 1.49
1/3 1(1)  1(1)  5(3) 2.15
1/2 1(1) 2 (1) 5 (3) 2.15
53 350 30 3.0 /4 1(1)  1(1)  2(2) 1.27
13 1(1) 1(1) 32 1.69
12 1(1) 1(1) 42 7.10
33 200 33 44 15 1(1) 1(1) 65 2.06
1/4 1 (1) 1 (1) 8 (5) 2.69
1/3 1 (1) 1 (1) 10 (6) 4.48
6.2 350 35 7.0 16 0(0) 0(0) 1(1) 1.13
15 0(0) 0(0) 2(1) 1.20
14 0(0) 0(0) 3(2) 1.34
20 200 20 20 1/4  3(2) 3(3) 41(23) 27.84
1/3  3(2)  3(3) 48(25) 39.30
1/2 3(2) 4(3) 27 (20) 82.63
30 200 30 3.0 14 2(2)  2(2) 12(8)  6.67
1/3  2(2)  2(2) 14(8)  10.07
12 2(2)  2(2) 17(9)  27.28
45 300 30 3.0 14 1(1)  1(1)  6(3) 220
1/3 1(1)  2(1)  6() 324
12 2(2) 2(2) 10(7) 1134
53 350 3.0 3.0 /4 1(1) 1(1) 32 164
1/3 1(1) 1(1) 5 (3) 2.30
1/2 1 (1) 1(1) 6 (3) 8.66
3.3 200 33 44 15 1(1) 1(1) 12(6)  3.74
/4 1(1)  2(1) 10(6) 477
/3 1(1) 2(2) 11(6) 751
6.2 350 35 7.0 16 0(0) 0(0) 2(2) 126
1/5  0(0) 0(0) 3(2) 136
1/4  0(0) 1(0) 4(2) 155

Table 4.2.: Numerical examples for where the fg-, ng-, and n-sum have to be truncated in order to
reach at least 1% (3%) accuracy. Values for Bé@v) (T, L,t,m,m) are presented in the upper
half, and for B](DFPV) (T, L,t,m,m) in the lower half. The last column shows the ratio of finite

volume to infinite volume bubble function.
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Generally, when mL > 5 and m > 300 MeV, it is sufficient to truncate the sums at
fg = ng = =1 and n ~ 5. For smaller values of masses and box lengths, the FVCs grow
tremendously, and the slow rate of convergence makes the numerical evaluation very
time-consuming.

The power of the bubble functions as they are given in Eq. is their applicability
at large volumes (and large masses). From now on, mL > 5 is assumed.

If T > L, non-zero ng- and ng-terms are largely suppressed due to the factors %2 > 1
in 4, and one can truncate the sums at g = ng = 0. In this case, 4 simplifies to

1 2

V= —— 4.42
Y L2c(1—c)+n’ ( )

and the remaining n-sum needs to be evaluated up the first or second term only, depend-
ing on t and the size of m. If furthermore m > 350 MeV or L > 3.5 fm, only the first
correction to the infinite volume term needs to be respected. That is, for each term in
the scalar correlator C’;j L(t), one has to compute two integrals numerically and receives
the final finite volume result.

Note, however, that it is still necessary to keep ¢t < T'/2. One should also caution that
the FVCs at a fixed ratio ¢/T diverge with a growing box extent in time direction 7.

The double pole:

The FV double bubble function deserves a closer look. As in the infinite volume, it is
enhanced by ﬁ, but moreover, it experiences additional effects due to the final volume
itself [76, [37]. When comparing the factors in front of the exponential in the integrands
of the single and double pole bubble functions,

t 2
SP:  1/4/T? <ﬁ0 —cng — ) +c(1 —¢) (T?*n} + L?*n?)

T
DP:  1/my/c(1—¢),

one immediately sees that the double pole is also enhanced with T and L. This effect
reduces as t approaches T'/2, since the impact of ¢(1 — ¢) (T?*n + L*1i*) becomes small
compared to T?(fig — cng — %)2 Again, numerical examples can be found in Tab. .
The ratio of double to single pole FVCs for M = m = 300 MeV, T' = 4.5 fm, and
L =(2...4.5) fm at three different values of ¢ is shown in Fig. |4.4l For comparability,
the ratios have been normalized to m. The enhancement with growing ¢ and L is evident.
The consequence of the “enhanced” prefactor in the integrands is a slower rate of con-
vergence of all three sums. This sets new bounds to the practical applicability of the
fitting formula. Whereas the - and ng-sums are just slightly affected, the n-sum must
be truncated at much higher values. For mL > 5 and L > 3.5 fm, however, it is still
sufficient to regard only the terms with 9 = ny = 0, and the n-sum can be truncated
at n = 5.

