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INTRODUCTION

The Standard Model (SM) of particle physics is a description of nature in terms of elementary
particles and their interactions, except gravity.

So far, the SM has been proven to be very successful in reproducing the experimental data.
In the last forty years, many experiments have tested it obtaining excellent agreement with
theoretical predictions. Despite its success in describing with high precision a large set of
experimental results, there are several reasons to believe that the SM is not a complete
theory of particle interactions, but just a low-energy approximation to a more fundamental
theory. The fact that the SM does not provide a description for the gravitational interaction
is perhaps its most evident limit. Other problems which affect the model are also: the
instability of the Higgs mass to radiative corrections, the lack of a mechanism that explains
baryogenesis and the masses of the neutrinos, the absence of a candidate for dark matter,
and the failure to truly unify all the fundamental forces.

In addition, several issues related to the flavor structure of the SM remain still unan-
swered. In particular, the fact that the model parametrizes the observed hierarchy of particles
masses and mixing angles through free parameters (for quark sector we have: 6 masses, 3
angles and 1 complex phase) without explaining it. Moreover, the mixing among different
flavors of quarks represents the only source of CP violation in the Standard Model, an ef-
fect which has been proven to be too small, however, to explain the observed dominance of
matter over anti-matter in the Universe. This observation provides therefore a strong hint
for the existence of new sources of CP violation beyond the SM.

All these questions could find an answer in a more fundamental theory that manifests
itself at some higher scale. The search for this new physics can be carried out in a direct
way by using very high energy particle accelerators. In addition, research activities in flavor
physics aims at clarifying the open questions by testing the SM itself with increasing accuracy
and by searching new physics effects through indirect searches, i.e. by looking at processes
that are sensitive to virtual (loop) contributions of new physics particles. In the last years
a new era of exploration has started with the coming into operation of the Large Hadron
Collider at CERN.

In the direction of highlighting and quantifying the effects of new physics testing the pre-
dictions of the Standard Model, a dominant role is played by flavor physics which, because
of its highly non-trivial structure, is particularly sensitive to higher scales. In the hadronic
sector, flavor physics involves the elements of the Cabibbo-Kobayashi-Maskawa (CKM) ma-
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trix [I, 2]. Their accurate determination, obtained by combining experimental inputs with
theoretical calculations, represents the strictest test of the Standard Model.

In the SM, the CKM matrix describing the quark flavor mixing phenomenon occurring
in weak interactions, is a 3 X 3 unitary matrix of the form

Vud Vus vub
Vekm = | Vea Vs Vo |- (0.1)
Vie Vis Vi

Unitarity (i.e. V! = V1) enforces several restrictions. In particular, the sum of the squared
entries of each row (or column) should equal 1. By measuring independently the different
entries of the CKM matrix, it is possible to test the SM by verifying if these conditions are
experimentally satisfied.

A possible way to measure CKM matrix elements is from the study of leptonic decays of
pseudoscalar mesons P — (v, whose branching ratio is given by [3]

G2 |‘/Z“|2 m2
D(P — (y) =~ 2 Mpm? ( — —f> : (0.2)
sr P ¢ M?

We see that this experimental quantity is expressed in terms of some SM known parameters,
a CKM matrix element and some non-perturbative quantity, such as the decay constant fp.
The dominant uncertainty in the theoretical prediction of flavor observables comes from the
hadronic parameters that include the non perturbative contributions [4]. The calculation
of the ratio between the kaon and pion decay constants, namely fx and f., enables one to
extract |Vys/Vya| from the decays K — uv, and m — pv,. Most of the mixing angles |V;|
can also be determined from the study of semileptonic decays. For example, |V 4| and |V 4]
can be extracted from the branching ratios of D — wfv, and D — K{v,, if one knows the
values of the form factors at ¢*> = 0, fP7(0) and fP*(0). Furthermore, the determination
of the K — m vector form factor, f£7(0), provides the most precise determination of the
matrix element |V, | through the analysis of the semileptonic decay K — mfv,, also known
as K3 decay.

From the theoretical point of view, the calculations are challenging due to the effects of the
strong interactions, which in the SM are described by Quantum Chromodynamic (QCD). At
high energies (or equivalently at short distances) the theory is weakly interactive, so that it is
possible to study the theory with perturbative techniques. On the contrary, the interaction
increases with the decrease of the energy (or with the increase of the distance), and at energies
lower than ~ 1 GeV the theory is non-perturbative. For this reason, every calculation of low
energy hadronic states needs a non-perturbative treatment. The only available technique
that permits to calculate observables non-perturbatively from first principles is Lattice QCD
(LQCD), which is the tool used in this thesis. It consists in the simulation of QCD by
formulating the Lagrangian on a discrete and finite Euclidean space-time, that allows for the
numerical computation of path integrals via Monte Carlo methods.

One advantage of LQCD is that by the introduction of a finite 4-dimensional volume
V = L? x T and a lattice spacing a, the theory is both IR and UV regularized. Furthermore,
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the LQCD degrees of freedom are finite. So we can use the path-integral formalism, which
provides by itself a non-perturbative approach. By discretizing the gauge and fermion fields,
we can elaborate a lattice gauge field theory with some freedom, as long as in the continuum
limit we recover the target QCD theory. By choosing properly the lattice action we can
minimize discretization effects, leaving O(a?) as the leading contributions.

In the Euclidean space-time the path-integral has the form of a partition function and
it can be calculated using numerical simulations. Given the large number of lattice points,
Monte Carlo methods are employed with the importance sampling technique, by weighting
the contributions to the integral using the Boltzmann factor. The finite volume effects, the
introduction of the lattice and in many cases the simulated values of the light quark masses
which are larger than the physical ones introduce systematic uncertainties which have to be
precisely controlled and accounted for.

Thanks to the increased computational power as well as to the algorithm and action
improvements of the last decade, LQCD simulations have made significant progresses reach-
ing a remarkable level of precision. In particular, this is due to the so-called un-quenched
calculations, where the contributions of loops of dynamical sea quarks is properly taken into
account.

Most of the theoretical predictions on phenomenologically relevant hadronic observables
have been derived assuming the exact validity of the isospin symmetry and completely ne-
glecting the effects of electromagnetic interactions. In an isospin symmetric world, the up
and down quarks would be identical particles. It is known that in Nature the isospin sym-
metry is explicitly broken by the non-zero mass and electric charge differences between the
u and d quarks. The mass difference my — T?LUEI represents one percent or less of any typical
QCD energy scale. Similarly, the typical relative size of the electromagnetic (e.m.) breaking
of the isospin symmetry is given by the fine structure constant and it is small on hadronic
observables because in the low energy regime a.,, < 1. In particular, we have

Md = M, 0.01 and Qg ¢ !

Sy RS S 0.3
Agep A7~ 137.036 (0:3)

For these reasons we can reasonably state that, for observables with a non-vanishing isospin
symmetric part the, isospin symmetry is a good approximation of reality with an O(1%)
relative error. However, these small isospin breaking corrections are crucial to describe the
structure of atomic matter in the Universe [5]. One of the most important consequences of
the difference between the v and d quarks is that proton and neutron have different masses
and charges. The sign of that mass splitting makes the proton, and thus the hydrogen atom,
a stable particle. In addition, its value plays a crucial role in the determination of the initial
conditions of the Big Bang Nucleosynthesis.

Even if the hadronic isospin mass splittings are well known quantities, predicting it
from first principles is still a challenging problem because of the complex non-perturbative
interactions of quarks inside the hadrons. Furthermore, an important part of the structure of
atomic matter, as we know it, relies on a subtle cancellation between the small EM and strong

"'We indicate the quantities renormalized in the QCD+QED theory with an “hat”.
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breaking effects of the isospin symmetry, e.g. in the kaon and nucleon systems. Therefore,
it is fundamental to have a theoretical understanding of the hadronic mass splittings.

Is also interesting to understand how to deduce the individual m, and m, quark masses
and their difference. For example, it is important to know if m, = 0 could be a realistic
solution to the strong CP problem. One way to do this is to consider that the kaon is a
pseudo-Goldstone boson of chiral symmetry breaking and so the mass splitting AMZ =
M3, — M2, is particularly sensitive to the strong isospin breaking. In order to calculate
this effect, we have to find a way to evaluate the QED isospin breaking contributions. One
well known result in this direction is the Dashen’s theorem [6] that states that in the SU(3)
chiral limit the electromagnetic kaon mass splitting is equal to the pion one. Since AM? is
known a pure QED effect with good accuracy (the strong IB corrections being quadratic in
Mq — My), we conclude that (AMZ)em = (AM?) e + O(Qemms)-

Starting from the relevant two-points correlation functions calculated on the lattice, we
have computed the isospin breaking corrections to pseudoscalar (P) meson masses [7]. In
particular, we here provide results for the pion, kaon and charmed-meson mass splittings, for
the various € parameters describing the violations of the Dashen’s theorem. Furthermore,
we have calculated the m, and m, quark masses and their difference.

The method we have adopted in this work to calculate leading isospin breaking effects
on the lattice by including those associated with QED interactions has been developed
in [8, @]. These effects are tiny because very small couplings, namely (mq — m,,)/Aqcp and
Qem, multiply sizable matrix elements of hadronic operators. The approach is based on a
perturbative expansion of the lattice path-integral in powers of (Mg — m,)/Aqep and Qep,
considering the two expansion parameters of the same size and neglecting higher orders. In
this sense we talk of leading isospin breaking (LIB) effects.

A great advantage of our method is that, by working at a fixed order in the perturbative
expansion, we are able to factorize the small coefficients and to get relatively large numerical
signals. For the same reason, we do not need to perform simulations at unphysical values of
the electric charge, thus avoiding extrapolations of the lattice data with respect to Q.

The expansion of the lattice path-integral in powers of ., leads to correlators containing
the integral over the whole space-time of insertions of the quark electromagnetic currents,
multiplied by the lattice photon propagator. These correlators have both infrared (zero
modes), and ultraviolet divergences, that must be removed by providing an infrared safe finite
volume definition of the lattice photon propagator and by imposing suitable renormalization
conditions.

At first order of the expansion, the pion mass difference is generated only by QED
corrections. Furthermore, a,, does not need to be renormalized at this order. For this reason
the pion mass splitting is a particularly clean theoretical prediction. Our result has been
obtained by neglecting a quark disconnected contribution to M o which is, however, of order
O(QemMyq), with m,g the average u and d quark mass. This contribution is expected to be
numerically of the same order of the neglected second-order contributions to the expansion.

The kaon and D-meson mass splittings are determined by both electromagnetic and
strong isospin breaking (SIB) effects. We implemented a renormalization prescription in
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order to separate these effects (see Section later on). Using that prescription, we have
calculated [My+ — Myo]9EP | [My+ — Myo]51B | Mp+ — Mpo, together with the Dashen’s the-
orem breaking parameters e,o, €, £xo (defined in Egs. , and respectively)
and the v and d quark mass difference. Those results have been obtained using the so-called
electro-quenched approximation, i.e. by considering dynamical sea quarks as neutral with
respect to electromagnetism. For the present study we have used lattice gauge field config-
urations generated by European Twisted Mass (ETM) Collaboration with Ny =24+ 1+1
sea quark flavors. We here anticipate our findings

Myr — My = 421 (26) MeV [4.5936 (5) MeV]esp ,  (0.4)

[My+ — Myo]®FP (MS,2 GeV) = 2.07 (15) MeV | (0.5)
[My+ — Myol®'P (MS,2 GeV) = —6.00 (15) MeV , (0.6)
(Mg — My )(MS,2 GeV) = 2.38 (18) MeV (0.7)
(RIS, 2 GeV) = 0.513 (30) | (0.8)

mq
M, (MS,2 GeV) = 2.50 (17) MeV (0.9)
ma(MS,2 GeV) = 4.88 (20) MeV , (0.10)
g0 = 0.01(4), (0.11)
e,(MS,2 GeV) = 0.80 (11), (0.12)
exo(MS,2 GeV) = 0.01 (2), (0.13)
[Mp+ — Mpo]®FP (MS,2 GeV) = 242 (51) MeV , (0.14)
[Mp+ — Mpo]®"? (MS,2 GeV) = 3.06 (27) MeV | (0.15)
Mp+ — Mpo = 547 (53) MeV [4.75 (8) MeV]ewp ,  (0.16)
SMps = 2.3 (4) MeV (0.17)

where the errors include an estimate of the effects of the QED quenching. In Egs. and
the experimental values from PDG [3] are given in squared brackets for comparison.
Instead the experimental value of the kaon mass splitting Mg+ — Mgo = —3.934(20) MeV [3]
is used as the input to determine the quark mass difference (Mg — ) given in Eq. (0.7).
Moreover, in Eq. we provide an estimate of the electromagnetic corrections to the
D7 -meson mass.

Apart from the hadronic spectrum, for many physical quantities relevant to studies of
flavor physics, the recent improvements in lattice computations have led to such a precision
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that electromagnetic effects and isospin breaking contributions cannot be neglected anymore.
An example is provided by the leptonic decay constants fx and f,, relevant for K, and 7y
decays, and the form factor f*(0) appearing in semileptonic K3 decays. These quantities
are used to extract the CKM entries |V,5| and |Vs|/|Vua| from the experimental decay rates,
and they have been computed on the lattice with a precision at the sub-percent level [4]

fr=130.2(1.4) MeV  fx = 155.6 (4) MeV
fi/fr=1.193(3)  f+(0) =0.9704 (32) . (0.18)

The quoted QCD errors are of the same order of the uncertainties due to the explicit breaking
of isospin symmetry and to electromagnetic corrections to the leptonic and semileptonic
decay rates. For this reason, if one wants to improve the precision of theoretical calculations,
these corrections have to be taken into account.

Recently a method has been proposed to compute electromagnetic effects in hadronic
processes, like decay rates, using lattice simulations [L0]. The computations of this quantities
is made much more complicated with respect to the computation of the hadronic spectrum
by the presence of infrared divergences in the intermediate stages of the calculation. Infrared
divergences can be removed by considering diagrams containing different numbers of real and
virtual photons [I1]. Let us consider the leptonic decays of charged P mesons, PT — (Tv,.
As we mentioned, in the absence of electromagnetism the non-perturbative QCD effects are
contained in the decay constant fp, defined by

Olav" 2| P*(p)) = ip" fp (0.19)

where PT is composed of the valence quarks q; and ¢p, and the axial current in ((0.19))
is composed of the corresponding quark fields. When we include electromagnetism, the
constant fp has not any more a physical definition, because of the contribution of diagrams
in which a photon is exchanged between a quark into the hadron and the charged lepton.
Thus the physical width is not just given in terms of the matrix element of the axial current
and can only be obtained by a full calculation of the electromagnetic corrections at a given
order.

The first step in the calculation of the weak decay width is to remove the IR divergence
contained in I'y = I'(P*T — ¢*,) by including the contributions from real photons. Defining
['1(AFE) the partial width for the decay PT — ¢Tuv,y, with AE the maximum value of the
energy of the photon in the centre-of-mass of P, we have that the sum I'y +I'; (AFE) is free
from IR divergences.

Let us consider PT = 7*. At lowest order in electromagnetic perturbation theory the
process ud — (v, proceeds by a W exchange in the s channel. Since the momentum
transfers in this kind of processes are much smaller than My, we can rewrite the amplitude
in terms of a four-fermions local interaction

Gr

Ly = _ﬁ Jd[J%(l — ¥5)u][Zey (1 = 75)1] (0.20)

where G is the Fermi constant.
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In lattice calculations this replacement is necessary since the lattice spacing is much
greater than 1/My, (typically a=! ~ 2 — 4 GeV). When including the O(a,,) corrections,
the ultraviolet contributions to the matrix element of the local operator are different
from those in the SM. However all divergences can be reabsorbed into the definition of Gp.
Indeed, according to Sirlin [12], the evaluation of the amplitude for the process 7™ — (T,
up to O(aem) can be performed in the effective theory with the effective Hamiltonian

GF Qem MZ 7 —
Hop=—72=V" |1+ —1log—— | [dv.(1— F(1—y5)0 0.21
= Sev (1 2 o 3 ) (@1 - aello =] (02)
and the photon propagator in this effective theory defined (in the Feynman gauge) in the
so-called W-regularization, namely

2
1, My 1 (0.22)
k2 M2, — k? k?

The UV divergent contribution of the photon propagator, namely (k* — M3,)™!, is absorbed
in the re-definition of the Fermi constant Gr.

Up to now we are not still able to implement the W-regularization on the lattice, due to
the heavy mass of W bosons. Thus, the matching between the operator in defined on
the lattice and in W regularization has to be exploited. The renormalization of the weak
Hamiltonian is performed in two steps [13]. First of all, the lattice operators are renormalized
non-perturbatively in the RI>MOM scheme [14] at O(a.,) and to all orders in the strong
coupling a. Because of the breaking of chiral symmetry in the twisted mass formulation
we have adopted in our study, this renormalization includes the mixing with other four-
fermion operators of different chirality. In the second step we perform the matching from
the RI’-MOM scheme to the W-regularization scheme perturbatively. By calculating and
including the two-loop anomalous dimension at O(aem,as), the residual truncation error of
this matching is of O(emas(Mw)).

It is clear that the problem of calculating I'y is the evaluation on the lattice of correlation
functions involving the effective Hamiltonian (0.21]). The diagrams contributing at O(ctp,)
to the amplitude for the decay 7" — ¢*1, are those reported in Fig. |0.0.1}

This thesis constitutes a step forward in the context of non-perturbative calculations of
isospin breaking effects in hadronic processes, since the leading electromagnetic and strong
isospin breaking corrections to the 7+ — p*v,(v) and K+ — p*v,(y) leptonic decay rates
have been evaluated for the first time on the lattice. This study demonstrates that such
calculations are within reach of present lattice technology. The successful implementation of
the proposed method in the case of leptonic decays of hadrons can be also extended to the
ab initio calculation of radiative QED corrections to semileptonic decays.

The main results of our calculation are presented in Chapter [4 together with a detailed
discussion of their implications. Here, we anticipate some key results: After extrapolation
of the data to the physical pion mass, and to the continuum and infinite-volume limits, the
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+ u + u +
RGP G LR & b
d 17 17 d 17

u (‘Jr u l,r‘+ u ({+ w €+
d Ve Ve Ve

vy

Figure 0.0.1: Connected and disconnected diagrams contributing at O(@,,,) contribution to
the amplitude for the decay 77 — (T v,.

isospin-breaking corrections to the leptonic decay rates can be written in the form [13]:
D(r® = pFv,[y]) = (1.015340.0019) TO(x* = p*v,), (0.23)
N(K* = pFu,y]) = (1.0024 4+ 0.0010)TO(K* — ), (0.24)

where I'©) is the leptonic decay rate at tree level. The corrections are about 1.6% for the
pion decays and 0.3% for the kaon decay, in line with the generic O(1%) naive expectations.
Taking the experimental value of the rate for the K, decay, Eq. together with
F(O)(K + uiuu) obtained using the lattice determination of the kaon decay constant we
obtain |V,s| = 0.22567(42), in agreement with the latest estimate |V,s| = 0.2253(7), recently
updated by the PDG [3] but with better precision. Alternatively, by taking the ratio of K
and 7,0 decay rates and the updated value |V,4| = 0.97420 (21) from super-allowed nuclear

beta decays [15], we find [16]
|Vis| = 0.22538 (46) . (0.25)

The unitarity of the first row of the CKM matrix is satisfied at the per-mille level; e.g. taking
the value of V,s from the ratio of decay rates and |V,;| = 0.00413(49) [3], we get

[Vial? + [Vius|* + | Vi[> = 0.99988 (46) . (0.26)

The work described in this thesis has been undertaken between November 2016 and
October 2019 while I was a Ph.D. student at the Mathematics and Physics Department
of Universita degli Studi Roma Tre and it has been carried out under the supervision of
Prof. Vittorio Lubicz and Prof. Silvano Simula. Parts of this thesis have appeared in the
following papers:
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e D. Giusti, V. Lubicz, G. Martinelli, F. Sanfilippo, S. Simula, N. Tantalo and C. Tarantino
Leading isospin-breaking corrections to pion, kaon and charmed-meson masses with

Twisted-Mass fermions
Phys. Rev. D 95 (2017) 114504 [arXiv:1704.06561 [hep-lat]] [7].

e D. Giusti, V. Lubicz, G. Martinelli, C. T. Sachrajda, F. Sanfilippo, S. Simula, N. Tan-
talo and C. Tarantino

First lattice calculation of the QED corrections to leptonic decay rates
Phys. Rev. Lett. 120 (2018) 072001 [arXiv:1711.06537 [hep-lat]] [16].

e M. Di Carlo, D. Giusti, V. Lubicz, G. Martinelli, C. T. Sachrajda, F. Sanfilippo,
S. Simula and N. Tantalo
Light-meson leptonic decay rates in Lattice QCD+QED
Phys. Rev. D 100 (2019) 034514 (Editor’s suggestion) [arXiv:1904.08731 [hep-lat]] [13].

This work is organized as follows’|

e In Chapter [I] we explain the method used in the calculation of the isospin breaking
effects, that is basically a combined expansion in (mg —m,)/Aqcp and @, of the two-
points correlation functions [8,9]. We explain how QED is introduced in our simulation
using the non-compact formulation, i.e. by using as dynamical variable on the lattice
the electromagnetic field A,. When including QED on the lattice, we have to deal
with the fact that it is a long-ranged interaction, so we have to take into account finite
volume effects (FVEs) [17] that are not exponentially suppressed, as is often the case
of QCD, but decrease only as inverse powers of the lattice size. We also discuss in
some detail how one might define the QCD contribution from the full (QCD+QED)
theory. Although such a separate definition of QCD is not required in order to obtain
results computed in the full theory, it is convenient if one wishes to talk about radiative
(and strong IB) corrections to results obtained in QCD. For this we need to specify
what we mean by QCD. Finally, the renormalization of the quark field, bilinear and
four-fermion operators in the combined QCD+QED theory is discussed.

e In Chapter [2) we describe the lattice computation of the isospin breaking corrections
to pseudoscalar meson masses. Using the strategy described in Chapter (1| we obtain
results for the pion, kaon and charmed-meson mass splittings, for the ¢ parameters
related to the violations of the Dashen’s theorem and for the light quark mass differ-
ence [7].

e Chapter [3| contains a thorough illustration of the method proposed in [10] to compute
electromagnetic effects in hadronic processes using lattice simulations. We discuss the
framework for including radiative QED corrections in leptonic decays of hadrons, in-
cluding the treatment of infrared divergences in intermediate stages of the calculation.

’In this thesis the basic ingredients of the lattice QCD regularization are assumed to be known. In
particular we do not discuss how to discretize the fermion and the gauge fields and how to perform the
renormalization on the lattice.



INTRODUCTION

In order to compute the physical widths, diagrams with virtual photons must be com-
bined with those corresponding to the emission of real photons. Only in this way do
the infrared divergences cancel as first understood by Bloch and Nordsieck in 1937.
We also discuss the effective weak Hamiltonian and its renormalisation in the presence
of electromagnetism. Finally, we address the additional theoretical issues which arise
when including electromagnetic corrections to semileptonic decays, such as K3 decays.

e In Chapter 4] we present the first lattice determination of the radiative corrections to
the light meson leptonic decay rates. By adopting the method described in Chapter
we provide results for the leading electromagnetic and strong isospin breaking cor-
rections to the 7t — p*v,(y) and K — ptwy,(y) leptonic decay rates [13] [16]. For
these channels the real soft-photon contributions and the structure dependent (SD)
corrections are estimated, by relying on the quoted chiral perturbation theory results,
to be negligible. On the other hand SD corrections might be relevant in the case of
heavy flavors and for the decays of pions and kaons into electrons when the energy of
the photon becomes larger than about 20 MeV. Therefore, at the end of the chapter,
we also present a preliminary non-perturbative calculation of the form factors which
contribute to the amplitudes for the radiative decays P — fv,y for P mesons ranging
from the pion to the D, meson. Together with the non-perturbative determination
of the virtual photon corrections to the processes P — fv,, this will allow accurate
predictions to be made at O(ae,) for leptonic decay rates for pseudoscalar mesons,
leading to significantly improved precision in the determination of the corresponding
CKM matrix elements. Precise predictions for the emission of a hard photon are also
very interesting, especially for the decays of heavy D and B mesons for which currently
only model-dependent predictions are available to compare with existing experimental
data.

Appendix A contains an expanded discussion of the renormalisation of the effective weak
Hamiltonian, including electromagnetic corrections, along with some important aspects pe-
culiar to the twisted mass fermions used in the numerical calculation. Finally, we end this
thesis with some conclusions where we summarize the main results and indicate some future
perspectives.
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ISOSPIN BREAKING EFFECTS ON THE
LATTICE

1.1 INTRODUCTION

Isospin symmetry SU(2)y, is an almost exact property of strong interactions as described
by the QCD Lagrangian. This happens because the difference between the up and down
quark masses is much smaller than the QCD scale, (mq — m,)/Agep < 1, and it remains
true also when electromagnetic interactions are switched on, because isospin breaking effects
due to the different quark electric charges (e, # e4) are suppressed by the electromagnetic
coupling constant, Qe, ~ 1/137.036. For these reasons most of theoretical predictions of
several physical quantities assume isospin symmetry, i.e. the masses of the up and down
quarks are taken equal and electromagnetic effects are neglected.

One of the primary goals of lattice QCD is to calculate non-perturbatively hadronic ob-
servables at the level of accuracy required for phenomenological applications. In the flavor
physics sector, for instance, the combined efforts of the lattice QCD community resulted in
calculations of quantities such as the Ky and K3 decay rates with relative overall uncer-
tainties at the few per mille level [4, [18].These results have been obtained, in most of the
cases, within the isosymmetric theory.

Nowadays, with the increasing precision of the experimental determinations of many
physical quantities, and in some cases with the improvement of the theoretical predictions,
the control over isospin breaking effects is becoming phenomenologically relevant. For ex-
ample, by neglecting the pion mass difference (3%) and the kaon mass difference (1%) a
systematic error is unavoidably introduced on the corresponding determination of the K3
decay rate or on any dimensional quantity if these masses are used to calibrate the lat-
tice. Isospin breaking effects are important also for hadron spectroscopy, for the meson
decay constants, for the -7 scattering length, for the quark condensate and for many other
quantities.

In the past, isospin breaking effects due to the light quark mass difference (in the follow-
ing referred to as SIB effects for strong isospin breaking effects) have been accommodated
within the chiral perturbation theory (ChPT) framework or relying on model-dependent ap-
proximations (see [19-22] for a largely incomplete list of references on the subject), while
several attempts to compute electromagnetic effects for the hadron spectroscopy in lattice
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QCD have been presented [23-26]. It is very difficult to take into account in numerical
simulations SIB effects (see [27-31] for a selection of previous lattice works on the subject)
because the effect is in general rather small and comparable with the errors in the determina-
tion of, say, the hadron masses or decay constants. Furthermore, in order to perform unitary
dynamical simulations of two light quarks of different mass the single quark determinant
must be positive and this happens only in the case of lattice discretizations of the fermion
action that are very expensive from the numerical point of view.

In this chapter we will first discuss how to compute hadron masses in LQCD and then
the method that we used to evaluate leading isospin breaking effects (LIB) on the lattice by
including those associated with QED interactions [§,[9]. These are tiny corrections because
very small factors, (Mg — my)/Agep and Qep,, multiply sizable matrix elements of hadronic
operators.

Our approach, known as the RM123 approach, consists in a perturbative combined
expansion of euclidean correlation functions in powers of the electric charge € and the mass
difference mgy — m,, of the light quark masses. We consider the two expansion parameters of
the same order of magnitude, (Mg —my)/Agep ~ Qem ~ €, and neglect in this work terms of
O(£?). In this sense we talk of “leading isospin breaking” (LIB) effects. Next-to-leading SIB
corrections, i.e. second or higher orders in the m, — m, expansion, have not been calculated
in the present work. The associated effects are estimated to be negligible at the current level
of (both theoretical and experimental) precision on flavor physics observables. Indeed, on
the basis of dimensional arguments, higher orders corrections are expected to be suppressed
by additional powers of the small expansion parameter (mqg—m,)/Agep. Clearly, we cannot
exclude the existence of specific observable for which higher order SIB effects may be larger
than expected. Nevertheless if necessary, the method suggested can be extended to evaluate
higher order contributions (for example, for the 7+-7° mass splitting [S]).

A great advantage of our method with respect to other approaches (see for example
[23, 25], 32-34]) is that, by working at fixed order in a perturbative expansion, we are able
to factorize the small coefficients and to get relatively large numerical signals. For the same
reason, we do not need to perform simulations at unphysical values of the electric charge,
thus avoiding extrapolations of the lattice data with respect to Q.

In order to better understand our strategy we will start by describing how to calculate
isospin breaking effects due to the u and d mass difference (see Sec. .. We will then
include the electromagnetic effects and explain how we included electromagnetism in our
numerical simulations using a non-compact formulation of QED, i.e. by using as dynamical
variable on the lattice the electromagnetic field A,. The expansion of the lattice path-
integral in powers of a,,, leads to correlators containing the integral over the whole space-
time lattice volume of two insertions of the quark electromagnetic currents multiplied by the
lattice photon propagator. These quantities have both infrared and ultraviolet divergences
that must be removed by providing an infrared safe finite volume definition of the lattice
photon propagator and by imposing suitable renormalization conditions. These issues will
be discussed in detail in Sec. [114l

In Sec. [1}5] we will also give some details about the lattice fermion action, in particular

12



2. HADRON MASSES ON THE LATTICE

of the mixed-action setup used in this work.

In Secs. [1][6] and [1}[7] we then describe our method explaining how we perform the ex-
pansions of the physical observables in my — m,, and a,,, and how to calculate corrections
to the lattice path-integral. For illustrative purposes we will focus on two-point correlation
functions, from which we evaluated isospin breaking corrections to hadron masses.

The method is applicable in principle to any hadronic observable which can be computed
on the lattice and it was tested, applying it to the computation of leading isospin breaking
effects for several physical quantities of interest: the pseudoscalar meson masses [7], the
neutron-proton mass splitting [9, [35], the light meson decay constants [13, [16, [36], the form
factors of semileptonic K3 decays [8] and the hadronic vacuum polarization contribution to
the lepton anomalous magnetic moments [37, [38].

Our results have been obtained within the electro-quenched approximation, i.e. by con-
sidering dynamical sea quarks as neutral with respect to electromagnetism.

Working on the lattice in finite volume, and being electromagnetism a long range inter-
action, we need to correct for QED finite volume effects which are by far not negligible. In
Sec. [1}[9] we will discuss how they have been evaluated in our calculations.

Moreover, a discussion of the relation between the “full” QCD+QED theory, including
electromagnetic and SIB effects, and isospin-symmetric QCD without electromagnetism will
be given in Sec. [IJ[I0]

Finally, in Sec. [IJ[II] we will present a non-perturbative renormalization procedure for
quark bilinear and four fermion operators in the combined QCD+QED theory.

1.2 HADRON MASSES ON THE LATTICE

Before discussing LIB effects on the lattice, we want to briefly sketch the strategy used to
study the spectroscopy in LQCD.

Hadron masses are a crucial ingredient for any lattice calculation and are the simplest quan-
tities that can be computed on the lattice. They are usually determined from the asymptotic
behavior of the two point Euclidean-time correlation functions.

1.2.1 CORRELATION FUNCTIONS

The two-point correlator function in its general form is written as the vacuum expecta-
tion value of the T-product of two interpolating operators O}(y) and O;(x), i.e., any local
interpolators that create in y ad annihilate in = the state of interest from the vacuum

Cig(2,y) = (UT(Oi()0}(9))I2). (1.1)

For this reason we refer to O}(y) and O;(z) as source and sink interpolators respectively. In
fact, the first step of a spettroscopy calculation is the identification of the suitable hadron
interpolators O; and O;f. For hadron spettroscopy one studies interpolators constructed out
of quarks and gluons, namely functionals of lattice fields with the quantum numbers of the
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state one is interested in. There is a huge number of these interpolators to choose from.
In practice, any operator which have the same quantum numbers of the state of interest is
suitable for the purpose.

We can rewrite the general correlator in eq. in an operative form following two
steps. Firstly, we can insert a complete set of energy eigenstates |En) = +/2E,|E,), which
are covariantly normalized

and so satisfy the completeness relation in the form

> 2; ENE,| + |Q)(Q| = 1. (1.3)

Secondly, due to the spatial and temporal traslational symmetry, O;(x) has a simple depen-
dence from x, which allows us to replace

Oi(x) = e 0;(0)e "7, (1.4)

where e=P* —iHt=P'7) ig the space-time evolution operator. Introducing these expressions
into eq.(|1.1)) and assuming that O; and O; do not have the quantum numbers of the vacuum,
the correlation function analytically continued to Euclidean times 7 through the Wick’s

rotation it — 7 takes the following expression

=€

C’z‘j(%y) = Z 2E <Q|eZpacO ( ) —zpz|En><En|ez‘py0;((0)e—ipy|9> _
5 (B (1.5)
— Z E<Q|OZ<O)‘ETL><E”|OT( )’Q> En Tz Ty)+an (:E y)7

and we consider the case E,, satisfies the relativistic dispersion relation

E, = /M2 2. (1.6)

There is no loss in generality in setting y = 0. Applying the Fourier Transform in the
space component we can write

Ciy(7,p) = I3 ZCW T =

=D m<Q|Oi(0)|En><E~n|Oj.(())|Q>e—EnTei(’ﬁn—ﬁ)~£ _
. o (1.7)

- M;mmpi(onénxénw} (0)[Q)e"76(5, — ) =

- Z 2E Q|O )|E~n><En‘O;r(0)|Q>efE”T
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2. HADRON MASSES ON THE LATTICE

Then, the correlation function at zero momentum p'= 0 is simply given by

1 o

n

where we have called the matrix element
(010:(0)| Ep) = 2" (1.9)
We finally write the Eulidean-time correlation function as

1
Cii(1) = Q—M()Z?ZJ(.)Te_MOT (1 +> Cne_(M"_MO)T), (1.10)
n>0

My 2P 2
~ M, 20z
)

(1.11)

n

where we have taken out of the summation the fundamental state, i.e., the lightest state
excited from the vacuum by the operators O; and O,. All other states in the sum with M,, >
M are excited states. The elements ZZ-”Z;”L quantify the overlap between the interpolators
chosen for the calculation of the Euclidean two-point correlation function and the n-th one-
particle state.

1.2.2 EFFECTIVE MASSES

We have seen that the correlation function can be written as a superposition of single (and
multiple) particle states weighted by a decreasing exponential factor depending on the mass
M, of the state. At large time distances heavier states will be suppressed, so that we can
assume that only the fundamental state will survive:

1 0 70t —Mor

This condition allows us to extract My, the mass of the hadron we are interested in, from
an effective mass formula:

_ Ci;(1) .
meff<7—> - lOg Czj (7_ + 1) ’T>>0/

Mo, (1.13)

which approaches M, for large enough 7. Indeed, eq. could becomes slightly more
complicated on the lattice. As simulations can be performed on a V = L3 x T finite space-
time lattice, there will be a reflected wave coming from the boundaries and traveling in
opposite direction with respect to the signal. Time reversal symmetry implies that, for
mesons, propagation in 7 and (7" — 7) is identical up to a possible relative minus sign and,
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when only the ground state is considered, the correlator shows a cosh- or sinh-dependence
on T.

At large times, from a certain time 7,,;, in lattice units, the effective mass curve exhibits
a plateau. In this region, i.e. for 7 > 7., we can consider negligible the effect of the excited
states. The main advantage of using an effective mass formula is that it makes it possible to
extract the fundamental hadron mass directly from a constant fit in this interval, i.e. simply
a weighted average over the points in the plateau interval [Ty, tmax]. A proper choice of
the fit interval [T, Tmax] 1S @ crucial step in our analysis:

e The choice of the 1,;, time should be done very carefully. The signal to noise ratio
becomes weaker with the increasing of time and taking a small 7,;, will reduce the
statistical uncertainty on M;,. On the other hand, by taking it too small, may not cut
the contribution of the exited states properly. The last circumstance will introduce a
systematic error by increasing the estimate of the effective mass.

e The choice of myax, for its part, is not equally delicate but requires a bit of attention
as well. The signal to noise ratio gets weaker in the proximity of the boundary 7'
The final points are strongly fluctuating. We see in eq. that the effective mass
is written in terms of a log(z) function and strong fluctuations of the argument make
meg not defined for all the points in the time interval. In such cases we are forced to
choose a smaller myax.

1.3 LEADING ISOSPIN BREAKING EFFECTS ON THE LATTICE

In order to illustrate the strategy, we first describe the calculation of LIB induced by the
small mass difference between the up and down quarks [§]. The introduction of QED isospin
breaking effects is somewhat less straightforward and could be better understood if the basic
ideas of the strategy are clear.

In this section we present the basic ingredients of the method, which is based on a
perturbative expansion in the small parameter (mg —m,)/Agcp. In this way one expresses
isospin breaking corrections as a sum of amplitudes calculated in the isospin symmetric
theory and multiplied by the small parameter.

Let us start by considering a generic euclidean correlation function (O) used to extract
information about physical quantities such as masses, decay constants, form factors etc.,

_ngb(’)e*S
~ [Dges

where D¢ represents schematically the full functional integration measure of the theory. By
neglecting electromagnetic corrections we can write the Lagrangian density as a term which

(0) (1.14)
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3. LEADING ISOSPIN BREAKING EFFECTS ON THE LATTICE

is SU(2)y symmetric plus a term which violates the isospin symmetry,

My + My Mg — My,

= Lyin + (tu + dd) — (au — dd) =
= Ekzn + Myq qq — A7nud ngq -
= Lo—AmuL, (1.15)

where ¢©' = (u,d), myq = (mg +my)/2 and Am,g = (mg —m,)/2. By expanding at first
order the exponential of the action, S =) L(x), with respect to Am,4 we obtain

©) ~ JD2O0TAmLS) ™ (O)o+ Amu{OS) _
 [D¢ (14 Amyg S) e 14 Amuq (S)o

— (O + Amyq (OS), (1.16)

where (-)o represent the vacuum expectation value in the isospin symmetric theory and S is
the isospin breaking term,

S=>[grq(z) =Y [t — dd)(x). (1.17)

T T

The correction in the denominator of eq. (|1.16|) vanishes, (5’)0 = 0, because of isospin
symimetry.
We can apply eq. (1.16]) to the calculation of the u and d propagators

Su(x17x2) = Sé(xbe) + A7nud Zse(xl?y) Sg(g,il?z) T

)
Sa(r1,22) = Sp(x1,72) — Amyg Z Se(z1,y) Se(y, x2) + -+ (1.18)
Y
that can be diagrammatically represented asﬂ
4L: +Amud%+7
d
— - = — Ay —@— + -, (1.19)

1Here and in the following the up quark line in the full theory is drawn in light blue color while the down
quark line in green. The black lines refer to Sy, the propagator with the symmetric mass m,q in the isospin
symmetric theory.
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where the insertion of the scalar density is represented by a cross and

vy = Si(z—y) = {Uz)(y)),
® = Y [(2)1Uz2), (1.20)

with ¢ either u or dE| Using the expansion we have written the u and d propagators
as a sum of isospin symmetric propagators with a scalar insertion. The same procedure
can be applied to all correlation functions in order to extract the leading isospin breaking
corrections to physical observables.