(4.43)
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Figure 4.4.: L-dependence of the ratio of double to single pole FVCs for M = m = 300 MeV and
T = 4.5 fm at three different values of ¢, normalized to m. The double pole is enhanced
with growing ¢ and L.

The actual size of the double and single pole terms in the scalar correlator depends
on the residues of the partial fraction decomposition. The double pole enhancement is
therefore more pronounced if the difference between sea and valence masses is big.

In Fig. [£.5] the dramatic effect of the double pole is exemplified. Shown are the double
pole contribution, the sum of all single pole contributions, as well as the whole correlator
CzH(t) for the following set of parameters (note that @A, is included in the sea-sea
masses): T = 3.5 fm, L = 3.5 fm, M, = 300 MeV, M, = 600 MeV, M, = 250 MeV,
dQAmiX = CALQAiniX = CAL2/)/SS = (160 MGV)2.

The other needed masses (the eta and the mixed meson masses) follow from these values:
M, = 520 MeV, M,, = 360 MeV, M, = 210 MeV. The kaon mass, which does not occur
explicitly in the correlator, is M, = 475 MeV.

The actual values of a?Ani and a2A! . have not yet been determined for mixed action
ChPT with Wilson sea and GW valence quarks. They are inspired by the findings in
Ref. [47] where staggered sea and domain-wall valence quarks were used. The authors
determined the total mixed meson mass shift and found a%A . + a?A/ =~ (320 MeV)?
for the asqtad-improved coarse MILC lattice. Then, in Ref. [31], A &~ (160 MeV)?
was estimated. For this particular plot, the unknown parameter G?yss was chosen to
have the same size as 42A pix.

The correlator’s negativity is clearly dominated by the double pole (for the above choice
of masses). To study the influence of 4*ygg on the correlator, this parameter was varied
between —(250 MeV)? and (250 MeV)?. Negative values suppress and positive values
enhance the negativity of the double pole. The correlator was found to be positive for
(AIQ’}/SS 5 —(190 MeV)z.

The parameters 4°Ag., and a*A! ;. , which depend on the low-energy constants W and
W{, were also varied within a reasonable range (the meson masses should not become
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Figure 4.5.: Double pole contribution, sum of all single pole contributions, and the whole correlator
for T = 3.5fm, L = 3.5 fm, M, = 300 MeV, M, = 600 MeV, M, = 250 MeV, and
&2Amix = AQA' = dQ’ySS = (160 MeV)Q.

mix

negative). Since the shape of the correlator strongly depends on the size and signs of
the other parameters, one can only make rather qualitative statements. The dependence
was found to be mild for |a2Ag.a|, [a2A! .| < (160 MeV)2. For more extreme values, they
can easily dominate the correlator’s shape.

Eventually, the shift parameters a?Apy, a2A! ., a*Asa, and a?vyss have to be deter-
mined by fitting lattice data.

Finite volume corrections:

Lastly, to visualize the size of the finite volume effects, the infinite volume correlator is
shown in Fig. together with the FVCs (for the masses and shift parameters given
above). As can be seen in this plot and also in Tab. the F'VCs to the correlator are
rather large for typical meson masses and box sizes. They are by no means a negligible
contribution to the infinite volume formulae. This stands in contrast to the meson masses
determined in a finite volume. The pion mass, for instance, receives a correction of O(1%)
if ML >3 and L > 2fm [63] [64]. As shown in Sec. , the only types of integrals one
encounters in the calculation are the scalar integrals Z; and Z,, which are “space-time
independent” and thus only slightly affected when making the transition to the finite
volume. The scalar two-point function, on the other hand, is a correlation function and
therefore explicitly depends on the (space-)time separation. This results in much larger
finite volume effects, especially for large time separations.