In this work we have applied the method discussed above by using the so called Twisted
Mass lattice discretization of the QCD action. This choice has advantages and drawbacks.
The main advantage is the automatic O(a) improvement. A drawback is the breaking of
isospin symmetry at finite lattice spacing, even with Am,4 = 0. The associated O(a?) cutoff
effects are eliminated by performing continuum extrapolations. Our method is general and
can be applied with any lattice regularization of the quark action (e.g. Wilson, Overlap,
etc.).

1.3.1 CORRELATION FUNCTIONS AT FIRST ORDER

We shall consider the following two point correlation functions in order to give a description
of how the method works:

Corer (1,50 = 3 P wrad(a) drsu0))

Canna(t.) = 5 3¢ P (s — drad)(a) (w150 — s 0))
Crerse (19) = Y e P (as5(2) 57500

Crons(.7) = 3 &P drssla) s5(0))

(1.21)

Using eq. ((1.18) to expand the u and d propagator, we can calculate isospin breaking
corrections. The first order corrections to pion masses do vanish, as can be shown by

Ay = ZamOAmyg, where Za,, is scale and scheme dependent while the combination

Amyq Y, U(2){(z) is renormalization group invariant.
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3. LEADING ISOSPIN BREAKING EFFECTS ON THE LATTICE

considering the diagrammatic expansion of the correlation functions of the charged pion,

Crin-(t) = —é :—O —Amud® +Amud@ Foee=
= —<:> + O(Amyg)?, (1.22)

and of the connected diagrams entering neutral pion two point function Cro,o(t),

é: O +amua (> +amu (D +0=
. O +28mu > +0(8mu)’,
é: O = dma S = dma (> 0o
L O —2mu (> + 0(dmua),

Croqo(t) = —% <u> + é = — <:> + O(Amud)Z. (1.23)
u d

The first order corrections cancel also for the disconnected diagrams contributing to Croqo(?).

For kaon mesons first order corrections to masses and decay constants are instead different
from zero. The strong IB correction to the two point correlation functions of the strange
mesons are

Crrg-(t) = — <§> = — <> — Amyg @ + O(Amua)?,
Crogo(t) = —é = —<:> _’_Amud@ -I—O(Amud)Q. (1.24)
d

In the diagrams above and in the following the strange quark line is red.

In the following sections (we will strictly follow the description of [9]) we are going to
discuss the inclusion of QED isospin breaking effects, by performing an expansion in both
Mg — My and Qg,. As we have seen from eq. and the pion does not receive
isospin breaking corrections at first order from the u and d mass difference and the leading
correction comes from QED. On the contrary, kaons have both types of corrections at the
leading order. In this case we will define a convention to separate QED and QCD effects.
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1.4 NON-COMPACT QED ON THE LATTICE AT O(ay,)

In this section we describe how QED is regularized on the lattice and we discuss the issues
associated with the expansion of the quark action with respect to the electric charge. In
particular we present a safe prescription for the definition of the IR regularized finite volume
lattice photon propagator, i.e. a way to eliminate the infrared divergence associated with the
zero momentum mode, that can be conveniently used in numerical calculations by working
directly in coordinate space.

We adopted the non—compact formulation of lattice QED, that consists in treating the
electromagnetic gauge potential A,(x) in a fixed (Feynman) gauge as a dynamical variable.
The field A,(z) is introduced as a free field with the Maxwell action

Spousel Al = 5 3 ) [~V 9] Au(e) =

T,V

:_Zm-zmkm]<m, (1.25)

k,u,v

which is gaussian distributed in momentum space. A, () is a real field, while A, (k) denotes
its Fourier transform that is a complex field satlsfymg the condition A*(k;) = Au(—k).

Non-compact lattice QED has been used also in [23], where the effects of electromag-
netism have been computed non-perturbatively on the lattice for the first time, and in most
of the other lattice simulations subsequently performed ([25], 32H34] for recent works on the
subject).

The electromagnetic interaction of quarks is written in terms of the quarks discrete
covariant derivatives, by introducing the QED link variables through exponentiationﬂ

Ay(x) — E(x) = e tetnl@) (1.26)

and multiplying the QCD links by the appropriate U(1).,, factors. The covariant derivatives
are thus defined as:

DU Al ¢p(x) = [Eu()]” Un(@)tbs(x + p) — () |

DU Al Ys(x) = tp(x) = [Eu(2)]™ Up(2)p(x —p) - (1.27)

In the previous expressions ey is the fractional electric charge of the quark of flavor f, i.e.
es is 2/3 for up-type quarks and —1/3 for down-type quarks. Given our conventions, exact
gauge invariance is obtained if the fields are transformed as follows

V() — N p(x) o p(x) — Pp(x)e N A (r) — Au(x) + V(@)
(1.28)

3In the following a = 1.
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where we define

Vife)=fle+n)—flx), V. flx)=fx)~-fle—m), V,=-"5—".
(1.29)

In order to calculate isospin breaking corrections we will perform a combined perturbative
expansion in Q.,, and mg—m, We want to treat electromagnetism at fixed order with respect
t0 Qe and, to this end, we need to expand the quarks action in powers of e. This procedure
is performed by starting from the explicit expression of the lattice Dirac operator D¢[U, A; g
to be used in numerical simulations and expanding up to order €2

wa {DfUA g1 — Dy[U, 0; 9]}¢f( ) =

_Z{ €f6 Au VM( ) (efe) AM( )A#(x)T;f(;E)—{—} )
(1.30)

where V() is the conserved vector current corresponding to the quark f while 77 (x) is the
“tadpole” vertex. Both the conserved vector current and the tadpole vertex depend upon
the particular choice made for the discretization of the fermion action and we shall provide
the explicit expressions for V“ and T r correspondlng to the regularization used in this
work in the following sections, see eqs. . Note that tadpole insertions, a characteristic
feature of lattice discretization, cannot be neglected because these play a crucial role in
order to preserve gauge invariance at order e2. The electromagnetic current and the tadpole
vertex to be inserted in correlators are the sums over all the quarks of Vf“ and T;L with the
corresponding charge factors,

THx) = Y epe VE@) = Y ese b Th[U¢4(x)

f !
Tha) = ) (ese)’ Ti(z) = Y (ege)® &y THU () - (1.31)
/ /

Furthermore, at the O(Qe,,) at which we are working, there is no need to renormalize the
electric charge, a problem that has to be faced instead at higher orders.

Once the fermion action has been expanded, the leading QED corrections to a given lattice
correlator are obtained by considering the time ordered product of the original operators with
two integrated insertions of the combination A, (z).J,(x) or with a single integrated insertion
of Zu Ap(x)Au(@)T, ().

By having introduced non—compact QED on the lattice, we have to give a prescription
for treating the zero mode of the photon propagator.

The lattice action of the QED gauge field in Feynman gauge defined in eq. is explicitly
shown in momentum space to highlight a well known problem with the definition of the lattice
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photon propagator, i.e. the infrared divergence associated with the zero momentum mode.
The A, propagator is defined as the inverse of the kinetic term and, in order to define the
inverse of the lattice Laplace operator —V;, V7, one has to provide a prescription to cope
with its kernel.

One possibility, widely used in the literature after the original proposal made in [23], is
to make the zero momentum mode to vanish identically. There are alternative possible ways
to regularize the zero momentum mode of the photon propagator, resulting into different
finite volume behaviors (for a recent review we refer the reader to [39]). In our calculations
we have adopted the so called QED/, prescription, which amounts to setting fl“(ko, 6) =0,
for all p and k.

We define the infrared regularized photon propagator in terms of expectation value of
the time-orderd product of photon fields:

Guv (y1,y2) = (A (y1) Ay (12))
where the photon field A, (y) must be generated from the distribution of probability:
P (A)dA o exp [ A, (1) G;ul (y1,52) Av (y2)] -

This can be readily obtained drawing each mode of the photon field in momentum space
in which the probability distribution is local in k, as was first noted in Ref. [23]:

P (A) dA o exp [—AM (k) Gt (k) A, (k)} .

After the local change of variable B, (k) = /G5! (k)A, (k) each component of B can be
drawn independently:
P <B> dB o exp [—BZ (l{:)} ,
and the value of A, (k) can be constructed via

A, (k) = /Gy (k)B, (k).

The matrix 1/ G, (k) can be easily computed, and for the Wilson action in the Feynman

\/M:%\/%

1.5 QUARK LATTICE ACTION

gauge it amounts simply to

In this section we enter into the details of the quark lattice action used in this work, namely
the maximally twisted Wilson action [40, 41]. We will also give the explicit expression of
the conserved vector current V{'(x) and of the tadpole vertex T (z).
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In order to minimize cutoff effects we have been working within a mixed—action approach
[42, [43]. In particular, the results described in the following sections have been obtained
with the action S = Sieq + Spai-

The sea quark action Sy, is the Wilson twisted mass action at maximal twist with
Ny =2+ 1+ 1 sea quarks and with the introduction of the electromagnetic field A,. The
expression of the action is

Seea =St + 50 (1.32)

where Sf and S! tm are the up/down and strange/charm actions respectively.
Up and down sea quarks are arranged in mass—degenerate doublet and the action at
maximal twist is of the form [40)]:

= T g0 + ) i e~ D | e fue). (133

with the covariant derivate D;; defined in eq. (1.27).

For the strange and charm doublet we have [44

. ar _
Sho=at Zw { =u( D+ +D,) — iy [mcr — —D:Du} + o + u57'3}1p(x),

2
(1.34)

where the twisted masses u, and ps are related to the strange and charm masses by the
relation

T (1.35)
Mgeq = Z Ko Z s .

with Zp and Zg the pseudo—scalar and scalar quark density operator respectively. In eq.
the term proportional to 73 is used to split the masses of the members of the doublet;
consequently the Wilson term was twisted with the flavor matrix 7!. The twisted-mass action
leads to a mixing in the strange and charm sectors |44} 45], but the non—unitary mixed
set up guarantees that K and D mesons do not mix.

Concerning the content of the valence sector, we have considered a doublet of fermionic
fields for each flavor, 1/1? = (¢;{, w;), and a corresponding doublet of bosonic fields (pseudo-
quarks), (b? = ((b;?,gb;). The ghost doublets are never considered in the calculation of
physical observables, but they have the only purpose of canceling the valence quark determi-
nant. The fields within the same doublet have the same mass my, the same electric charge
es but opposite chirally rotated Wilson terms. In lattice units the valence action reads as

S = Y {UsDslU, Ay + 6, D;[U, Al } (1.36)
fa
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where the lattice Dirac operator is

DﬂMAh:L+ﬁDﬂMAL+L;ﬁDHMAL (1.37)
with
DF[U, A] ¢(x) = myip(z) =+ wgm?%+@¢@>—E:f@%ilqh@naﬂmwwm+u»+
— S Iy ) (B )l )

I

(1.38)

The symbol + distinguish between the sign of the Wilson parameter r.

As far as the mass splittings of pseudoscalar mesons are concerned, the mixed action
setup used in this work allows to compute observables with O(a?) cutoff effects at the price
of introducing unitarity violations that disappear when the continuum limit is performed
(at matched sea and valence renormalized quark masses the resulting continuum theory is
unitary). For each correlator, by possibly replicating some of the valence matter fields, the
choice made for the action allows to consider only the fermionic Wick contractions that
would arise in the continuum theory, thus avoiding the introduction of isospin breaking
lattice artifacts at finite lattice spacing. The resulting diagrams are then discretized by
using for each quark propagator a convenient choice of the sign of the twisted Wilson term.

Using the Dirac operator in eq. and expanding the lattice quark action according
to eq. , we can calculate the conserved vector current and the tadpole vertex

Vi@ = [0 T, s+ ) = By ) T s )]
Ti@) = ) TR, w4 ) + gl ) TR @ 0)

(1.39)

1.6 ELECTROMAGNETIC CORRECTIONS TO HADRONIC
OBSERVABLES

Generalizing the strategy described in Sec. [13] we are going to introduce QED in our
calculation of isospin breaking effects on the lattice [9] by performing a combined perturbative
expansion of the full theory lattice path-integral in the small parameters:
Mg — My, ~
N Ggn ~ O(e), (1.40)
Aqep
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6. ELECTROMAGNETIC CORRECTIONS TO HADRONIC OBSERVABLES

neglecting contributions of order O(g?).

In order to calculate O(Q,,,) corrections to a given physical quantity we have to cope
with correlators containing two insertions of the electromagnetic current or one insertion of
the tadpole vertex, multiplied by the IR regularized photon propagator and integrated over
the space-time volume. More precisely, in the first case the correction to a given correlator
is proportional to

TO() — T / dtyd"s Dy (y — 2) (O(:)Ju(4) 1o (2)) (1.41)

where T(O(x;)) is the T-product of a certain number of local operators, D, (y — 2) is the
photon propagator in a fixed QED gauge and J,,(z) is the sum of the electromagnetic currents
of all the flavors. In sec. we have already given a proper definition of the finite volume
infrared regularized photon propagator so that eq. is infrared regularized. On the
other hand, because of the contact interactions of the electromagnetic currents, eq. ((1.31)) is
ultraviolet divergent and need to be regularized.The introduction of the electromagnetism
induce a (divergent) shift of the quark masses, of the strong coupling of QCD and, because
we are working with Wilson twisted mass fermions, also of the critical masses.

By neglecting for now the critical mass term and the tadpole vertex contribution, consider
the short distance expansion of the product of electromagnetic currents, which reads

JHx)JJH(0) ~ ci(z)1+ Z el (BYmpbpibs + g, (2)GPGH + - - - (1.42)
f

The “counter-term” coefficients ¢;, ¢/, and ¢,, are divergent quantities that must be
fixed by specifying appropriate renormalization prescriptions. In particular, the terms pro-
portional to ¢/ can be reabsorbed by a redefinition of each quark mass m # in the full theory
with respect to isosymmetric QCD, the term proportional to ¢, can be reabsorbed by a
redefinition of the strong coupling constant (i.e. of the lattice spacing) while the term pro-
portional to ¢; corresponds to the vacuum polarization and the associated divergence cancels
by taking the fully connected part of the right hand side of eq. .

Let us consider a generic “physical” observable O in the full theory,
O(g) = 0(627g§7mu7mdams;mcw-~) = <O>g s (143)

where we have used the following compact vector notation for the bare parameters of the
theory

j= (62,g§,mu,md,ms7mc,...) (1.44)
and where the notation (-)9 means that the path-integral average is performed in the full
theory. In the previous expressions we listed the bare mass parameters of the four lightest

quarks, but the discussion can be easily generalized to include heavier quarks as indicated
by the dots.
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Our method consists in expanding any observable O(g) with respect to the isosymmetric
QCD result O(g°) according to

0@ = 06+ {5 + 82~ W) 5oz + s = mi) 5o} 0@

= (0)" 150, (1.45)
where

gﬂ = <0a (92)2,m2d,m2d,mg,mg, - > . (146)

The notation (-)5’O means that the path—integral average is performed in the isosymmetric
theory.

The bare parameters §° of the isosymmetric theory can be fixed by matching the renor-
malized couplings of the two theories at a given scale p* [46]. More precisely, once the
renormalized parameters g;(1) = Z;(p)g; have been fixed by using an hadronic prescription,
the renormalized couplings of the isosymmetric theory ¢(1) = Z?(u)g? at the scale p* are
fixed by imposing the following matching conditions

92w*) = gs ()

Mg (11") = Mua(p*) = 5 :
mQ(p*) = my(p*) - (1.47)

This prescription is known as the Gasser-Rusetsky-Scimemi (GRS) one [46] and in this work
we rely on it by matching the couplings renormalized in the MS scheme at p* = 2 GeV. We
refer the reader to Sec. for a detailed discussion on possible alternative prescriptions.

By using the property that a physical observable is a Renormalization Group Invariant
(RGI) quantity, i.e.

O(g:) = O(%:) , O(g) = O(3;) - (1.48)

the perturbative expansion of eq. (1.45) can be expressed in terms of the renormalized
couplings according to

) Zeo\'| 0 Z 0
)= O (3° 2 9 s (Zes0) | 2L |5 S — O,
(1.49)

From the comparison of the previous equation with eq. (1.42) we find in the differential
operator language the divergent terms proportional to Z,,, / Z;;f and Z,, / Zgos that correspond
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6. ELECTROMAGNETIC CORRECTIONS TO HADRONIC OBSERVABLES

to the short distance expansion counter—terms ¢/ and cg, respectively. In practice, these
counter—terms do appear because the renormalization constants (the bare parameters) of
the full theory are different from the corresponding quantities of isosymmetric QCD, the
theory in which we perform the numerical simulations. Once the counter-terms have been
properly tuned, our procedure can be interpreted as the expansion of the full theory in the
renormalized parameters Q.,, and mg — M.

In eq. we didn’t take into account the shift of the critical mass induced by electro-
magnetism in the presence of a Wilson term in the fermionic action. To do this we re-write
eq. modifying both the left—hand side, to take into account the presence of the tad-
pole vertices of the different quarks, and the right-hand side, because of the appearance of
additional divergent contributions that have to be reabsorbed by a redefinition of the critical
masses

JHx)JH0) + > TH(x)

~ (@)t + ) @iy + Yl (@mpdply + e (T)GHGH + -
7 7
(1.50)

where cg(m) are the critical mass counter-term coefficients

In order to determine the counter—term associated with the electromagnetic shift of the
critical mass, [9] adopted a method commonly used to implement the maximal twist condition
in simulations of isosymmetric QCD.

By starting from the explicit expression of the lattice Dirac operator for a given valence
flavor doublet, egs. and , one can separately tune the critical mass of each
valence quark by imposing the following vector Wilson Twisted Identity (WTTI)

Wi(§) = V*{ [0y mior] (z) [0p°720s] (0)) =0.  f={u.d,s}. (1.51)

The explicit formulae corresponding to its expansion in powers of e can be obtained gener-
alizing the operator ¢ of eq. . To do this let us consider the general expression of eq.
taking into account also the critical mass shift. Given a general observable in the full
theory, we have

— 2 2 crit crit crit crit
O(g) = O(e%, g5, My, ma, Mg, me,my " mg ™ mS™ md™ L), (1.52)

where we have enlarged the parameter space of the theory

- 2 2 crit crit crit crit
g= <6 3 G s Moy Mgy Mgy Mg, My, Mg, Mg, M, 7) . (153)

By calling m¢™ the single critical mass parameter of the symmetric theory, we see that
isosymmetric QCD simulations correspond to

—0 0 crit crit crit crit

g :(O,(gg)Q,mgd,mgd,mg,mc,mo ,mg o mg™t mg ,> (1.54)
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The value of m&™ has been precisely determined in [47] in the isosymmetric theory by
requiring the validity of the vector Ward—Takahashi identity of eq. 1' with mg)c =m?,,

Waa(3%) =0 — mg™ . (1.55)

Our gauge ensembles have been generated at this well defined value of critical mass for
each 3° = 6/(¢°)>. The LIB corrections to any observable can be obtained by making
an expansion, at fixed lattice spacing, with respect to the differences mff“ — m&™ which
represents a regularization specific isospin breaking effect induced by the electromagnetic
interactions. The generalization of eq. to be used on the lattice with Wilson fermions

1S

a a a cri cri a —
00 = {62@ + 92 = (99)] B2 + [my — m?]a—mf + [mF* — mg t]am;ﬂt} 00(9) )
g=g°
(1.56)

1.7 EXPANSION OF THE LATTICE PATH-INTEGRAL

In this section, by following the strategy outlined in the previous sections, we discuss the
details concerning the derivation of the formulae necessary to calculate the LIB corrections to
specific observables. The starting point is the path—integral representation of the observable
in the full theory,

;o [ dAemSoeuoelA) g e=FSoanaelU) TTVL det (DU, A; §]) O[U, A; g

O(g9) = (0)Y o :
(9) = (0) J dAe=SaeuselAl U e=FSaanaelU] TTYL, det (DF[U, A; )
(1.57)

where Sjqu4¢[A] has been given in eq. and is a functional of the gauge potential A,,
Syauge[U] is the QCD gauge action (8 = 6/¢?) and is a functional of the link variables U, (x),
D}E[U , A; g] are the Dirac operators defined in eq. . We want to express the observable
O(g) in terms of the path-integral average in the isosymmetric theory, i.e.

O0F) = (O - [ dU e=8"SoanaclU) TTY det (DE[U; %)) O[U]
’ J 0 Seald] T} det (D5 0 7)

(1.58)
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This can be done by introducing the appropriate reweighting factor and the functional av-
erage () with respect to the free photon field,

R[U,A;gﬂ = 67(5750)59(1%6[[]] T[U,A;Q’] 7

el o det (D¥[U, A; g))
rlU,Asgl = | | rrlU, As g] = ! ,

()4 [ dA e=SeeuselAl O[A]
f dA e_Sgauge[A]

(1.59)

Eq. (1.57) can be conveniently rewritten as follows

A A G| OlU, A: g ) 7
op — (O (( RlU, 4;5) O[U g”]gz ) | o)
(R)” <<R[U,A;g] >A>

and leading order isospin breaking corrections can now be obtained by applying the dif-
ferential operator ¢ defined in eq. (1.56|) to the observable O defined in eq. ((1.60). More

precisely,

60 = (5RO — (SRY*T(0) = (50U, A: 41| ,_o )" +
+ {(5(RO = 0)[U, 45| ,_)™" — ORIV, 4; | ,_ )" (0[Us )"}

(1.61)

In the previous expression we have separated the term <5O)A’§O , representing the correction
to the given observable, from the contributions in curly brackets coming from the corrections
to the reweighting factor and, consequently, to the sea quark determinants. In the following
we shall call these contributions “vacuum polarization terms” or “disconnected terms”.

In order to apply the differential operator ¢, it is useful to observe that

e:0>A , (1.62)

and to consider the following expressions and related graphical representations of the derivates

9(0)" (¢?)
d(e?)

B 182(’)[14; el
o\ 2 Oe?

20
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in eq. (1.56]) applied to the quark propagator and to the Dirac operator.

10%5; oD; , 9Dy 1, 0°Dy , ST, %%
292 Ve Ve TNz O T e T ’
oSy dD; B
Gmf - Sf(?mfsf - ’
ST oD
_F gt T gE ®

In writing eqgs. we assumed that the derivatives have been evaluated at § = §° and
that the functional integral (-)# with respect to the photon field has already been performed.
The compact notation Sy indicates the isosymmetric QCD lattice quark propagator S [U; ¢°]
obtained by inverting the Dirac operator D;[U] = D;[U, ).

The diagram —®)— represents the propagator of a quark with flavor f with the insertion

of the local scalar operator Z @f(y)w 7(y), while —@— of the local pseudoscalar operator

P> ) str(y).

The graphical representation given in the last of the previous formulae , corresponding
to the derivative of the quark propagator with respect to the critical mass, is specific to the
lattice Dirac operators used in this work and the F signs of the Wilson parameters correspond
respectively to D? defined into eq. 1} In the case of standard Wilson fermions red and
grey “blobs” would coincide.

When deriving the Dirac operator with respect to e we have to calculate

Y

W — ﬁe_ieefA“(x) = (_ief)Au(x)(Eu@))ef’

Oe Oe
0% (Ep(x))*! : c
T (e Au(w) A() (B(a). (164
Using the previous equations, we can see that the first graphical representation of the first
D
expression in eqs. (1.63)) is obtained through the insertion of two derivatives 8_f calculated
e

in two different space—time points (in & the electromagnetic vector current operator

0?D
Z VEW)VE(2) D" (y, 2) is inserted); from L it originates the insertion of the tadpole
Y,z

Oe?

1
bl o o
vertex operator 5 E T5 (y) D" (y,y).
Y

30



7. EXPANSION OF THE LATTICE PATH-INTEGRAL

Here we remark again that the lattice photon propagator D" has to be IR regularized as
discussed in sec. and that, having performed the path-integral average over the gauge
potential A,, the diagrams involving the numerical calculation of Div can be computed
following the steps outlined in sec. [TJ] through the average over a specific stochastic dis-
tribution. The computation of correlators in which, for example, a photon is exchanged
between two quark lines is then reduced to the calculation of sequential propagators, solving
the following systems

(DU 9} @) = 3 BTy siUsal,

I

(DU Wt} (@) = S Cr(Balrysi(Usa] (1.65)

I

for different values of the B,(z) and C,[B; z] fields.
All the disconnected contributions coming from the reweighting factor can be readily

obtained by using egs. (1.63]). For example,

OR 6

o~ (g eeelUl= BT
1627"]0 . 1 82Df 1 8Df an 1 an an
5%2'-§ﬁ(@a@>—§ﬂ(@ae@x%)+§ﬁ(%za>“(@ae)

— _6?@ —e?ﬁg +G?QNO : (1.66)

We have to note however that, in order to apply the operator § to the product (R[U, A; g
O[U, A; g]) (see egs. and above), at fixed QED gauge background one also needs
the following expressions for the first order derivatives of the quark propagators and of the
quark determinants with respect to e

8Sf B an B g:
e T U T U

ory

dD;
oL =T (Sf ae) — —efQVM. (1.67)

A concrete example of application of the formulae given in eqs. (1.63)) and (1.66) is
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represented by the correction to the S]jf quark propagators worked out below

=

€f€ & 6f6 é& mf _ mf ® T [m [ crit cmt] . +

_626f26f1 M - 62263”1 Q a 62263”1 +6226f16f2 - +
f1 f1 f1

fifz

Q @ i
2 0

+Zi [t —mg ] = Y = my ] 4 g = ()] ——
1
Here quark propagators of different flavors have been drawn with different colors and different
lines. Quark disconnected diagrams are noisy and difficult to calculate and for this reason
in this work we used the so called electro— quenched approximation. This approximation
consists of forcing the sea quarks to be neutral with respect to electromagnetic interactions,
corresponding to the action S0 for the sea quarks, setting g, = ¢° and

rlU, A Go] = 1. (1.69)

In the electro-quenched approximation all quark disconnected contributions are absent. It
follows that in this theory eq. (1.68]) simply becomes

(1.68)

) ., 0 _ €f€ & é& mf _ mf] 4@7 :F[ crit cmt] + )

(1.

1.7.1 LEADING ISOSPIN BREAKING CORRECTIONS TO
HADRON CORRELATORS

In order to extract the mass of a given hadron H, by including electromagnetic interactions
and QCD isospin breaking corrections, we start by considering in the full theory the two-
point correlator of an interpolating operator Oy (t,p’ = 0) having the appropriate quantum
numbers,

My _ Cuu(t—1;9)

6 g « e . s
Cuu(t; 9)

(1.71)
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7. EXPANSION OF THE LATTICE PATH-INTEGRAL

where the dots represent non leading exponential contributions to the correlator and Zj is
proportional to the residue of the pole corresponding to the hadron H It is important to
stress that, if H is an electrically charged particle, the correlator Cyy(t; ) is not invariant
under U(1),,, gauge transformations (see also [48] concerning this point). On the other hand,
the mass of the hadron My is gauge invariant and finite in the continuum limit, provided
the parameters ¢ of the action have been properly tuned. It follows that, at large times
and at any given order in a perturbative expansion in any of the parameters of the action,
the ratio Cyp(t — 1;§)/Cun(t; §) is both gauge and renormalization group invariant (up to
discretization effects and exponentially suppressed contributions). From egs. it follows

0Cyu(t)
= =0 HH
0Cyu(t)
— MO g YYHHY)
OMy = My — M 8tC’HH(t;§”)+'” , (1.72)
where we have defined
Af(t)=f(t) = f(t-1) (1.73)

and 9 is defined in eq. (|1.56)).

In our lattice simulations we have enforced periodic (anti—periodic) boundary conditions
for the gauge (matter) fields along the time direction. For this reason, we have extracted the
correction to pseudoscalar meson masses by fitting the ratio dCpp(t)/Cpp(t; §°) of corrected
over uncorrected pseudoscalar—pseudoscalar two—point functions according to the following
functional form

dCpp(t)

Cpp(t; 3°)
where the constant term contains the correction to the residue of the pole corresponding to
the lightest state of mass Mp and T is the extension of the time direction of the lattice.
The formula above is obtained by noting that a pseudoscalar—pseudoscalar correlator is even
under the symmetry ¢ — T'—t and by using ordinary perturbation theory in order to predict
the time dependence of corrected correlators, see ref. [§] for further details concerning this
point.

In the following we continue to use the symbol 9, but, when referred to lattice correlators,
we actually mean the operation that allows extracting the coefficient dMp by a fit of the
numerical correlators.

As explained in section [I]5], in order to minimize cutoff effects and optimize the numerical
signal, we work in a mixed action setup. In addition in the meson two-point correlators the
twisted Wilson quarks have opposite chirally rotated Wilson terms (i.e. opposite values of
the Wilson parameter 7). From our analysis this seems to be the best choice because in this
case discretization effects are better under control, as we will discuss in the third chapter of
the present work.

= const. + SMp(T/2 — t) tanh [MJ(T/2 = t)] + -+, (1.74)
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1.8 TUNING CRITICAL MASSES

In order to extract physical informations for the mass splittings of pseudoscalar mesons,
we first need to obtain a numerical determination of the electromagnetic shift of the critical
masses of the light quarks. Our results for the pseudoscalar mesons mass splittings have been
obtained within the electro-quenched approximation that, consistently, has been employed
to calculate dm in [9] as discussed in this section.

As mentioned before, the critical mass corrections have been calculated by imposing the
WTI in eq. .

By applying the methods of section . to the Ward-Takahashi identity W;(g) = 0,
i.e. by applying the differential operator § to the full theory parity-odd correlator (Lh.s. of

eq. (L.51))

Wi (g) = -V° <:> ==V Tr { 1° S}[U, A; g5 t,9 = 0] 7° S;[U, A; g5 —t, 7= 0] } =0,

one obtains the following definition of (5mjf“
oS ad

2

, e

(SWf =0 — (Smjc”t _ ——f€2
2 _
Vo € D
(1.76)

In eq. the two quarks entering the correlator are chosen with opposite chirally rotated
Wilson terms in order to minimize cutoff effects [42, [43]. From the numerical point of view,
the parameters 5m§”t have to be determined as accurately as possible because they are
needed in order to cancel linear ultraviolet divergences present in the expressions used to
compute pseudoscalar meson mass splittings. The great advantage of eq. is that it
holds at finite quark masses, thus not requiring chiral extrapolations.

1.9 QED FINITE VOLUME EFFECTS

The long-range nature of the electromagnetic interaction, i.e. the vanishing mass of the
photon, induces finite-volume effects (FVE) which only fall off like inverse powers of the linear
extent of the lattice [49, 50]. These are far more severe than the QCD finite volume effects
for stable particles, which are exponentially suppressed [51], and require to be accurately
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9. QED FINITE VOLUME EFFECTS

corrected. Furthermore the FVE depend on the specific prescription used to subtract the
zero mode of the photon.

For the evaluation of the FVE we will follow the strategy described in [I7]. Our photon
field has periodic boundary conditions, while the quark fields are periodic in space and
antiperiodic in time. Therefore, meson fields are periodic in all directions. As a result, the
topology of our spacetime is the four-torus T*. As discussed in sec. II we consider the case
where the four-momentum zero-mode of the photon field is eliminated, i.e. A“(ko 0) = 0,
for all u and kg, which is denoted as QED; .

Power-like FVE arise from the exchange of a photon around the torus, and they are
obtained by comparing results obtained in finite volume (FV) with those of infinite volume
(IV) QED.

The FV corrections to the mass m of a point particle of spin J = 0 and of charge ¢ in
units of e, on a torus of dimensions 7' x L3, is given by the difference of the FV self energy,
Y j—o(p, T, L), and its IV counterpart, ¥ ;_o(p), on shell:

A7”?]:0(117 L) = m2J:O(T7 L) - m2 = (q€)2A2J=0(p = im: T’ L)
= (¢e)?[Zymo(p = im, T, L) — S —o(p = im)] ,
(1.77)

p = im is a shorthand for p = (im,0).

Because we only work in a regime where electromagnetic effects are linear in the fine
structure constant «, the self-energy difference in eq. is evaluated at one loop. At this
order, differences of self energies or of contributions to self energies are generically written

AS(p, T, L) = i /d4k p) (1.78)

where k is the momentum of the photon in the loop and o(k,p) is the appropriate IV
self-energy integrand.The individual FV and IV terms in eq. are generally UV and
possibly IR divergent. Thus, individually they should be regularized, e.g. with dimensional
regularization. However, on shell the IV integral is IR finite and in finite volume, the sums
are IR finite because the FV formulations of QED that we consider are regulated by the
space or spacetime volume. Moreover, for large k? the difference of the FV sums and IV
integrals is also UV finite. In eq. the information about the topology of the finite
volume and the specific formulation of QED is contained in the definition of jf;c, for QED,
on T* we have

!/

i;% > (1.79)

k koeBZrp EEBZ%*

where BZp = 22Z and BZ}* = 25Z%, the star indicates the removal of the zero element.
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The last ingredient is the integrand of the self-energy o;_o(k,p). This is obtained from
the usual one-loop spinor self-energy Feynman diagrams, yielding the following expression:

UO(k>p) = 40T(k) - 050<k7p) - 4p2051 (kap) - 4pu052,,u(kap) (180)

with,
or(k) = k_12 ) s, (ks p) = m ) (1.81)

o5, (k,p) = m . Osyu(k,p) = k?[(zﬂrk—w :

It can be found that the FV corrections to a boson of spin 0 in terms of the infinite-volume
mass m are given by [17]

: 2 [y o | (12 2
mg(T, L) L {1 e’ {mL <1+mL)}} . (1.82)

with £ = 2.837297(1). At this order the result is valid for both point-like and composite
particles. An other interesting observation is that the coefficient of the leading 1/L and
1/L? corrections to the mass m of a particle of charge ge is the same for spin-1/2 fermions
and spin-0 bosons at O(aey), i.e. these coefficients are always the same, independent of
the spin and the point-like or composite nature of the particle: they are fixed by QED
Ward-Takahashi identities.

1.10 DEeFINING QCD IN THE FULL THEORY (QCD-+QED)

Before concluding the present chapter and presenting the results of our calculations, we
believe that it is useful to discuss the relation between the “full” QCD+QED theory, that
includes explicit e.m. and strong isospin breaking effects, and QCD without electromagnetism
(denoted in the following as the full theory and QCD, respectively). The ideas discussed in
the this section have been extensively presented for the first time in Ref. [13].

The action of the full theory involving both quarks and leptons can be schematically
written as

SOl = M+ 544 Sy 7Y+ S (S e meSP) L (189
s f l

Here g, is the strong coupling constant, S¥M is a discretization of the gluon action, S4 is
the preferred discretization of the Maxwell action of the photon, Sljfin is the kinetic term
for the quark with flavor f, including the interaction with the gluon and photon fields,
mgS7 = myg Y., G;(x)qp(x) is the mass term, Sf™ and S} are respectively the kinetic and
mass terms for the lepton /. For fermion actions which break chiral symmetry, such as the
Twisted-Mass action used in this work, a counterterm is needed to remove the critical mass
and m;SY" has to be replaced with m;S7" + m$S%. A mass counterterm is in principle
needed also in the case of the lepton, but at leading order in «.,, the lepton critical mass

can be ignored.
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At the level of precision to which we are currently working it is only the full theory, as
defined in Eq. , which is expected to reproduce physical results and that is therefore
unambiguous. Nevertheless, a frequently asked question is what is the difference between the
results for a physical quantity computed in the full theory and in pure QCD, and how big are
the strong isospin-breaking effects compared to the e.m. corrections. We particularly wish
to underline that in order to properly formulate such questions it is necessary to carefully
define what is meant by QCD. It is naturally to be expected that in QCD alone physical
quantities will not be reproduced with a precision of better than O(cen) ~ 1% and this of
course is the motivation for including QED. In order to define what is meant by QCD at
this level of precision it is necessary to state the conditions which are used to determine the
quark masses and the lattice spacing. The separation of the full theory into QCD and the
rest is therefore prescription dependent.

In Ref. [9] the subtle issue of a precise definition of QCD has been discussed by using the
GRS scheme originally proposed in Ref. [46], which has been widely used [7), [0, 16]. In the
following we present an extended and detailed discussion by introducing alternative hadronic
schemes, which could turn out to be convenient in light of the fact that hadron masses can
nowadays be computed very precisely. At the end of this section we discuss the connection
with the GRS scheme adopted in our calculations. A summary of the ideas discussed has
been presented in Ref. [52].

1.10.1 RENORMALIZATION OF THE FULL THEORY

The main difference in the steps required to renormalize the full theory compared to the
procedure in QCD is the presence of a massless photon and the corresponding finite-volume
(FV) corrections which appear as inverse powers of L, where L is the spatial extent of the
lattice and the volume V = L3. By contrast, in QCD for mass spectra and (semi)leptonic
decays the F'V corrections are exponentially small in the volume. In the discussion below, if
necessary, we imagine that the chiral Ward identities have been imposed to determine the
critical masses m¢§ [53].
A possible strategy in principle is the following:

1. Fix the number of lattice points N, e.g. T'= 2aN and L = aN, where T" and L are the
temporal and spatial extents of the lattice and the lattice spacing a will be determined
later. (The specific choice T' = 2L is convenient for illustration but not necessary for
the following argument.)