Summary:

The main results of this first finite volume calculation are now summarized. Starting from
the momentum-space representation of the bubble functions, the Poisson summation
formula allowed to rewrite the occurring sums over momenta into an expression which
falls off exponentially with powers of “meson mass times box extent”. In the final formulae
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Figure 4.6.: Infinite volume correlator, finite volume corrections, and the sum of both, for T" = 3.5 fm,
L = 3.5 fm, M, = 300 MeV, M, = 600 MeV, M, = 250 MeV, and a?Apni = a2AL, =
&2"}/55 = (160 MeV)Q.

Egs. and ([D.4)), one is left with three sums and an integration over a closed interval,
which can be performed numerically. Together with the expressions Eqs. (4.39)), (4.40)),
and of the scalar correlator (Cy,(t), Cax'(t), and Cj ' (t)), the bubble functions
fulfill their purpuse as a fitting formula for data obtained from lattice simulations.

The derived form of the bubble functions is not practical for small volumes and masses
due to the slow rate of convergence caused by the factor —mL in the exponentials. A
similar problem is present in the limit ¢t — 7°/2. However, for large, yet still theoretical
values of masses and volumes (ML > 5 mL > 5 L > 5fm, T > L, and t < T/2),
they are perfectly applicable, because then the finite volume bubble functions reduce to
two integrals, one of which is the infinite volume contribution and one which is the first
correction term.

4.4. A fitting formula for small volumes

The aim of this second calculation is to find a fitting formula, which is applicable for
small volumes (and masses). Instead of starting from momentum-space, the calculation
begins with the single pole bubble function as it was first introduced in Eq. (3.18]), now
restricted to the finite volume,

ezkx

1
+M2TL3Zk:k2+m2

etpz

(FV) _ g2 [zt
BT, Lot Mom) = B} [ &7 >
ei<p0+k0)t

BQ
T TR % (P + p?+ M?)(k3 +p2? +m?)

(4.44)
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The finite volume double pole function is discussed afterwards. In the equation above,
the Z-integral over the spatial volume projected on the spatial momenta p + k = 0. The
p-sum consists in fact of three sums: § = 227 with n; € Z. As before, it is more practical

L
to evaluate the single sum

S FG) = Y pln) £(n- 2)2/L2), (4.45)

P n=0

where the p(n) are again the multiplicities given in Tab. [4.1] It is also convenient to
define the energies E,(M) = /p? + M? and E,(m) = /p? + m?. With the notation of

Eq. (4.45)), they read

B, (M) = \/n (2;)2 LM, En(m) = \/n (2;)2 Lm?. (4.46)

The po- and kyg-summations in Eq. can be thought of as Fourier transformations of
a one-dimensional momentum-space propagator with mass F,. As before, it is possible
to rewrite the sums with the help of an auxiliary integration = = [5° d7 exp(—7@Q), the
Poisson summation formula (see Appendix [C]), and Eq. from the Appendix [B
One finds

eipot et —En(M)[t—fioT|

1 e
szopg T E,(M)? . 2 2L, (M)

ng=—00

(4.47)

The term with ny = 0 equals the infinite volume propagator. All other terms occur due
to the finite volume and are corrections to the corresponding Fourier integral.
Since [t| < T, the sum over ny can be split up, and the resulting geometric series

% q" = %q with ¢ = e~ En(M)ioT yields
n=1
i e~ En(M)|t—oT| B 1 e~ En(M)t | o= En(M)[T—] (4 48)
e 2En(M) 2B, (M) 1 — o Bn(N)T :

When plugging everything together, the finite volume single pole bubble function turns
into

BEVNT, L, t, M, m)
Bg 00 e—En(M)t i e—En(M)[T—t] e—En(m)t + e—En(m)[T—t]
= E T;)P(n) En(M) (1 _ e—En(M)T) En(m) (1 _ e—En(m)T)

(4.49)

Each of the two fractions corresponds to one of the intermediate states in the bubble
diagram. The periodic boundary conditions imposed on the meson fields render a propa-
gation in time ¢t equal to a propagation in T'—t. This is exactly what the two nominators
state. As in the fitting formula derived before, one sees that the finite volume corrections
reach their maximum at ¢/2.
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The above formula is exact; no approximations were made. Nevertheless, it is insightful
to discuss some special theoretical cases. In the limit 7" — oo, the exponentials involving
T tend to zero, which results in

B2 > e—En(M)t e—En(m)t
BEV(T, Lyt M,m) =2 20 . 4.50
SP ( s Ly by >m) m AL3 ;:%P(”) En(M) En(m) ( )

Taking also t to be large, suppresses all non-zero momentum terms in the sum and
reduces the expression to the asymptotic formula given in Ref. [34],

B% ef(M+m)t

(FV) large t
BSP (T7L7t7M7m) 4L3 Mm

(4.51)

At first glance, the bubble function seems to be suppressed by a factor L3. One might
therefore argue (as in Ref. [34]) that the influence of the bubble contributions on the
correlator becomes less important for larger spatial volumes. This, however, is not true
(at fixed t), since for increasing L, the difference between the energies F, 1 and E,, is
getting smaller and so does the exponential suppression, that is, higher-order terms in
the sum will be of the same order of magnitude as the zero-momentum term.
Eventually, for L — oo, the sum turns into the infinite volume single pole bubble integral,
and all “summands” need to be respected. This stands in contrast to the first fitting
formula Eq. (£.37), in which the sum contains one single term corresponding to the
infinite volume bubble function. In this second formula, it is less clear how the infinite
volume limit is approached. Loosely speaking, it works exactly the other way round.
Larger L require more terms to be respected; smaller L require less, and finally, for
small enough L, the zero-momentum approximation becomes exact to the precision of
interest.

This second formula is perfectly applicable for fitting lattice data obtained in small
volumes and with small masses. The condition, though, is still to be in the p-regime
where ML > 1 and mL > 1. The formula has also the advantage that large ¢ require
less higher-order momentum terms of the sum to be respected due to the increasing
exponential suppression. Furthermore, the formula involves only one summation and no
integration. This makes it preferable to the first fitting formula.

Its limitations are at large spatial box extents L, at large masses M and m, and at time
separations t < T'/2, for then, the convergence of the sum slows down. However, it turns
out that this does not happen in practice for common values of masses and volumes.
The following consideration refers to rather theoretical numerical examples:

Generally, the convergence is quick if ¢ approaches 7/2. Not more than 20 summands
need to be respected, even at masses much larger than 500 MeV and volumes L > 6 fm.
The other scenario is t < T/2. If the box is larger in the time than in the spatial
directions, and M L, mL > 10, one needs about 30 terms. Bad convergence is given only
for T' < L. Then up to 100 summands must be taken into account, but still, only if the
products M L and mL are much larger than 10.

Why does the sum converge this quickly? Only momenta 2%71 smaller than Ay.q ~
1 GeV yield significant contributions to the bubble functions. If, e.g., L = 4.5 fm, then
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2”n = 275 MeV, which means that only summands up to n & 4 are relevant. One there-

fore sees that it is more convenient to use the second derived expression Eq. for
the bubble function in an actual fitting process.

Lastly, for this purpose, the FV double pole bubble function for equal masses is needed.
Setting M = m in Eq. yields

—En(m)t  o—En(m)[T—1]7?
° re ] , (4.52)

BEY(T, L t,
( m, m) 4L3 Z’) E,(m) (1 — e En(m)T)

and taking the derivative with respect to the mass, —
equation:

%8%12, results in the following

(efEt + efE[Tft}) (tefEt + [T i t]efE[T,t])

200
BT, L, t, _ B
( m, m) LZ_:

E3 (1 — e ET)?
(1 e BT ETefET) (efEt I efE[Tft}>2
+ . (4.53)
B4 (1 — e ET)

Here, for brevity, £ = E,,(m). The special features of the FV double pole bubble func-
tion, as they were discussed before, are apparent also in this form. They are, however,
more obvious in the limits of T" — oo and large ¢, in which the above expression simplifies
to

00 1 + tEn (m) e—QEn(m)t

BEY(T, L, t,m,m) “—“> 4.54
( 8L3 ? Z [En(m)]4 (4.54)
rge 1 By ! + tm —omt (4.55)

8L3 m4

Similarly to the infinite volume case, there is a contribution proportional to ¢. The addi-
tional factor F, (m) implies a finite volume enhancement for increasing L. The differences
between two energies E, . and FE,, become smaller, and hence more higher-momentum
terms in the sum are required. Equation equals the asymptotic form given in
Ref. [34].