2. Using a four-flavor theory for illustration, we now need to determine the four physical
bare quark masses, the bare electric charge and the lattice spacing. To this end we
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need to compute six quantities, e.g. the five dimensionless ratios

aM .
Ri(aN; gs,e,m) = aM; (aN;gs,e,m) |
aM
Rsy(aN; gs,e,m) = a]\j;: (aN; gs, e, m)
aMp.
R3(aN; gs,e,m) = aMl;é (aN;gs,e,m)
aMg+ — aMgo
R N' S ) - N; Sy M )
4(aN; gs, e, m) i (aN; gs,e,m)
Mpo — aM
Rs(aN; g, e,m) = 2P (N g, e,m) (1.84)
CLMQ

as well as a dimensionful quantity, e.g. the mass of the ) baryon, computed in lattice
units, from which the lattice spacing can be determined after extrapolation to the
infinite volume limit (see below):

CLMQ((IN, gs, €, m)

RO(G’N; gs; €, m) = Mphys
Q

: (1.85)

where Mghys = 1.672GeV is the physical value of the mass of the {2 baryon. For
illustration we are considering the masses of QCD+QED stable pseudoscalar mesons
in the numerators of the dimensionless ratios and using Mghys to determine the
lattice spacing, but of course other quantities can be used instead. For example, in the
four flavor theory that we are considering here one can in principle avoid potentially
very noisy baryon observables by using one of the charmed mesons masses already
considered above to set the scale. On the other hand, the choice of setting the scale
with a charmed-meson observable could generate large cutoff effects. In Egs. -
(1.85)) we have used aN instead of L to highlight that the infinite-volume limit should
be taken at fixed lattice spacing (see Eq. below). The quantity m represents the
vector of bare quark masses m = {m,, my, ms, m.}. Note that in the RM123 strategy,
since one works at first order in agy, it is not necessary to impose a renormalization
condition to fix the e.m. coupling [7, [9]. In this case the electric charge can simply
be fixed to the Thomson limit, i.e. e = /47 /137.036, and R; becomes a predictable
quantity. For the remainder of this section, we assume that we are working to O(aem)
and only consider the four ratios R; (i=1,2,3,4) as well as Ry when discussing the
calibration of the lattices. Notice also that at first order in aem, the 7° cannot decay
in two photons, so that it can also be used in the calibration procedure.

3. Up to this point the procedure is the standard one used in QCD simulations. The
difference here is in the FV effects which behave as inverse powers of L. We therefore
envisage extrapolating the ratios R; to the infinite-volume limit:

im R;(aN;gs,e,m) , 1=0,1,2,3,4,5 . (1.86)

=1
N—o0

Ri(g87 €, m)
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4. For a given discretization and choice of g,, the physical bare quark masses, mP"s(g,),
and the electric charge, eP™3(g,), are defined by requiring that the five ratios Ry 2345
take their physical values

Ri(987 ephys(gs)’ mphys(gs)) = Rzphys 9 1= 17 27 37 47 5. (187)

In practice, of course, this will require some extrapolations of results obtained at
different values of the bare quark masses and electric charge.

5. The lattice spacing a at this value of g5 can now be defined to be

a(gs) = Ro(gs, €”"*(gs), m*™(g,)) . (1.88)

Note that with such a procedure the bare parameters and the lattice spacing a do not
depend on the lattice volume.

6. At first order in isospin breaking, i.e. O(em, mg—m,,), the renormalization of the lepton
masses is performed perturbatively, by requiring that the on-shell masses correspond
to the physical ones. If one wishes to go beyond first order, when hadronic effects
first enter, then the physical lepton masses should be added to the quantities used
in the non-perturbative calibration. The bare lepton masses, together with the other
parameters, should be chosen such that, in addition to satisfying the conditions in
Eq. , the lepton-lepton correlators decay in time as e ™™, where my is the physical
mass of the lepton /.

In Eq. we have taken the infinite-volume limit of the computed hadron masses. By
working in the QED finite-volume formulation of QED, if for each hadron H the FV cor-
rections of order O(e?/(MgL)3,e*) can be neglected, then the extrapolation to the infinite-
volume limit can be avoided by making use of the formula [T, [54] (similar formulae
also exist for other finite-volume formulations of the theory [55])

aMpy(L; gs, e, m) 9 1 1
=1- om , 1.89
aMpg(gs,e, m) o Qem Ch 2L My (gs,e, m) + L? M%(gs, e, m) ( )

where ey is the charge of the hadron H and x = 2.837297 (1) is a known universal constant
(independent of the structure of the hadron H). Equation can be used to determine
the infinite-volume mass of the hadron H from the value measured on the finite-volume L3,
up to corrections of order of O(e*/(myL)3, e*). (In any case, even if one wishes to study
the behaviour with L by performing simulations at different volumes, the subtraction of the
universal O(e?/(MyL)) and O(e?/(MyL)?) terms using Eq. is a useful starting point;
the residual leading behaviour of hadronic masses is then of O(e?/(MgL)3,¢e*).)

1.10.2 DEFINING OBSERVABLES IN QCD

The procedure discussed in section provides a full framework with which to perform
lattice simulations of QCD together with isospin-breaking effects including radiative correc-
tions. Nevertheless, one may wish to ask how different are the results for some physical
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quantities in the full theory (QCD+QED) and in QCD alone. We stress again that, under

the assumption that isospin breaking effects are not negligible, QCD by itself is an unphysi-

cal theory and requires a definition. Different prescriptions are possible and, of course, lead

to different results in QCD. In this subsection we propose and advocate hadronic schemes,

based on the non-perturbative evaluation of a set of hadronic masses in lattice simulations.
We recall that the QCD action is given by

1 .
SQCD _ 9—85YM + Z {S58 +myoSTY} (1.90)
f

where the kinetic term only includes the gluon links and the subscripts 0 indicate that the
bare coupling and masses are different from those in the full theory of Eq. . Indeed the
two theories have different dynamics that, in turn, generate a different pattern of ultraviolet
divergences. The difference in the bare parameters of the two theories, for all schemes used
to define QCD, can in fact be ascribed to the necessity of reabsorbing the different ultraviolet
singularities. In what follows we present two different approaches to making the choice of
the parameters gy and my.

1.10.2.1 DEFINING OBSERVABLES IN QCD: HADRONIC SCHEMES

. : h
In hadronic schemes we choose a value of gy and determine the bare quark masses mf™*

and the lattice spacing ay imposing the same conditions as for the full theory for the ratios
Ry,...4 evaluated at vanishing electric charge, i.e. following steps 1-5 in Sec.[II0.1] without
imposing any constraint on the ratio R5. We repeat that, for illustration we define the bare
quark masses and lattice spacing using the five ratios R;, but other hadronic quantities could
be used instead, both in the full theory and in QCD. These parameters differ by terms of
order O(aey) from those in the full theory. For this discussion, we make the natural and
convenient choice gy = g;. With this choice, the lattice spacings in QCD (ag) and in the full
theory (a) are therefore given by

= ao(1 + da) . (1.91)

To illustrate the procedure imagine that we wish to calculate an observable O of mass
dimension 1, for example the mass of a hadron which has not been used for the calibration.

At a fixed value of gs = gg, we denote the best estimate of the observable O, which is the one
obtained in the full theory, by OP"s and that obtained in QCD as defined above by ORCP:

<a0>full and OQCD _ <a00>QCD
a o ap '

OPhys = (1.92)

We define the difference of the two as being due to QED effects, ORFP = Ophys — OQCD,
There are 3 contributions to JORFP:
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1. The first contribution comes from the fact that the covariant derivatives in the ki-
netic terms in ([1.83]) and Eq. (1.90)) are different. This generates the diagrams in the
correlation functions which contain the explicit exchange of virtual photons.

2. The second contribution comes from the fact that the bare quark masses appearing
in Eq. and Eq. are different. The corresponding quark-mass counterterms
must therefore be inserted into the correlation functions used to determine OP™s. We
stress that the need to include quark-mass counterterms is generic and arises from the
requirement that the conditions being used to determine the quark masses must be
satisfied both in the full theory and in QCD (for the hadronic scheme being used for
illustration we impose that the conditions in Eq. are satisfied in both theories).

3. Finally we must account for the difference in the lattice spacings da = a — ag in the
full theory and QCD.

Combining these contributions we arrive at

cD

o — gacv 4 (wIOPTR 90, 5qcn (1.93)
ao ag

where we have combined the contributions to the correlation functions from the exchange of

virtual photons and from the insertion of the mass counterterms into (agdO)<CP.

Further comments may be helpful here. The first term on the right-hand side is one that
can be calculated within QCD alone. It has a well defined continuum limit as does the sum
of all the terms in Eq. . This term allows us to define what is the difference between
QCD (defined as above) and the full theory in the hadronic scheme: JOREP = Ophys — OQCD,

An important feature of the RM123 approach which we follow in the numerical studies
presented in the next chapters, is that the O(qey) terms are computed explicitly and so
we do not have to take the difference between numerical calculations performed in the full
theory and in QCD. Each of the terms on the right-hand side of Eq. is calculated
directly. We now explain the procedure in some more detail by assuming that terms of order
O(a?) are negligible (the extension to higher orders in «.y, is straightforward).

1. Correlation functions corresponding to diagrams with the exchange of a virtual photon
and to the insertion of the mass counterterms are already of O(e,) and are calculated
directly in QCD. The term proportional to the time separation in the correlation
functions gives us the mass shift 0Mpy, (i = 1,2,3,4) and JMg, for the five masses (or
mass differences) in the ratios R; (i = 1,2,3,4) in Eq. (1.84);

2. In the hadronic scheme being used for illustration, we impose the condition that the
four ratios R; = my, /mq are the same in QCD and in the full theory. This corresponds

to requiring that
OMpy, Mg ‘
- — =0 =1,2,3,4) . 1.94
My, Mg (i=1234) (1.94)
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The QED contribution to the left-hand side is different from zero (and also ultraviolet
divergent) and we require the terms proportional to the counterterms to cancel this
contribution. We therefore (in principle) scan the values of the four mass counterterms
dmy =my —myo (f =u,d,s,c) until the four conditions are satisfied. Also in
this case no subtraction of results obtained in the full theory and in QCD is necessary.

3. Finally we determine the difference da = a — ag in the lattice spacing. Having deter-
mined the bare masses using item [2| we can calculate the shift in the © mass, 6 Mg due
to both QED and the mass counterterms and use Eq. . Since ad Mg is calculated
directly, there is again no subtraction.

We have devoted a considerable discussion to the definition of the isospin-breaking ef-
fects due to electromagnetism, JO®FP. Having done this, the subsequent definition of the
strong isospin breaking effects is straightforward. To do this however, we need to define the
isosymmetric theory (labelled by “ISO”) by imposing appropriate conditions to determine
the bare quark masses and the lattice spacing. Since m, = mq, in the Ny = 2+ 141 theory
we need to determine only three quark masses and hence we only need three need condi-
tions, e.g. we can use the ratios R;23 in Eq. to determine the physical bare quark
masses. For the determination of the lattice spacing we have two options. The simplest one
is to work in a mass—independent scheme and set the lattice spacing in the isosymmetric
theory, al>©, equal to the one of QCD with m,, # my, i.e. ab’°® = ag. Notice that this choice
is fully consistent with renormalization because the ultraviolet divergences of the theories
that we are considering do not depend on the quark masses. Note however, that they do
depend instead on the electric charge. The other option is that we set the lattice spacing in
the isosymmetric theory by using Ry in Eq. . The difference between the two options
is due to cutoff effects that disappear once the continuum limit is taken consistently. The
strong isospin breaking correction OS™® to the observable O can now be defined by

5OSIB — OQCD _ OISO ’ (195)

ISO ISO
where OSC = % is the value of the observable obtained in isosymmetric QCD. With
0

these definitions we have the natural relation OPs = OO 4 §ORFEDP + §OS™B. We underline
however that JO3® depends on the quantities used for calibration, both in 4-flavor QCD
and in isosymmetric QCD.

1.10.2.2 DEFINING QCD: THE GRS SCHEME

A different prescription, called the GRS scheme, was proposed in Ref. [46] to relate the bare
quark masses and bare coupling of QCD (my and go) to those in the full theory (m; and
gs). This prescription has been adopted in Refs. [7, [0, [16]. In the GRS approach, instead of
determining the bare parameters of QCD by requiring that the chosen hadronic masses in
QCD are equal to their physical values, one imposes that the renormalized parameters in a
given short—distance scheme (e.g. the MS scheme) and at a given scale are equal in the full
and QCD theories.
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A consistent procedure is the following:

1. The full theory is renormalized by using a physical hadronic scheme as discussed in
subsection [10.1} This means that for each chosen value of g, we know the corresponding
physical value of the bare electric charge eP™3(g,) and of the lattice spacing a(gs).

2. The renormalization constants (RCs) of the strong coupling constant and of the quark
masses are computed in a short—distance mass—independent scheme both in the full
theory and in the theory at vanishing electric charge.

3. In order to set the bare parameters of QCD at a given value of the lattice spacing
we now chose a matching scale p and impose that the renormalized strong coupling
constant and the renormalized quark masses are the same as in the full theory. In
practice we might want to simulate QCD at the same values of the lattice spacing used
in the full theory simulations. In this case the matching conditions are

9(1) = Z4(0, g0, a(gs)i)go = Zg(e”™(gs), gs, algs)1)gs = (1)
my (i) Zm (0, o, a(gs) 1t)mp.0(g0) = Zm, (€P°(gs), gs, algs)p)my(gs) = g (p)
(1.96)

where ~ indicates quantities in the QCD-+QED theory. Notice that quarks with
the same electric charge have the same RC, e.g. Z,,, (e, gs, t) = Zm. (e, gs, i), and that
the quark mass RC at vanishing electric charge is flavor independent, Z,,(0, go, 1) =

Zm (9o, 1)

4. In order to define isosymmetric QCD by using this approach, the bare up—down quark
mass is determined from

() +malp)

; (1.97)

Zm(90, a(gs) ) mud,o(go) =

Some remarks are in order at this point. The GRS scheme is a short—distance matching
procedure that can also be used to match the theories at unphysical values of the renormalized
electric charge and/or quark masses with the physical theory.

By following the procedure outlined above one can perform lattice simulations of the full
theory and of (isosymmetric) QCD at the same value of the lattice spacing but, consequently,
at different values of the bare strong coupling constant. This is different from the strategy
outlined in the previous subsection where, by using hadronic schemes, it was more natural to
chose the same value of the bare strong coupling at the price of having two different lattice
spacings. The absence of the lattice spacing counterterm (see Eq. above) in the GRS
scheme is compensated from the presence of the counterterm (1/g2 — 1/¢%)S¥™ originating
from the difference of the bare strong coupling constants in the two theories.

A remark of some practical relevance concerns the possibility of implementing hadroni-
cally the GRS scheme. To this end, note that in the GRS scheme the dimensionless ratios R;
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will not be equal to the corresponding physical values and the difference can be parametrized
as follows

R?CD-GRS _ thys(l + SRSy, (1.98)
GRS

where the ¢ are order O(aem) and depend on the chosen matching scheme and also
on the chosen matching scale. Once the SRS (and hence the R2“P9%5) are known, for
example from a particularly accurate lattice simulation, then they can be used in other
lattice computations. The bare quark masses are then determined by requiring that the
R; in (isosymmetric) QCD reproduce R?CD'GRS as given by Eq., and, at this stage,
the GRS scheme can be considered to be a hadronic one as it is defined in terms of non-
perturbatively computed quantities (in this case meson masses). We stress however that this
requires prior knowledge of the e&R5.

Of course other schemes are also possible. In general, the ¢; provide a unifying language
to discuss the different schemes for the definition of (isosymmetric) QCD in the presence of
electromagnetism; in hadronic schemes the ¢; = 0 while in the GRS and other schemes they
are of order O(aen). For later use, we make the simple observation that two schemes can
be considered to be equivalent in practice if the ¢; in the two schemes are equal within the
precision of the computations.

1.11 NON-PERTURBATIVE RENORMALIZATION IN THE
RI’-MOM SCHEME

When quantizing a field theory, divergent quantities emerge such as quark masses, couplings
and observables. In order to compute these quantities one has to regularize the theory. There
are a lot of different regularizations to choose from. As it is often the case, the smartest ones
are selected to preserve the symmetries of the action. LQCD is primarily a reqularization of
the QCD theory.

After regularization, i.e. at fixed cut-off, one can proceed in computing all the quantities
of interest on the lattice, but the results would unphysically depend on the cut-off. Thus
the next step consists in removing the cut-off performing the continuum limit for a — 0.
Performing this limit straight away would be disastrous. The only way to remove the cut-off
properly is through the introduction of the so called Renormalization Constants (RCs) that
are constructed to absorb the divergences in the continuum limit.

On the lattice, renormalization can be performed using both perturbative and non-perturbative
methods. The most popular perturbative scheme is the MS scheme (modified Minimal Sub-
traction), which is naturally defined within dimensional regularization, at a given renormal-
ization scale which is usually chosen to be ;= 2 GeV. As any other renormalization scheme,
MS can be also implemented perturbatively on the lattice. Lattice perturbation theory is
however technically more difficult than in the continuum, so that in most of the cases only
one-loop results are available. In addition, the convergence of lattice perturbation theory is
tipically poor. Therefore, one often relies on non-perturbative approaches. The RI’-MOM
(Regularization Independent at subtracted MOMentum), which we will consider here, is a
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renormalization scheme suitable to be implemented non-perturbatively. In the remainder of
this section we describe the main steps of the RI’-MOM renormalization procedure including
O(Qem) corrections.

1.11.1 RI’-MOM scHEME IN THE QCD+QED THEORY

The basic idea of the RI’-MOM scheme is to impose renormalization conditions non-perturbatively
directly on Green functions, computed in the chiral limit in a fixed gauge, with given off-
shell external states, with large virtualities [14]. The method mimicks what is usually done

in perturbation theory: the renormalization conditions of a certain operator are fixed by
imposing that, in a fixed gauge (usually Landau gauge), suitable Green functions computed
between off-shell quark and gluon states, coincide with their tree level valud’ The eval-
uation of the Green functions in the chiral limit ensures that the RI’-MOM scheme is a
mass-independent scheme and the operator renormalization constant depends only on the
renormalization scale p and the coupling constant. The method is supposed to work properly
whenever it is possible to fix the virtuality of the external states within a window

1
AQCD < p KL 5, (199)

in order to keep under control both non-perturbative and discretization effects. Indeed, in
such a “window” discretization effects can be neglected because the renor- malization scale is
small compared to the inverse of the lattice spacing. The fact that p is much larger than the
QCD scale guarantees that continuum perturbation theory can be used to connect different
schemes.

Given the amputated Green function, Ay, of an operator O computed in a given gauge
between external states with momentum p and a suitable projector on the relevant Dirac
structure, Py, we define the projected Green function as

Fo(pa) = Tr [Ao(pa) Po) - (1.100)

In the RI>MOM scheme, the renormalization constant (RC) Zp(pa) is found by imposing
the condition [14]

Zro(pa)lo(pa)lpe—pz = 1, (1.101)
where
Zro(na) = Zo(pa) || 27" (pa) . (1.102)
f

The Z; are the RCs of the external fields and the index f runs over all external fields entering
the expression of the composite operator O. In QCD+QED the RCs Zp and Z; depend both
on the strong and the e.m. coupling constants.

4The choice of the tree level Green function is not mandatory. Indeed, one can impose this condition
with any equivalent finite Green function.
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We find it particularly convenient to write the RCs of any composite operator, and in
particular of the fields, bilinear and four-fermion operators, in the generic decomposition

— — aem
Zo = ZgED [(ZgED) 1ZO(Z80D) 1] Z(OQCD _ [1_'_ = <5Z8ED+770>] chD

a
= (14 5™920) 287, 1.103

( + 47 o o ( )
where ZgCD and ZS'ED are the RCs of the operator O in pure QCD and pure QED respectively

and we have put
620 = 023" + o . (1.104)

The first term, 5Z§ED, in Eq. (1.104)) represents the pure QED contribution to the RC at
O(Qem), Whereas 1o contains the O(aen,) non-factorisable QCD+QED correction.
In Eq. (1.103) we have introduced the ratio

R = (Z23°) ! Zo(Z23P) L = 1 + (Z: o , (1.105)
which encodes all the non-perturbative contributions of order O(aema?) with n > 1, other
than the factorisable terms given by the product ZgED ZgCD. In other words if Zp were
simply given by Zp = ZgED ZgCD at first order in a,, then no would be zero. The case
no = 0 thus corresponds to the factorization approximation that was first introduced in
Refs. [7, B7]. Introducing this ratio R in the non-perturbative calculation is useful since
by using the same photon fields in the lattice calculation of Z, and ZgED the statistical
uncertainty due to the sampling of the photon field is significantly reduced. Note that the
ratio is also free from cut-off effects of O(aema™).