Summary:

The findings of the second finite volume calculation are now summarized. Starting point
was the position-space representation of the bubble function. The Poisson summation
formula allowed to rewrite two of the three occurring sums, which could then be solved by
performing the geometric series. The result was one single summation over terms which
are suppressed for small spatial volumes and masses, and for large time separations. The
obtained fitting formulae for the scalar correlator Eqs. (4.39), (4.40), and (Cya(2),
C2H(t), and Cf'*'(t)) together with the expressions Egs. (4.49), (452), (4.53), and
for the bubble functions are perfectly applicable for common lattice parameters.
A slow convergence of the sum is given only for extreme values of L, M, and m.
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Summary and conclusions

Mixed-action lattice QCD simulations are suffering from a lack of unitarity at non-zero
lattice spacing, even if the sea and valence renormalized quark masses are tuned to be
equal. Although this unphysical effect is expected to vanish in the continuum limit,
it is desirable to account for it when extrapolating lattice data to the physical quark
masses and to the continuum as well as to the infinite volume. Chiral perturbation theory
provides the framework to perform such extrapolations.

In this diploma thesis, an introduction to ChPT was given. The effective theory was then
extended to partially quenched and mixed-action ChPT with Wilson sea and Ginsparg—
Wilson valence quarks. It was shown that unitarity-violating effects manifest themselves
in double poles in the flavor-neutral propagators and in new low-energy constants asso-
ciated with new operators which arise due to the lack of symmetry between the sea and
the valence sector.

The main object of interest in the present work was the isospin-one scalar two-point
function for 2 and 2 + 1 sea flavors. This quantity is known to be very sensitive to
unitarity-violating effects. Since the final expression of the scalar correlator contains only
one free parameter, vsg, it is a useful tool to verify if mixed-action ChPT describes all
sources of unitarity-violation observed in lattice data. By fitting such data, one will gain
information about the size and signs of the associated low-energy constants (or rather
the combinations of low-energy constants Ag,, Amix + AL, and vss).

The scalar correlator was at first analyzed in partially quenched ChPT, focusing on the
so-called bubble diagram with two pseudoscalar intermediate states. The effect of the
double pole was made visible: For valence quark masses smaller than the sea masses, the
correlator becomes negative — a clear sign for the violation of unitarity. Mixed-action
expressions were derived afterwards, and different quark mass tunings were discussed.
The main part of this work focused on the impact of finite volume effects on the correla-
tor. For this purpose, ChPT was formulated in a finite volume with periodic boundary
conditions. The working assumption for the following calculations was that one is in the
p-regime of ChPT where the product of “meson mass times box extent” is much larger
than one (ML > 1, mL > 1). The calculation was then split into two separate parts.
The first part was inspired by the expressions Eq. (8) and Eq. (16) in Refs. [34] and [35],
respectively. These are finite volume momentum-space representations of the bubble
contribution, in which the five present sums run over all possible combinations of lattice
momenta.

The aim of the present work was to find simpler expressions which are more convenient to
use in a fitting process and which show how the infinite volume limit is being approached.
It was argued that, as long as the lattice cutoff 7/a is much larger than the scale of
chiral symmetry breaking Ay.q, it is sufficient to work with standard quantized momenta
occurring in a box with periodic boundary conditions. As a consequence, the now infinite
sums over these momenta could be rewritten using the Poisson summation formula.
The final expression contains three sums and an integration over a closed interval, which
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can be performed numerically. For higher-order terms in the sums, the integrand is
suppressed with increasing powers of exp(—mUL). The rewriting thus made the infinite
volume limit transparent: As the volume increases, these terms become irrelevant, and
the sums reduce to a single summand which is exactly the infinite volume contribution.
It was shown that, with growing box size, the double pole contribution is finite volume
enhanced in comparison to the single pole contributions. The generally large size of the
finite volume corrections to the correlator was explained.