In terms of QCD renormalized operators OX, OX = ZgCDOb‘”e, we define the QCD
renormalized projected Green function I'}), and expand it at first order in e

aem
DY(ua) = 2 (ua)lo(pa)lpye = 2" (ua) [T (na) + 20T o(pa) | =

aem
Ty (pa), (1.106)

= 1
+47T

where we have used the RI’-MOM renormalization condition ZI(;QOCD (na)TEP (ua) = 1 applied
in the pure QCD theory and defined

0T (pa) = Zp5P (na) 6T o (na) . (1.107)
Using Egs. (1.103]) and ([1.106)), we can rewrite Eq. (1.101]) at first order in aey, as
aem
1= Zry (pa)To(pa) = 1+ 52 (57r (ua) + 0T o) (1.108)

which provides, in turn, the RI-MOM renormalization condition at order c.,

0Zr, (pa) = =65 (pa) . (1.109)
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Using the expression of Zp, in Eq. (1.102) in terms of Zp and the external fields RCs one
also obtains

0Zo(pa) = =o'y (pa) + % Zde(ua) : (1.110)
f

Thus, 07 is expressed directly in terms of the O (e, ) contribution to the QCD renormalized
projected Green function 6I'Y = ZIQSD(SF o evaluated at p? = .

In the following we describe a completely non-perturbative determination of the RCs
0Zo(pna) to all orders in as. We will assume that all the relevant RCs of fields and com-
posite operators in pure QCD have been already determined, by following the standard
RI’-MOM renormalization procedure. With appropriate modifications to the kinematical
conditions and projectors, the discussion can readily be adapted to similar schemes, such as
SMOM [56].

1.11.2 RENORMALIZATION OF THE QUARK FIELD AND
BILINEAR OPERATORS

We start with the renormalization of the quark fields. The e.m. corrections to a quark
propagator can be represented schematically in the form (see Eq. (1.70]))

aem
s SAP ()5S, (p) S (p) =

ST, n é& —[my —mY] —@— F [mF" —mg" —@— , (L.111)

where the last two diagrams represent the mass and critical Wilson parameter counter-
terms [9].
The amputated one-particle irreducible two-point function is then given by

0%4(p) = — (SYP(p)) ™ (VP (p)3S, () S¥P () (SYP(p))~! (1.112)

and the correction to the quark field RC in the RI'-MOM scheme is obtained, according to

Eq. (1.109), as

o PoX¥(p) . ,qcpy-1 P0%,(p)
5Zq = —ETI‘ |:p—2:| e = —E(Zq ) TI‘ |:T:| -y . (1113)

The e.m. correction to the RC Zy of a generic bilinear operator Or = ¢ ' ¢;, where I’
is one of the Dirac matrices (I' = 1,7, y*, v#~°, o), is given by Eq. (1.110]), which in this
case reads

6Zo = =0Ty + = (024, +0Z,,) . (1.114)

1
2
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Two kinds of corrections contribute to the amputated Green function: either the QCD Green
function is amputated with the e.m. corrections on the inverse propagators, or the correction
to the Green function itself is amputated with QCD propagators. Thus we have

5F>5:(ZQCD) 1/2(ZQCD) 1/2ZQCDTr [6Ao Py (1.115)
with
ho = 5, (p) GE™(p) 75 (SO (p) 25 + (SOP () GEP (p) 35 03, () 75 +
+ (SP () 1 8Go(p) 15 (ST (p)) s (1.116)

where Gy is the non-amputated Green function and dGy is given diagrammatically by

5Go(p (1.117)

Before closing this subsection, we stress that in the calculation of the RC of the pseu-
doscalar density Zp and its e.m. correction 0 Zp, the Goldstone pole contamination has been
taken into account and subtracted. In pure QCD, at each p? and for each combination of
valence quark masses, p; and us, the amputated Green function has been fitted to the ansatz

Co
9P = Ag+ By M2 + =

T (1.118)

where Mp = Mp(p1, p12) is the mass of the pseudoscalar meson composed of valence quarks
of mass p; and po. When including QED in the calculation, Eq. has to be modified
to take into account the e.m. correction to the meson mass. By considering the ansatz in
Eq. in QCD+QED and expanding it in terms of .y, one finds

SMZ

5Fp:A1—|—BlM]2:; W,
P

+ By SM3E — Cy (1.119)

M2

where 6 M2 is the correction to M% evaluated in Ref. [7]. Note, in particular, that 4T p also
receives the contribution of a double pole. In Eq. (1.119) only the coefficients A,, By, C}
need to be fitted, since the values of By and Cy are already obtained from the QCD fit in

Eq. (T.113).

1.11.3 RENORMALIZATION OF THE FOUR-FERMIONS
OPERATORS

In this thesis we will address the lattice calculation of the radiative QED corrections to
light-meson leptonic decay rates. In the Standard Model the effective Hamiltonian for
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these processes is written in terms of the following four-fermion operator Oy = (g2, (1 —
v5)q1) (Zey*(1 —5)¢). In addition, for lattice formulations which break chiral symmetry, like
the one used in the present study, the lattice weak operator O; mixes with other four-fermion
operators of different chirality. Thus, we conclude this section by describing the calculation
of the RCs of the weak four-fermion operators O; (i = 1,...,5), in the RI'"MOM scheme.
In this case, the renormalization condition for the renormalization matrix at O(em)
reads:

1
8Zo = =T + 3 (0Zy +0Zy, +6Z0) , (1.120)

where 07, is only e.m. and can be computed in perturbation theory.
In Eq. (1.120) oT'Y is a matrix expressed by

(6T%)ij = (ZZ2P)y V2 (Z2P)2 N = (257 Tr [6Mo, Po,] - (1.121)
k=1,..,5

As in the case of bilinear operators, the correction to the amputated Green function gets
two kind of contributions,

Sho, = 054, (p) GEP (p)rs (SPT(p)) L35 + (SAP () GIP (p)ys 651 (p) 75 +
+(SUP(p)) 1 6Go, (p) 15 (ST () s (1.122)

and in this case 0Gp, is given by

p p p p
3
0Go,(p) = + + (1.123)
69
P pp p
p p p p p p
p p p p p p
The fermionic lines on the left-hand side of the diagrams in Eq. (1.123)) represent the ingoing

and outgoing light quarks. The lepton self-energy is not reported in Eq. (1.123) since its
contribution cancels out in the amputation.
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IsOSPIN BREAKING CORRECTIONS
TO MESON MASSES

2.1 INTRODUCTION

The issue of how to include electromagnetic effects in the hadron spectrum and in the
determination of quark masses from ab-initio lattice calculations was addressed for the first
time in Ref. [23]. Using a variety of different methods to include QED effects in lattice
QCD simulations, several collaborations have recently obtained remarkably accurate results
for the hadron spectrum, such as the determination of the charged-neutral mass splittings
of light pseudoscalar (P) mesons and baryons [8, [0, 17, 25, 32, 57H63] (see Ref. [5], [39] [64]
for recent reviews and a discussion of the different approaches used to perform QED+QCD
lattice calculations of the spectrum).

Till now the inclusion of QED effects in lattice QCD simulations has been carried out
following mainly two methods: in the first one QED is added directly to the action and
QED+QCD simulations are performed at few values of the electric charge (see, e.g., Ref. [17,
63]), while the second one, the RM123 approach of Ref. [9], consists in an expansion of the
lattice path-integral in powers of the two small parameters (mg — m,) and @y, namely
Qe = (Mg —My) /Agep ~ 1%. Since it suffices to work at leading order in the perturbative
expansion, the attractive feature of the RM123 method is that the small values of the two
expansion parameters are factorized out, so that one can get relatively large numerical signals
for the slopes of the corrections with respect to the two expansion parameters. Moreover the
slopes can be determined using isospin symmetric QCD gauge configurations. In this work
we adopt the RM123 method described in full details in the previous chapter.

Using the gauge ensembles generated by the European Twisted Mass Collaboration
(ETMC) with Ny = 24 1+ 1 dynamical quarks [45, 65] and the quenched QED approx-
imation, we have calculated the pion, kaon, charmed-meson mass splittings and various €
parameters describing the violations of the Dashen’s theorem [6] (see Ref. [4]). The precise
definition of the latter ones depend on the separation between QED and strong IB (SIB)
effects, which we implement using the GRS prescription of Ref. [9].

Within the quenched QED approximation, which neglects the effects of the sea-quark
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1. INTRODUCTION

electric charges, our resultdl] are [7, [13]:
My — Mo

[My+ — Myo]®PP (MS,2 GeV)

[My+ — Myo]®™® (MS, 2 GeV)

(g — ) (A5, 2 GeV)

ey (MS,2 GeV)

GKO(MS,Q GeV)

[Mp+ — Mpo]9FP (MS, 2 GeV)
[Mp+ — Mpo]®'® (M5, 2 GeV)
Mp+ — Mpo

SMp+ + 6 Mpo

SMpy =

4.21 (26) MeV [4.5936 (5) MeVey, |
2.07 (15) MeV |,

—6.00 (15) MeV ,

2.38 (18) MeV |,

0.513 (30) ,

2.50 (17) MeV |,

4.88 (20) MeV |

0.01 (4) ,
0.80 (11) ,
0.01 (2)

2.42 (51) MeV |

(

3.06 (27) MoV

5.47 (53) MeV [475 (8) Mev]exp )
1

1.7 (1.0) MeV ,
2.3 (4) MeV |,

2.11

[\
—

2

[N}
—_

[\
—_

(2.11)
(2.12)
(2.13)
(2.14)
(2.15)

2.15

where the errors include an estimate of the effects of the QED quenching, while by m we
indicate a quark mass renormalized in QCD+QED. In Egs. and the experimental
values from PDG [3] are given in squared brackets for comparison. Instead the experimental
value of the kaon mass splitting Mg+ — Myo = —3.934(20) MeV [3] is used as the input to
determine the quark mass difference (g — m,) given in Eq. (2.4)).

Using the above results and the experimental values of the meson masses [3], we have
estimated the pion, kaon, D- and Ds-meson masses in isospin-symmetric QCD within the

!The quark mass ratio m, /my is renormalization group invariant in pure QCD only. In the presence of
QED effects the running of the quark mass depends on its electric charge and, therefore, the ratio m, /mgy

depends on the renormalization scheme and scale.
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GRS prescription [7, [13]:

MEP = 1350 (2) MeV  [134.8 (3) MeV]prac (2.16)
MZEP = 4946 (1) MeV  [494.2 (3) MeV]prac (2.17)
MZ“P = 1866.4 (6) MeV | (2.18)
ME“P = 1966.7 (1.5) MeV , (2.19)

where the current estimates from FLAG [4] are given in squared brackets for comparison.

This chapter is organized as follows. In section [2J[2] we describe the lattice setup and give
the simulation details. In section [2J[3] we present the calculations of the relevant correlators
within the RM123 approach. The results of our analysis for the pion mass splitting M+ — M .0
and for the €0 parameter are given in sections and [2[f] respectively. In section [2][6] we
determine the light quark mass difference my — m, using the experimental value of the
kaon mass splitting Mx+ — Mo, while section [2J[7] is devoted to the evaluation of the €go
parameter. In section . we evaluate the IB corrections in the charmed DT, D® and D
mesons. Using our result for my — m,, we present the first lattice determination of the
D-meson mass difference Mp+ — Mpo.

2.2 SIMULATION DETAILS

The gauge ensembles used in this work are the ones generated by ETMC with Ny = 24+1+1
dynamical quarks, which include in the sea, besides two light mass-degenerate quarks, also
the strange and charm quarks with masses close to their physical values [45] [65].

The lattice actions for sea and valence quarks are the same used in Ref. [66] to determine
the up, down, strange and charm quark masses in isospin symmetric QCD. They are the
Iwasaki action for gluons and the Wilson Twisted Mass Action for sea quarks. In the valence
sector, in order to avoid the mixing of strange and charm quarks a non-unitary set up was
adopted, in which the valence strange and charm quarks are regularized as Osterwalder-Seiler
fermions, while the valence up and down quarks have the same action of the sea. Working
at maximal twist such a setup guarantees an automatic O(a)-improvement.

We considered three values of the inverse bare lattice coupling 8 and different lattice
volumes, as shown in Table , where the number of configurations analyzed (N.p,) corre-
sponds to a separation of 20 trajectories. At each lattice spacing, different values of the light
sea quark masses have been considered. The light valence and sea quark masses are always
taken to be degenerate. The bare mass of the strange valence quark au, is obtained, at each
B, using the physical strange mass and the mass renormalization constants determined in
Ref. [66].

In Ref. [66] eight branches of the analysis were considered. They differ in:

e the continuum extrapolation adopting for the scale parameter either the Sommer pa-
rameter 7o or the mass of a fictitious P meson made up of strange(charm)-like quarks;
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2. SIMULATION DETAILS

H ensemble ‘ 6 ‘ V/CL4 ‘ Allsea = Qlyal Albe aps ‘ chg ‘ apls allc H
A30.32 | 1.90 | 323 x 64 0.0030 0.15 0.19 | 150 | 0.02363 | 0.27903
A40.32 0.0040 100
A50.32 0.0050 150
A40.24 243 x 48 0.0040 150
A60.24 0.0060 150
A80.24 0.0080 150
A100.24 0.0100 150
A40.20 203 x 48 0.0040 150
B25.32 | 1.95 | 323 x 64 0.0025 0.135 | 0.170 | 150 | 0.02094 | 0.24725
B35.32 0.0035 150
B55.32 0.0055 150
B75.32 0.0075 80
B85.24 243 x 48 0.0085 150
D15.48 | 2.10 | 483 x 96 0.0015 0.1200 | 0.1385 | 100 | 0.01612 | 0.19037
D20.48 0.0020 100
D30.48 0.0030 100

Table I: Values of the simulated sea and valence quark bare masses, of the pion (M) and kaon
(Mg ) masses for the 16 ETMC gauge ensembles with Ny =2+ 1+ 1 dynamical quarks generated
within the isospin symmetric theory (see Ref. [66] for details). The values of the strange and
charm quark bare masses aps and ap. correspond to the physical strange and charm quark masses,
respectively, determined in Ref. [66].

e the chiral extrapolation performed with fitting functions chosen to be either a poly-
nomial expansion or a Chiral Perturbation Theory (ChPT) Ansatz in the light-quark
mass;

e the choice between two methods, denoted as M1 and M2, which differ by O(a?) effects,
used to determine in the RI>MOM scheme the mass renormalization constant (RC)
Zm =1/Zp.

In the present analysis we made use of the input parameters corresponding to each of the eight
branches of Ref. [66]. The central values and the errors of the input parameters, evaluated
using bootstrap samplings with O(100) events, are collected in Table Throughout this
work all the results obtained within the above branches are averaged according to Eq. (28)
of Ref. [66].

For each gauge ensemble the P meson masses are extracted from a single exponential fit
(including the proper backward signal) in the range ,;, <t < t;4. The values chosen for
tmin and t,,, at each B and lattice volume in the light, strange and charm sectors are collected
in Table [T} while the values of the pion, kaon and D-meson masses corresponding to pure
iso-symmetric QCD, evaluated using the bootstrap samplings of Table [[I| are collected in
Table [V1
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5 1st 2nd 3rd 4th
1.00 | 2.224(68) | 2.192(75) | 2.269(86) | 2.209(84)
a1 (GeV) | 1.95 | 2.416(63) | 2.381(73) | 2.464(85) | 2.400(83)
2.10 | 3.184(59) | 3.137(64) | 3.248(75) | 3.163(75)
m,qa(GeV) 0.00372(13) | 0.00386(17) | 0.00365(10) | 0.00375(13)
m,(GeV) 0.1014(43) | 0.1023(39) | 0.0992(29) | 0.1007(32)
me.(GeV) 1.183(34) | 1.193(28) | 1.177(25) | 1.219(21)
1.90 0.5290(73)
Zp 1.95 0.5089(34)
2.10 0.5161(27)
B 5th 6th 7th 8th
1.90 | 2.222(67) | 2.195(75) | 2.279(89) | 2.219(87)
a~Y(GeV) | 1.95 | 2.414(61) | 2.384(73) | 2.475(88) | 2.411(86)
2.10 | 3.181(57) | 3.142(64) | 3.262(79) | 3.177(78)
Mua(GeV) 0.00362(12) | 0.00377(16) | 0.00354(9) | 0.00363(12)
ms(GeV) 0.0980(44) | 0.0995(39) | 0.0962(27) | 0.0975(30)
me(GeV) 1.150(35) | 1.158(27) | 1.144(29) | 1.182(19)
1.90 0.5730(42)
Zp 1.95 0.5440(17)
2.10 0.5420(10)

Table II: The input parameters for the eight branches of the analysis of Ref. [66]. The renormalized
quark masses and the RC Zp are given in the MS scheme at a renormalization scale of 2 GeV. With

respect to Ref. [60] the table includes an update of the values of the lattice spacing and, consequently,
of all the other quantities.

ﬁ T/CL [tmzna tmax](lf,[s)/a [tmmy tmax] (@c)/a [tmzn; tmaz](sc)/a
1.90 | 48 [12, 23] (15, 21] 18, 23]
1.90 | 64 12, 31] (15, 24] [18, 25]
1.95 | 48 (13, 23] (16, 21] 19, 21]
1.95 | 64 13, 31] (16, 24] 19, 29]
2.10 | 96 (18, 40] 20, 27] 25, 40]
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Table III: Time intervals [tmin, tmaz)/a adopted for the extraction of the P meson masses in the
light (€), strange (s) and charm (c) sectors.

Following Refs. [9,46] we impose the GRS matching condition between the full QCD+QED
and the isospin symmetric QCD theories: in the MS scheme at a renormalization scale y = 2
GeV we require i ;(MS, 2 GeV) = m;(MS, 2 GeV) for f = (ud), s, ¢, where 7 and m are the
renormalized quark masses in the full theory and in isosymmetric QCD. A similar condition
is imposed on the strong coupling constants of the two theories (i.e. the lattice spacing).




3. EVALUATION OF THE ISOSPIN BREAKING CORRECTIONS

| ensemble | 8 | V/a* [ Mz(MeV) | Mg(MeV) | Mp(MeV) |

A30.32 | 1.90 [ 325 x 64 || 275 (10) | 568 (22) | 2012 (77)
A40.32 316 (12) | 578 (22) | 2008 (77)
A50.32 350 (13) | 586 (22) | 2014 (77)
A40.24 245 % 48 || 322 (13) | 582 (23) | 2017 (77)
A60.24 386 (15) | 599 (23) | 2018 (77)
A80.24 442 (17) | 618 (24) | 2032 (78)
A100.24 495 (19) | 639 (24) | 2044 (78)
A40.20 20° x 48 || 330 (13) | 586 (23) | 2029 (79)
B2532 | 1.95 32564 | 259 (9) | 546 (19) | 1942 (67)
B35.32 302 (10) | 555 (19) | 1945 (67)
B55.32 375 (13) | 578 (20) | 1957 (68)
BT75.32 436 (15) | 599 (21) | 1970 (68)
B35.24 245 % 48 || 468 (16) | 613 (21) | 1972 (68)
DI1548 [2.10 | 485 x 96 || 223 (6) | 529 (14) | 1929 (49)
D?20.48 255 (7) | 535 (14) | 1933 (50)
D30.48 318 (8) | 550 (14) | 1937 (49)

Table IV: Values of the pion, kaon and D-meson masses evaluated using the bootstrap samplings
of Tablefor all the 16 ETMC gauge ensembles.