The practical applicability of the fitting formula was studied, and numerical examples of
where to truncate the sums in order to reach a result of satisfying accuracy were given.
It was found that the sums’ rate of convergence is very slow for small volumes and meson
masses, as well as for large time separations ¢ — 7'/2. However, at large volumes and
masses, ML > 5, mL > 5,m > 300MeV (M > m), only the first ~ 30 terms are needed.
The strength of the fitting formula turned out to be at larger, yet still theoretical values
of volumes and masses (ML > 5 mL > 5 L >51fm, T > L, and t < T/2), for then,
the sums reduce to two terms: the infinite volume contribution and the first correction
term.

In an actual lattice simulation, these values are still out of reach. Therefore, in a second
calculation, a formula applicable for smaller volumes and masses was derived. Starting
point was the position-space representation of the bubble contribution. Again, the Pois-
son summation formula allowed to rewrite two of the three occurring sums. These could
then be solved by performing the geometric series. In the final result, one is left with a
single sum over terms which are suppressed for small spatial volumes and small masses,
as well as for large time separations. The sum converges rather quickly, and for standard
masses and box sizes, only the first O(10) terms are needed. Even for extreme values of
L, M, and m, not more than 100 terms are relevant.

Owing to the fast convergence of the sum and due to the fact that no integration appears,
the second derived formula is superior to the first one, and it should be used for fitting
lattice data. In comparison to the first formula, it is not clear, though, how the infinite
volume limit is being approached. For increasing L, more and more summands need to
taken into account, and finally, the sum turns into the infinite volume expression.
Lastly, the important formulae necessary for fitting the lattice correlator are listed:
The scalar correlator with isospin symmetry for 2 and 2 + 1 sea flavors is given in
Egs. and (4.40)), respectively. A generalization to non-degenerate quark masses
can be found in Eq. @ The appearing bubble functions are those of Egs. and
(D.4), relevant for the first fitting formula, and Eqs. (4.49), (4.53), and for the

second formula.
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A. The bubble contribution

Consider the scalar two-point function for arbitrary (sea and/or valence) flavors a and
b in partially quenched ChPT:

Ctenpr (@) = (0[b(x)a(z) a(0)b(0)|0)
_ 1 0° ZpqenpT
 Zpqcwpt 0map(0) 61y, () (A1)

m—diag(m)

Here,
ZpQChpPT = /DZ e‘fd4y [L2(y)+La(y)+..] (A.2)

denotes the partition function of PQChPT with the mass matrix m being promoted to
a space-time dependent object (The sources [, and r, as well as the scalar density p are
set to zero.). The functional derivatives are now worked out. For sea or valence flavor
indices a # b, one finds

1
ab _ — [ d*y [L2(y)+La(y)]
Chocurn(r) = 57— — [ DEB()e ey AB)
with
AL, Ok, 0Ly , | OL,
B(x) =+ D (x D 0) + I (x B (0) "
9L (1) 9L2 () _ 5(a)—LE1 (g |
OMmp, o Omap * OMmgp OMmipg ‘

The term %(.ﬁ)%((]), which in principle would be also present, does not contribute,

since it corresponds to the next-higher order in the chiral expansion. In the expression

above, Lo and L4 must be expanded up to quadratic and zeroth order in meson fields

O(x) = %ﬂ'(l‘), respectively. The LO Lagrangian £, results in the following contribution:

8[,2 Bof2 +
s (@) = =5 [2@) + =N @)
1
— Byf? [11 - m7(@)| + 06
ba
= =By |7*(z)], +O(*) (A.5)
The mass dependence of the NLO Lagrangian L4, see Eq. (2.22)), comes from the six
terms containing Ly, ..., Ls and Hs. The first two, £, and Ly, include derivatives of

the meson fields and are therefore of O(7?). So are L, and L. due to their structure,
which is similar to the LO Lagrangian Eq. (A.5). When setting the mass matrix m to

64



its physical value diag(m), one finds that £, and Ly, contribute only to the last term

of Eq. (A.1):
2
o(x) 0L,

————(0) = 4B} t oyt
v 8mab 8mba (O) N 4B0 5($) [2L8 (Eaazbb + Eaabzbb) (O) + 2H2}
— 8B23(x) [2Ls + H] + O(x?) (AS)

The second and third term in Eq. (A.4]) vanish completely to the order of interest.
Finally,

Cioenpr(@) = By (0[7* (2)]as[7*(0)]1a|0) + 855 8(x) [2Ls + Ho] . (A7)

The low- and high-energy constants Lg and H, enter the correlator only as contact
terms. They play no role at large time separations and will therefore be dropped in the
following considerations.