These conditions fix the isosymmetric QCD bare parameters and a unique prescription to
define the isosymmetric QCD contribution to each hadronic quantity (see for instance the
first term on the r.h.s. of Eq. (2.20))). The parameters given in Table [[] have been obtained
in Ref. [66] by using for the isosymmetric QCD contributions to the hadronic inputs the esti-
mates given by FLAG [4]. In Ref. [7] we have provided new results for these inputs that can
be used in the future to obtain (slightly) improved determinations of the isosymmetric bare
couplings. We stress that in the calculation of leading IB observables it is fully legitimate to
use the QCD parameters given in Ref. [66] because a change in the prescription that fixes
these values has an effect only at higher orders in ae,, and (mg — my).

2.3 EVALUATION OF THE ISOSPIN BREAKING CORRECTIONS

According to the RM123 approach of Ref. [9] the e.m. and strong IB corrections to the mass
of a P meson with charge QJe can be written as

Mpa = Mp + [(Mpa]“FP + [0Mp)*'? (2.20)

with
[0Mpa]®"? = dmae [(Mpa]™ + ..., (2.21)
OMp]°™P = (g — M) [6Mp]<"P + .. (2.22)
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where the ellipses stand for higher order terms in ., and (mg — m,), while Mp stands for
the P meson mass corresponding to the renormalized quark masses in the isosymmetric QCD
theory. The separation in Eq. between the QED and SIB contributions, [6 M PQ]QED
and [6Mp]®"7 is prescription and renormalization scheme and scale dependent [46] 67].
Throughout this work we adopt the quenched QED approximation, which neglects the
sea-quark electric charges and corresponds to consider only (fermionic) connected diagrams.
Including the contributions coming from the insertions of the e.m. current and tadpole
operators, of the pseudoscalar and scalar densities (see Sec. . the basic diagrams are
those depicted schematically in Fig. [£.6.8f The insertion of the pseudoscalar density is
related to the the e.m. shift of the critical mass present in lattice formulations breaking
chiral symmetry, as in the case of Wilson and twisted-mass fermions, as discussed in detail

& OO

(a) (b) () (d) (e)

Figure 2.3.1: Fermionic connected diagrams contributing at O(e?) and O(mg — my) to the IB
corrections to meson masses: exchange (a), self energy (b), tadpole (c), pseudoscalar insertion (d)
and scalar insertion (e).

In order to evaluate the diagrams (4.6.8n)-(4.6.8¢) the following correlators are consid-
ered:

50U = 5 S0 O {6hE0) ) () 60O} 0 Awluw).  (223)

60T (H) = D (OIT {8h(#.1) Tuly) ¢p(0) } 10) A (y.9). (2:24)
SCPI(E) = YOI {Sh(.1) ity )ity ) 6p(0)} [0) (2.25)
SC% (1) = = 3O {ob(#.) [3w)s(w)] op(0)} 10}, (2.26)

where f = {u,d, s, c}, A, (y1,y2) is the photon propagator and J,(y) and T}, (y) are the lat-
tice conserved e.m. current and the tadpole operator, respectively, defined in Eqs. ,
with ¢p(7) = i, (2)¥51y, (7) being the interpolating field for a P meson composed by two
valence quarks f; and f, with charges eje and ese. In our twisted-mass setup the Wilson
parameters of the two valence quarks are chosen to be opposite (r; = —rg) in order to
guarantee that discretization effects on Mp are of order O(a*mAgep).
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Within the quenched QED approximation the correlator 6C”(t) corresponds to the sum
of the diagrams (4.6.8h)-(4.6.8p), while the correlators §C7 (), sC*7 (t) and §C%1 () represent
the contributions of the diagrams (£.6.8¢), (4.6.8d) and (4.6.8¢), respectively. The removal of
the photon zero-mode is done according to QED/, [54], i.e. the photon field A, in momentum
space satisfies A, (ko, k=0)=0 for all k.

The statistical accuracy of the meson correlators is based on the use of the so-called
“one-end” stochastic method [68], which includes spatial stochastic sources at a single time
slice chosen randomly. Four stochastic sources (diagonal in the spin variable and dense in
the color one) were adopted per each gauge configuration.

In our analysis the correlators §C7(t) with j = {J, T, P, S} are divided by the tree-level

one (see Sec.
C(t) = Y- (01T {8h(7.)0p(0) } 0} (2.27)

—

obtaining at large time distances, where the P ground-state is dominant,
5CI(t) 573 M

P
C(t) t>>al-t>>a 7, + Mp fp(t) (2.28)

where Zp = (0|¢p(0)|P) and

T e—Mpt _ e—Mp(T—t) T
fp(t) = Mp (5 - t) i ey L Mg (2.29)

is almost a linear function of the Euclidean time ¢. Thus, the various e.m. and strong IB
corrections to the P mass, 5M}’; (j = J, T, Py, Sf), can be extracted from the slope of the
corresponding ratios 6C7(t)/C(t) at large time distances (see Table [[TI| for the chosen fitting
intervals).

The difference between the bare quark mass iy in QCD+QED and the bare mass i
in isosymmetric QCD is related to the corresponding difference between the renormalized
masses my and my by

~ ffzf mf 1 Zm ~
Iy Zm L | Ly,

where Z,,, ; (Zn) is the mass renormalization constant in QCD+QED (QCD). By defining

Zm em
Zmo 4 Zemzf 4 O(am am) (m>1, n>0) (2.31)
Zm, 47

we get at first order in ae,

R 1 . Qem 27
A=y = o [y —mgl+ =2 iy (2.32)
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For our maximally twisted-mass setup one has Z,,, = 1/Zp, while Z/ can be written in the
form
zh =zl 2l (2.33)

where Z(QED is the pure QED contribution at leading order in a.,,, given in the MS scheme
at a renormalization scale u by [69]

Z}en(MS, i) = €7 [6log(ap) — 22.5954] | (2.34)

and ZJ% takes into account all the corrections of order O(a”) with n > 1. The quantity
Z7aet has been computed non-perturbatively as described in Sec. . and represents the
QCD corrections to the “naive factorization” approximation 2/ = Zig, (i.e. ZJ* = 1)
introduced in Refs. [7, 37]. The values [13] of the coefficients Z/%  corresponding to the
non-factorisable e.m. corrections to the mass RC, are collected in Table [V] for the three
values of the inverse coupling 5 adopted in this work and for 4 = 1/a. The two methods
M1 and M2 correspond to different treatments of the O(a?u?) discretization effects and are
described in Ref. [66]. The difference of the results obtained with these two methods enters
into a systematic uncertainty labelled as ()impue (see later on). The results in Table[V] show

that the non-factorisable corrections are significant, of O(40-60%), for Z,,,.

ZJact

15} Method 1 \ Method 2
1.90 1.629 (41) 1.637 (14)
1.95 1.514 (33) 1.585 (12)
2.10 1.459 (17) 1.462 (6)

Table V: Values of the non-factorisable e.m. corrections to the mass RC in the MS(2GeV), Z ot (see
FEq. ), calculated for the three values of the inverse coupling 5 adopted in this work and for p = 1/a.
The evaluation of the RCs in the RI-MOM scheme has been carried out in Ref. [I3] using the methods M1
and M2 of Ref. [66].

Once multiplied by the bare quantity (5M£f related to the insertion of the scalar density,
the first term in the r.h.s. of Eq. (2.32)) generates a finite term, which in our prescription [9]
defines the SIB correction

6Mp)*"P (MS, 1) = > Zp(MS, 1) [ing (NS, p2) — mp (MS, )] 6Mp . (2.35)
f=r.f2

The second term in the r.h.s. of Eq. (2.32) generates a logarithmic divergent contribution
that, when included in the QED correction, compensates the corresponding divergence of
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the self-energy and tadpole diagrams. At leading order in a,, and (mg — m,,) one has

[6Mpa] "7 (MS, 1) = dmaren {5Mé+6M}§+ S omyt oMy
f=f1,f2
1
1672

> Zp(MS, 1) 2/ (MS, 1) my(MS, ) 5M}§f} :
f=f1.f2
(2.36)

where 5m§”t is the e.m. shift of the critical mass for the quark flavor f, which will be discussed

in detail in the next Section. Note that, since we require 7 ;(MS, 2 GeV) = m;(MS, 2 GeV)
for f = (ud), s, c, the r.h.s. of Eq. at the scale p = 2 GeV receives a non-vanishing
contribution only when a valence light quark u or d is present in the P meson (since mg =
My = Myq). In that case [§Mp]°'? (MS,2 GeV) is proportional to (g — i, )(MS, 2 GeV),
as anticipated in Eq. . When P9 = 7%F the contributions coming from the u and d
quarks cancel out and [6M,]*"? (MS, 2 GeV) = 0 at leading order in (7 — 12, ) (MS, 2 GeV).

2.3.1 DETERMINATION OF 5m§”t

In order to extract physical information from Eq. (2.36]) it is necessary to determine the
e.m. shift of the critical mass of the quarks. The strategy chosen in [9] and described in
Sec. . is to use the vector Ward-Takahashi identity, which allows to calculate 5mff” as

. Vo [0V (t) + oVE(t
smyt = — o [OV/ 0 . () (2.37)
Vo V(1)

where V is the backward time derivative and

SV7(0) = D2 O {VE@E D) T hlwe) 0550} 0)Dwlin, ) . (2:38)
SVE(t) = O {VL @) Tw) 65500} 10)A(yv) (2.39)
SVI(t) = SO {VE @ 0) i w)vs(v) 67,00} [0) (2.40)

with Vi, (z) = 1/Jf(x)’ym/1f(a:).

Within the quenched QED approximation the shift 6m$® is proportional to €2 and can
be determined from the plateaux of the r.h.s of Eq. , as shown in Fig. m for the
gauge ensembles B25.32 and D15.48.

The results of 5m§”t / e? for all the ETMC gauge ensembles of Table [I| are collected in
Fig. . It can be seen that: i) the values of 5m;"“ / e? are determined quite precisely
(better than the per mille level), and ii) at each value of the lattice spacing there is a very
mild dependence on the value of the light-quark mass.
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crit 2
a Smf / qa,

t/a
Figure 2.3.2: Results of the r.h.s of Eq.
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Figure 2.3.3: Values of the e.m. shift of the critical mass 5m§”t/e% versus the bare light-quark
mass (in lattice units) calculated for the ETMC gauge ensembles of Table |2| Left panel: with the
tadpole contribution. Right panel: without the tadpole contribution.

2.3.2 EXTRACTION OF THE ELECTROMAGNETIC AND
STRONG ISOSPIN BREAKING CORRECTIONS

In this subsection we show some plots of the ratios §C7(t)/C(t), used in Eq. (2.28) in order
to extract the IB corrections 6 MJfrom the corresponding slopes. In Fig. in the case
of the kaon for the ensemble B35.32 we show the ratios 6C”(t)/C(t) (exchange and self-
energy contributions (4.6.8p)-(4.6.8b)) and §C°(t)/C(t) (scalar insertion (4.6.8f)) together
with the almost linear fitting curve of Eq. , performed in the time interval where the
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ground-state is dominant. In Fig. the contributions of the tadpole diagram (4.6.8¢)
and of the shift of the critical mass are shown separately. It can be seen that the two terms
are almost opposite. Thanks to the strong correlations due to the dominance of the tadpole
contribution in dm* (see Fig. , their sum can be determined with a good precision
and turns out to be small compared with the contributions of the self-energy and exchange

diagrams.
o.o_.A..,....,....,....,....,....,....
A
AA /\ diagrams (1a) + (1b)
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Figure 2.3.4: Ratios 6C”7(t)/C(t) (left panel) and 6C¢(t)/C(t) (right panel) in the case of the
charged kaon for the gauge ensemble B35.32. The solid lines represent the fit applied in the
time interval where the ground-state is dominant (see Table .

2.4 ANALYSIS OF THE PION MASS SPLITTING M + — M o

Given the observations made in the previous chapter, we now derive the leading isospin
breaking corrections to pion masses by using the same technique employed to obtain the
corrections to the quark propagator (see Sec. ..

OIMy+ =

We get

eulae?0y

+ (eu +eq)é? Z eroy

f=sea
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Figure 2.3.5: Ratios §CT(t)/C(t) and dof (5m§”t §CTr(t)/C(t) in the case of the charged kaon for

the gauge ensemble B35.32. Their sum, shown by the circles, is determined quite precisely.

where my = (mg + m,,)/2 is the renormalized isosymmetric light quark mass. In the case of

the neutral pion we obtain
£y

D o
C ; € 29, — (€% + €2)e?0; + Zp(Z* + ZYmd,
O O O

+  (ey +eq)e? Z er0y———— — (6mS™ + om ™0,
2 >

(en — €q)? 6%

2
e“0
+ 5 t <:>
The sea quark propagators have been drawn in blue (and with a different line) and the
isosymmetric vacuum polarization diagrams have not been displayed explicitly. By combin-

Mo = —

+ [isosym. vac. pol.] . (2.42)
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ing the previous expressions we find the elegant formula

e, TS G
>

M+ — Mo =

5 (2.43)

where, following the notation of Ref. [9], (—0;) stands for the operator corresponding to the
extraction of the slope §Mp from the ratio 6C(t)/C(t) (see Eq. (2.28))). All the isosymmetric
vacuum polarization diagrams cancel by taking the difference of M+ and dM,o together
with the disconnected sea quark loop contributions explicitly shown in egs. and ([2.42).
Note, in particular, the cancellation of the corrections/counter—terms corresponding to the
variation of the symmetric up—down quark mass and to the variation of the strong coupling
constant g2 — (¢%)?. This is a general feature: at first order of the perturbative expansion
in a,, and my — m,, the isosymmetric corrections coming from the variation of the stong
gauge coupling (the lattice spacing), of m, and of the heavier quark masses do not contribute
to observables that vanish in the isosymmetric theory, like the mass splitting M, + — M o.
Furthermore, as already stressed, the electric charge does not need to be renormalized at this
order and, for all these reasons, the expression for the pion mass splitting can be considered
a “clean” theoretical prediction.

On the other hand, the lattice calculation of the disconnected diagram present in eq.
is a highly non trivial numerical problem and we shall neglect this contribution in this work.
Relying on the flavor SU(3) version of the Dashen’s theorem, according to which, even in
the presence of electromagnetic interactions, the neutral pion and the neutral kaons are non-
singlet Goldstone’s bosons, it can be shown that the neutral pion mass has to vanish in the
limit m,, = mg = 0 for arbitrary values of e,, e; as well as the masses my and the electric
charges ey of the heavier quarks. This happens because the electric charge operator is diag-
onal in the up-down space and commutes with the isospin generator 72. Once the critical
mass counter—terms mfj:ét — m§™ have been properly tuned, the contributions to eq. @D
can be separated by the dependence with respect to e,, e; and ey of the different coefficients.
It follows that the disconnected diagram of eq. vanishes in the SU(2) chiral limit and,
consequently, it is of O(@e,my) . Neglecting this O(@e,,my) diagram we are thus introducing
a small systematic error that, from the phenomenological point of view, can be considered
of the same order of magnitude of the other O(@,[mqg — M,]) contributions neglected in this
paper.

Disregarding the disconnected diagram in the r.h.s. of Eq. , the results for M2, —
M2, = 2M, (M+ — M,o0) are shown in Fig. for the ETMC gauge ensembles of Table
as a function of the renormalized light-quark mass.

Putting a massless photon in a finite box yields sizeable finite volume effects (FVEs),
which have been investigated in Ref. [54], using QED, for the infrared regularization, and
for other choices of the zero-mode subtraction in Ref. [I7]. The main outcome discussed in
Sec. @ is that FVEs on hadron masses start at order O(1/L) and they are universal up to
order O(1/L?), i.e. they depend only on the charge of the hadron and not on its structure.
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Figure 2.4.1: Results for the pion mass splitting MT%+ — Mﬁo versus the renormalized light-quark
mass my, obtained using Eq. and neglecting the contribution coming from the disconnected
diagram. Brown full points correspond to the data without any correction for FVEs, while open
markers represent the lattice data subtracted by the universal FVEs given by Eq. .

In the case of QED/, the universal FVEs are given by (see Eq. (1.82))

M2 (L) — M2g(c0) = —QZaem% (2+ MpL) (2.44)
where k = 2.837297 [54]. The universal FVEs are thus present only for the charged pion.
The effect of their subtraction from our lattice data is shown in Fig. by the open
markers. It can be clearly seen that the correction is quite large, approaching ~ 40% at the
heaviest light-quark masses. In Fig. the data corresponding to the gauge ensembles
A40.20, A40.24 and A40.32, which share a common value of the pion mass and the lattice
spacing, but differ for the lattice size L, are shown. The presence of residual FVEs after the
subtraction of the universal ones is visible, but its impact does not exceed few percent at the
largest lattice sizes. According to the non-relativistic expansion of Ref. [50], the structure-
dependent (SD) FVEs are expected to be proportional at order O(1/L3) to the squared pion
charge radius (r?).+, namely

2 2 (sp) _ AmQen, My, o 1 M,
[M2(2) = ML) = PEE R (0%  + 055, T, (2.45)

where at the physical pion mass (r?),+ = (0.672 £ 0.008 fm)? [3]. In Eq. (2.45) we have
included the multiplicative factor F' to account for possible deviations from the theoretical
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Figure 2.4.2: Results for the pion mass splitting M72r+ — Mgo for the gauge ensembles A40.20,

A40.24 and A40.32, which share a common value of the pion mass and the lattice spacing, but
differ for the lattice size L. The brown full points correspond to the data without any correction
for FVEs, while the open dots represent the lattice data corrected by the universal FVEs given by
Eq. (2.44]). The dotted line corresponds to the result of a simple linear fit in 1/L3 (see Eq. )

expectation. The lattice data can be fitted by Eq. with F' = 2.940.3, as shown by the
dashed line in Fig. [2.4.2] This highlights a significative deviation of the observed residual
SD FVEs from the non-relativistic result.

From now on we always refer to the data for M2, — M?; as to the charged/neutral pion
mass splitting subtracted by the universal FVEs .

Inspired by the Chiral Perturbation Theory (ChPT) analysis of Ref. [54], we have per-
formed combined extrapolations to the physical pion mass and to the continuum and infinite
volume limits adopting the following fitting function

-2 -2

C C M M
M2 — M? = 4noenmfid— — (3+16— | —5=1 —
oM = e f“{ i (o) e (e

2 ——4

M M
AT AT DT 2 D7 2
MRS T=Y 2(47rfo)4}Jr e
AT ey, My = o My
b A My e e (2.46)

where M- = 2Bymy, By and fy are the QCD low-energy constants (LECs) at leading order
(LO), C' is the e.m. LEC at LO, AT is a combination of the e.m. LECs at order O(ce,my)
(at a ChPT renormalization scale equal to 47 fy), A% is an effective NNLO LEC, D™ and
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Dy are fitting parameters that take into account discretization effects. In Eq. the SD
FVEs are represented by the last two terms in its r.h.s.: the first one is directly given by the
non-relativistic result of Ref. [50], while the second term, expected from the FVEs related
to a heavy intermediate state with mass o 1/a [70], is added as a correction with a fitting
multiplicative parameter F'™.