According to Wick’s theorem, Eq. can be reduced to a sum of products of two-point
functions, which involve only two fields. Among the non-zero

Ng+2Ny

Ceoonpr(t) = B k; (O () T (2 ) 70.(0) 14(0)[0)

Ng+2Ny

=B 30 [ (mue)ma(x) (ru(0)mn(0)
T (Tae(@)ma(0)) (i (2)ma(0))
+ (Tar(2)710(0)) ()70 (0))

Ng+2Ny

@)

BS[ 2 (TabTha) (TaaTop) + (TaiTia) <7le7sz>}

=1

Ngs
Bg[ 2 (TabToa) (Maao) + > (TaiTia) " (mipmes) "
=1

+ <7Tab7rba> <7Taa7raa>disc + <7Tab7rba> <7Tbb7rbb>discj| (A8)
Here, (mme) = (mi(x)m2(0)). Wick’s theorem yields the expression in the second line.

Then, most propagators are zero, which simplifies the expression to line three. There, in
the sum over [, propagators with ghost quarks cancel the corresponding valence quark

propagators, see Eq. (2.25), resulting in the final result.
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B. Rewriting the bubble function

The rewriting of the bubble function starts with
2 37 d ipx
Bgp(t, M, m) = B /d x/ gyt Bor (o, M) (B.1)

where

d*k 1 1
2m)4 (k4 p)? + M2 k% + m?
is the corresponding momentum-space representation of the bubble function Eq. (3.18]).

It is obtained by a convolution of the two propagators. Since the Z-integration projects
on =0, that is, p = (po, p1, P2, p3)T — (po,0,0,0)T = po, the integral simplifies to

BSP(p>Mam) :/( (BQ)

dpo

Bsp(t, M,m) = B} o

Bsp(po, M m) o . (B3)

At first, the two denominators in Eq. (B.2)) are combined by introducing a Feynman
parameter ¢, completing the square and shifting the integration variable k,

1
Bap (s(po, M, . c)) / e / i (B.4)
with
K* = c(1 — c)py +m? +C(M2—m2) : (B.5)

It is convenient to make use of the following expression:

1
F—/dTT e s> 1 (B.6)

u25

With u? = k% 4 k2, the momentum k appears in form of a standard Gaussian integral,
[dik e = :—z, resulting in

Bsp(k(po, M, m,c)) = 167T2F /dC/dTT ’”‘2, s5=2. (B.7)

Now, Bsp(x) must be Fourier-transformed back into position-space. The integration
over the pp-dependent part in s, see Eq. (B.5]), is easily done (the short-hand notation
A = 71¢(1 — ¢) is being used),

d T d 2 2 e h
APo e—Apg eipot — APo e—A(po—%) e—fT,\ — © ) (B.8)
. 27 ~ 27 2V A
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Being left with the integration over the Feynman parameter ¢ and the auxiliary param-
eter 7, the single pole bubble function reads

1\3\\1

5=

Bgp(t, M, m) = 327r5/2F /dc/dr Yo o Tlmt O mt - ()

The last step is the T-integration, which can also be performed analytically. It is of the
form

757 2 v 1 7 5 s_5
dr e Y TIr = — .22 %2 %y2T 1. K5 (« B.10
[ar s 75 Vit Ky (ayA) (B.10)

where K is the modified Bessel function of the second kind, and o = m? + ¢(M? —m?),
B=c(l—c),and v = c(1t2—c
For the present case, s = 2, the Bessel function is essentially an exponential function,

Kijo(x) = \/%e_”", and it follows the final result

L \/mm
/dc e el1=e) . (B.11)

0
1672t
0

Bsp(t, M, m) =
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C. Poisson summation formula

Let the Fourier transform (F.T.) of a function f be defined as

fa) = [ e, / o () e (©1)

and consider the continuous integrable function
)= Y. fle+nT) (C.2)

with 7 being the period of h. The function h(x) can be expanded in a pointwise con-
vergent Fourier series

= 3 by (C.3)

k=—o0

in which its Fourier coefficients are given by

/dflj’h —27r7, T

- ; / de S flatnT)e ke, (C4)
0

n=—oo

Lebesgue’s dominated convergence theorem |77, [78] justifies the commutation of integra-
tion and summation. Additionally, the integration variable is shifted to 2’ = x + n7:

T (n+1)

_ Z / dl’f(l’/) efZWig(z/fnT)

Tlf—OO nT

/dZL‘f —2mik ac

hy, = ; - f (2;’{) (C.5)

This combined with Eqgs. (C.2) and (C.3) yields the Poisson summation formula

Z flx+nT) = ,21, i f(zﬂk> emige (C.6)

n=-—00 k=—0c0

with the special case, x = 0,

S fT) = = i f(wf) (C.7)

n=—oo

68



The following detailed example is showing the rewriting of the elliptic theta function

Io,w) = > e )’ which is made extensive use of in the main text, Chapter .

For doing so, one needs

~ 2.
)= B = et (©5)
Now,
ontow)? 1
f(an):e"’(”Jr"J)Q:e’( T B=2, z=on, y=ow (C.9)
o
= Vo,w) = Z e o)
LS et
o k=—o00

2
_ T Z o 5k +i2mkw
O'
/ Z N k zﬂ —Jw

w2 ™ wo
Vo,w) = \/;e - (U, —Zﬂ_) : (C.10)
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D. The finite volume scalar correlator
without isospin symmetry

For Ng = 3 sea flavors, the finite volume scalar correlator for non-degenerate quark
masses reads

Cg;l,;jlﬂ( ) = Bj [ (TayTya) oy (2 <7Tm7ryy>1(11\blc + <7Tm7Tm:>gl\b/C + <7Tyy7ryy>dFi\iC)

+ Z ToiTia) oy \TiyTyi) gy | - (D.1)

i=u,d,s

When carrying out the partial fraction decomposition of the disconnected propagators
and summing over the spatial volume L3, one receives

2 u S
MO =5 X Rl BT, L t, My, M,)
S V=Z,Y,7T0,M
2655
T e (BT, L, t, My, M) — BGY (T, Lo, My, M,)]
1 .
-\ “Rw(ﬁgo‘f’;) + Nsa*vss| - Bop (T, Ly, My, M,)
S w=z,y
w( u,d,s FV
Y DGy BT L M0,
V=w,m0,n
+ Y BEYT, L t, My, Mi,) . (D.2)

i=u,d,s

From this lengthy expression, the scalar correlator for two sea flavors, C’;; (), can be
deduced by dropping s and 7 in all residues and sums.

The finite volume single pole bubble function BS;V) is given in Eqs. and (4.49).
The residues R and D are denoted as [53]

[T (M7 — M)
u,d, s _ i=ud,s w( u,d,s — a u,d, s
Rv(z,y,ﬂo,n) = H (MJQ _ Mg) and Dv (m,y,ﬂo,n) == _8M3) Rv(:r,y,ﬂo,n) 9 <D3)
j:maiﬂ-ofn
YE=

where the upper and lower neutral meson states in the parenthesis of R, correspond
to the product indices ¢ and j, respectively. The factor with ;7 = v is excluded from
the product in the denominator. The residue Ry, (%%?) is obtained from R,(,%%* ) by
dropping the z- and y- terms in the product over j.

In order to evaluate the correlator, one also needs the finite volume double pole bubble

function for unequal masses, ng )(T L,it,M,m) = —%ng\/) (T, L,t, M, m), which
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was not considered in the main text. It is shown in the two different forms necessary for
either of the two finite volume calculations in Section [4.3] and (4.4
From Eq. (4.37)), one obtains the following expression:

2 =
BT, Lo, Mom) = 20 3 3 /d WI—e  miyre(iEen) s
327T no,no=—o00 n=0 0 cm2 + C2(M2 mz)
(D.4)
7 is given in Eq. . For the second calculation, one considers Eq. and finds

(FV) s e~ En(M)t 4 o=En(M)[T—]
Byp (T, L,t, M, m) 8L3 Z p(n [ E,(M)(1— e—EMM)T)]

y [(fe‘Et + [T = tlePI7-1) . (1+ [ET — 1]e T (e P + e_E[T—t]>]

E2(1 _ e—ET) E3(1 _ e—ET)z
(D.5)

where, for brevity, £ = E,(m).
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