In Fig. the results obtained using the combined fitting function assuming
A% = 0 are shown, i.e. with C, AT, D™, D} and F™ being free parameters.
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Figure 2.4.3: Results for the pion mass splitting MT%JF - Mfro versus the renomalized light-quark
mass my. The empty markers correspond to the data after the subtraction of the universal FVEs,
while the filled markers represent the lattice data corrected also by the SD FVEs obtained in the
fitting procedure . The solid lines correspond to the results of the combined fit assuming
A5 = 0 obtained in the infinite volume limit at each value of the lattice spacing. The black asterisk
represents the pion mass splitting extrapolated at the physical pion mass (corresponding to my =
Myqg = 3.70(17) MeV) and to the continuum limit, while the red area indicates the corresponding
uncertainty as a function of my at the level of one standard deviation.

As for the lattice spacing a and the renormalization constants Zp, their uncertainties (see
Table are taken into account as follows. First, we have randomly generated the values
a' and Z% for the bootstrap event i assuming gaussian distributions corresponding to the
central values and the standard deviations of Table[[Il Then, we add to the definition of the
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x? variable the following contribution

>, +Z< %) 2.7

UZP

where @’ and 7; are free parameters of the fitting procedure. The use of Eq. allows
the quantities a and Zp to slightly change from their central values (in the given bootstrap
event) with a weight in the x? given by their uncertainties. This procedure corresponds to
impose a gaussian prior for a and Zp.

At the physical pion mass and in the continuum and infinite volume limits our result is

M2 — M2 = 1.137 (63)sars it (24)dise (22)enir (10)pye - 1072 GeV? |
= 1.137 (63)stars it (34)syst - 107 GeV? |
= 1.137 (72) - 107* GeV?, (2.48)

where

® ()stat+pit indicates the statistical uncertainty including also the ones induced by the
fitting procedure and by the errors of the input parameters of Table [[I, namely the
values of the average u/d quark mass m,q, the lattice spacing and the quark mass RC
1/Zp.

® ()aisc is the uncertainty due to discretization effects estimated by comparing the results
obtained either including or excluding the DT a*m, term in Eq. (2.46));

® ()chir is the error coming from including (Aj # 0) or excluding (A7 = 0) the term
proportional to m? in Eq. ([2.46));

e ()pyp is the uncertainty due to FVEs estimated by comparing the results obtained
including or excluding the two SD terms in Eq. (2.46). In the latter case only the
ensembles with L/a = 32, 48 have been included in the fit.

Our result (2.48)) implies

Mw+ — Mﬂ-O = 421 (23)stat+fit (13)8y5t MeV s
— 4.21 (26) MeV (2.49)

which agrees with the experimental determination
[M+ — M0]“" = 4.5936 (5) MeV (2.50)

within & 1.5 standard deviations. The difference among the central values, which is equal to
~ 8%, may be of statistical origin, but it may be due also to the disconnected contribution
at order O(aenmy) in Eq. as well as to possible higher-order effects proportional to
Qe (g — My, ) and to (Mg — My )?, which have been neglected. The latter ones are estimated
to be of the order of ~ 4% in Ref. [4] and therefore the disconnected contribution at order
O(emmy) is expected to be of the same size ~ 4%, which corresponds to =~ 0.2 MeV.
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2.5 DETERMINATION OF €_o

The Dashen’s theorem [0] states that in the chiral limit the self-energies of the neutral
Nambu-Goldstone bosons vanish. Thus, the violation of the Dashen’s theorem in the pion
sector can be measured through the quantity €,0 defined as [4]

(602,957
o = T 2.51
T MZ, - M, (2:51)

In our analysis the e.m. contribution [(5M§0] QED i computed in the quenched QED approx-
imation and neglecting also the disconnected diagram of Eq. (2.42)), namely

[602] 9P = 87y My [SM o™ (2.52)

+
o £y
—eu + edat — (61% + 63)@

O
o
O

where (see Eq. (2.42))

[60Mp0]™

— (6m + om0,

+ Zp (Zu + Zd> mgﬁt

(2.53)

The lattice data for [5M7%0] QPP are shown by filled markers in Fig.[2.5.1] It can be seen
that the data exhibit an almost linear behavior as a function of the light-quark mass m, with-
out any significant FVEs. Thus for the combined chiral and continuum limit extrapolations
we use the following simple Ansatz

7 W
2 1QED LS A T 2 AT 2
[OM5 ] = A7 6722 (1 + A3 167r—2f§> + D"a” + Dy,a"my, (2.54)
where M~ = 2Bymy and ;ﬁr, ﬁg, D™ and 577; are free parameters. The results of the fitting
procedure assuming A5 = 0 are shown in Fig. by the solid lines at each value of the
lattice spacing and by the black asterisk at the physical pion mass and in the continuum
limit.
At the physical pion mass and in the continuum limit we obtain
[60M2]9%7 = 0.008 (4)stats sit (D)enir (3)aise (50)g0mp - 107° GeV? |
= 0.008 (4)startsic (5)syst (50)q@rp - 1072 GeV? ,
= 0.008 (50) - 107 GeV? , (2.55)

where

68



5. DETERMINATION OF ¢,o0

0.0006 - z T T T
B B=190,L=24
- | @ B=1.90,L=32 p
L | Wl B=1951L=24
0.0005 € B=1951=32
a0 - | @ B=2.10,L=48 ]
% 0.0004 — ¥ physical point
O
>~ L
% 0.0003 |~
Q
= L
B
N
2 0.0002 —
w, -
0.0001 [~
0 | | | | | | | | |
0 0.01 0.02 0.03 0.04 0.05

m, (GeV)

Figure 2.5.1: Results for the quantity [5M$O]QED versus the renomalized light-quark mass my. The
filled markers represent the lattice data without FVE corrections. The solid lines correspond to the
results of the combined fit assuming A5 = 0 obtained at each value of the lattice spacing. The
black asterisk represents the value extrapolated at the physical pion mass my = myg = 3.70(17) MeV
and to the continuum limit, while the red area indicates the corresponding uncertainty as a function
of my at the level of one standard deviation.

()stat+fit indicates the statistical uncertainty including also the ones induced by the
fitting procedure and by the determination of the input parameters of Table [[I}

()enir is the error coming from including (A7 # 0) or excluding (A7 = 0) the quadratic
term;

()aise is the uncertainty due to discretization effects estimated by comparing the results
obtained including both the D7a? and DT a*my terms in Eq. (2.54) or excluding one

out of them.

()qoEDp comes from our estimate of the neglect of the neutral pion, disconnected diagram
(0.05 - 1073 GeV?), which dominates over all other uncertainties.

Using the experimental value Mo = 134.98 MeV [3] our result (2.55)) corresponds to a
pion mass in pure QCD equal to M, = 135.0(2) MeV in agreement with the FLAG estimate
M, = 134.8(3) MeV.
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Dividing our result (2.55) by Eq. (2.48)), we obtain
€0 = 0.01 (4) |

which is consistent with the FLAG estimate ;0 = 0.07(7) [4], based on the old determination
of Ref. [23] (corrected by FLAG into the value e;0 = 0.10(7)) and on the more recent result
€z0 = 0.03(2) obtained by the QCDSF/UKQCD collaboration [71].

2.6 ANALYSIS OF €, AND DETERMINATION OF mg — 1M,

The Dashen’s theorem predicts that in the chiral limit the e.m. corrections to the charged
kaon and pion are equal to each other, while the ones for the neutral mesons are vanishing.
Therefore, in the kaon sector the violation of the Dashen’s theorem is parameterized in terms
of the quantity e, defined as [4]

_ M2, — M2,]9%P (VS
E’Y(MS,,U) _ [ K+ K} ( 7:u) o 1

2 72 )
M2, — M2,

(2.56)

where [MZ, — M%,] QED (MS, 1) is the QED contribution to the kaon mass splitting. Within
the quenched QED approximation one has

[MZ+ — M20]?"P = 81t My [Mic+ — Mo]™ (2.57)

where

[My+ — Myo]™™ = —eg(e, — €q)0;

(2.58)

with the red lines representing the strange quark propagator.

The results for [MIQ(Jr — Mf(o} @ED are shown in Fig. [2.6.1| with and without the subtrac-
tion of the universal FVEs, given by Eq. . It can be clearly seen that, as in the case
of the pion mass splitting, the universal FVE correction is quite large, approaching ~ 40%
at the heaviest light-quark masses.

From now on we always refer to the data for [M%+ — M%O}QED as to the QED part of
the charged /neutral kaon mass splitting subtracted by the universal FVEs.
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Figure 2.6.1: Results for the kaon mass splitting []\4[2(+ — M?{O]QED versus the renormalized light-
quark mass my, obtained using Eq. in the quenched QED approximation. Brown full points
correspond to the data without any correction for FVEs, while open markers represent the lattice
data corrected by the universal FVEs given by Eq. (2.44).

Inspired by the ChPT analysis of Ref. [54] we have performed combined extrapolations
to the physical pion mass and to the continuum and infinite volume limits adopting the
following fitting function

—2 —2
C 8 M M
M2, — M? @ED - _ 167y, — AN -~ ] —_—
Mics = Mio Temyz |20 T 306202 0% | 1622
—9 —q
M M
AK AK DK 2 DK 2
+oA 1672 f2 Tt (47 fo)* TR Bnatme
drevg,, M M
+ 7T3 L—§(<?"2>K+ +FKCL2L—§( s (259)

where the residual SD FVEs are estimated using two terms similar to the ones appearing in
Eq. and with (r?) g+ = (0.560 £0.031 fm)? [3]. The free parameters to be determined
by the fitting procedure are A, AKX AKX DX DK and FX, while the LEC C is taken from
the analysis of the pion mass splitting. In Fig. we show the results obtained using the
combined fitting function (2.59) assuming AX = 0. As in the case of the pion mass splitting
we obtain a value for the parameter F'X significantly different from zero, which confirms the

71



CHAPTER 2

presence of a deviation from the non-relativistic expansion prediction of Ref. [50].
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Figure 2.6.2: Results for the kaon mass splitting [MI2<+ — MIQ(O]QED versus the renormalized light-
quark mass my in the MS scheme at a renormalization scale equal to p = 2 GeV. The empty
markers correspond to the data after the subtraction of the universal FVEs, while the filled markers
represent the lattice data corrected also by the SD FVEs obtained in the fitting procedure .
The solid lines correspond to the results of the combined fit assuming AEX = 0 obtained
in the infinite volume limit at each value of the lattice spacing. The black asterisk represents the
kaon mass splitting extrapolated at the physical pion mass my = myq = 3.70(17) MeV and to the
continuum limit, while the red area indicates the corresponding uncertainty as a function of my at
the level of one standard deviation.

At the physical pion mass and in the continuum and infinite volume limits our result in
the M S scheme at a renormalization scale equal to = 2 GeV is

(M2, — M2]9P = 2047 (99)swars st (43)aise (23)enir (3)rvis (102)g0mp - 107° GeV? |
= 2.047 (99)stars it (49)syst (102)40mp - 107 GeV? |
= 2.047 (150) - 1072 GeV? | (2.60)
where

® ()stat+pit indicates the statistical uncertainty including also the ones induced by the
fitting procedure and by the determination of the input parameters of Table [[I}

® ()aisc is the uncertainty due to discretization effects estimated by comparing the results
assuming either DX # 0 or DX = 0 in Eq. (2.59);
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® ()enir is the error coming from including (AX # 0) or excluding (AX = 0) the term
proportional to m?;

e ()pyp is the uncertainty due to FVE estimated by comparing the results obtained
including or excluding the two phenomenological terms (2.59) for the SD FVEs. In
the latter case only the ensembles with L/a = 32, 48 are considered.

e (),0orp is the estimate of the effects due to the quenched QED approximation (5%)
taken from Refs. [33] 62].

Recent results available in the literature for [M7, — M2,] OEP are: 2.075(395)-102 GeV?,

obtained using the FLAG inputs [4], 2.186(231)-107% GeV* from the BMW collaboration [62]
at Ny =2+ 1, and 2.38(38) - 107* GeV? from the latest update of the dispersive analysis
of the n — 37 decays [72]. Note that in Ref. [62] a “hadronic” scheme is adopted in which
the quark mass difference (my — m,) is replaced by the mass difference of the “connected”
tu and dd mesons. Using our results of Sec. . the conversion from the hadronic BMW
scheme to the (MS, 2 GeV) one amounts to add 0.018(3)-10~3 GeV? to the result of Ref. [62],

leading to [M2, — MZ2,]%"” (MS,2 GeV) = 2.204(231) - 10~* GeV?. For the other results
either the prescription used for evaluating the QED contribution is not clearly defined or the
conversion to the (MS,2 GeV) scheme is not known precisely.

Using Eqgs. (2.48) and (2.60) our estimate for €, is

e,(MS,2 GeV) = 0.801 (48)stars fit (8)dise (16)enir (18)rve (96)40ED,
= 0.801 (48)stat+fit (25)syst (96)qQED7
= 0.801 (110) , (2.61)

where now the (),orp error includes also the 4% effect (added in quadrature) coming from
the neglect of the neutral pion, disconnected diagram. Our result is consistent with
the recent result, converted in the (MS,2 GeV) scheme, ¢, (MS, 2 GeV) = 0.74(18) from the
BMW collaboration [62] and larger than the recent QCDSF /UKQCD result e, (MS, 2 GeV) =
0.50(6) [71] by ~ 2.4 standard deviations. Note that in Ref. [T1] the QED contributions to
kaon masses are evaluated in the so-called Dashen scheme, which differs from the (MS, 2 GeV)
one. The conversion between the two schemes is taken into account by a perturbative
matching performed at leading order in ., in Ref. [71].

Other results present in the literature are the FLAG estimate €, = 0.7(3) [4] and the
two recent findings e, = 0.78(10) from the MILC collaboration [73] and e, = 0.9(3) from
the latest update of the dispersive analysis of the n — 37 decays [72]. For the above results
either the prescription used for evaluating the QED contribution is not clearly defined or the
conversion to the (MS, 2 GeV) scheme is not known precisely.

Using the experimental value for the charged /neutral kaon mass splitting, JMIQ{Jr — Mf(o =
—3.903(3) - 1073 GeV? [3], one gets

(M2, — M2, (M5, 2 GeV) = —5.950 (150) - 107% GeV? . (2.62)
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In order to estimate the light-quark mass difference (mg — m,,) from the result (2.62)) we
need to compute the QCD isospin breaking slope (see Eq. (2.22)))

A O
0z — a0 = e =Ml oy g g, .

md_mu

(2.63)

The lattice data for [MIQ(+ — Mf{O] 95 have been fitted according to the following Ansatz:

L M " M e M
167272 %\ 16722 ' 16722
_2 _—
—K —x M e ML
D a*+F —
+ a” + 1672 f2 (ML)3/

(M2, — M%) = A

(2.64)

where the chiral extrapolation is based on the SU(3) ChPT formulae of Ref. [74] expanded as
a power series in terms of the quantity m,/ms, while FVEs are described by a phenomeno-
logical term inspired by the leading FVE correction in QCD to the pion and kaon masses in
the p-regime (ML > 1) [75].

The results of the fitting procedure 1} using Zé(, Zf, D" and T as free parameters,
are shown in Fig. [2.6.3]
At the physical pion mass and in the continuum and infinite volume limits we get

(M2, — M2 = =251 (10)gars i (15)dise (Denir (1) v GeV
= —2.51 (10)stat+fit (15)syst GeV y

= —2.51 (18) GeV , (2.65)
where

® ()stat+ it indicates the statistical uncertainty including also the ones induced by the
fitting procedure and by the determination of the input parameters of Table [[T}

® ()aisc is the uncertainty due to discretization effects estimated by including (ﬁK #0)

or excluding (DK = 0) the discretization term in Eq. (2.64]);

Y

® ()enir is the error coming from including the term proportional to the chiral log in
Eq. 1) or substituting it with a quadratic term in my, (i.e., Z§M4/(47Tf0)4);

e ()rve is the uncertainty obtained including (FK # 0) or excluding (FK =0) the FVE
term in Eq. (2.64)).

Our Ny =2+ 1+ 1 result (2.65)) agrees with the corresponding BMW result, 2.53(7) GeV,
obtained at Ny =2+ 1 [62].
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Figure 2.6.3: Results for the QIB slope [M2... — Mz = [MZ. — M%) /(Mg —my,) versus
the renomalized light-quark mass my. The empty markers correspond to the lattice data, while the
filled ones represent the data corrected for the FVEs obtained in the fitting procedure . The
solid lines correspond to the results of the combined fit obtained in the infinite volume limit
at each value of the lattice spacing. The black asterisk represents the QIB slope extrapolated at
the physical pion mass my = myq = 3.70(17) MeV and to the continuum limit, while the red area
indicates the corresponding uncertainty as a function of my at the level of one standard deviation.

Putting together the results (2.62) and (2.65)) with Eq. (2.22), we get

[ff\ld — T?Lu] (M_S,2 GeV) = 2.380 (87)stat+fit (154>disc (11)chir (11)FVE (41)qQED MeV ,
2.380 (87)stat+fit (155>syst (41)qQED MeV s
= 2.380 (182) MeV | (2.66)

which is consistent with the previous ETMC determination 2.67(35) MeV [66] at Ny =
2 + 1+ 1 and with the recent BMW result, converted in the (MS,2 GeV) scheme, 2.40(12)
MeV [62] at Ny =2+ 1.

Combining the result with our ETMC determination of the average up/down
quark mass myqg(MS,2 GeV) = 3.70(17) MeV from Ref. [66], we can also compute the u-

75



CHAPTER 2

and d-quark masses

My (MS,2 GeV) = 2.50 (15)statspir (8)syst (2)qoEp MeV |

= 250 (17) MeV (2.67)
ma(MS,2 GeV) = 4.88 (18)starssit (8)syst (2)qorp MeV |

= 4.88 (20) MeV (2.68)

and the ratio

~

my ——
m_d(MS,2 GeV) = 0513 (18)stat+fit (24)syst (6)qQED s
— 0513 (30) (2.69)

which are consistent within the uncertainties with the current FLAG estimates [4] at Ny =
2+ 1+ 1, based on the ETMC results of Ref. [66], and with the recent BMW results [62] at
Ny=2+1.

Finally, using the ETMC result m,(MS,2 GeV) = 99.6(4.3) MeV [66] we can obtain a
determination of the flavor symmetry breaking parameters R and (), namely

— Muyd

R(MS,2 GeV) = (MS,2 GeV) = 404 (3.3), (2.70)
md - mu
2
Q(MS,2 GeV) = Z—wgms 2 GeV) = 238 (L1), (2.71)
my

which are consistent within the errors with the current FLAG estimate R = 35.6(5.1)
and Q = 22.2(1.6) [4] as well as with the recent BMW results R = 38.20(1.95) and
Q) = 23.40(64) [62].

Our central value for the parameter @) is ~ 8% higher than the recent result of
Ref. [72], @ = 22.0(7), based on the latest update of the dispersive analysis of the n — 37
decay and on the use of the SU(3) ChPT relation

sip 1 My
] QQ M2
Had we used our result in Eq. -, the value of the parameter () would have been
() = 22.6 (3), which is = 5% below the result based on the use of the QIB slope
evaluated directly on the lattice. This seems to suggest that the higher-order corrections to
the SU(3) ChPT relation may be at the level of &~ 10% or equivalently about one unit
for @ (see also Ref. [70]).
We are here in position of evaluating the leading SIB corrections to the kaon decay
constant. It is possible to extract this information by studying the ratio of the correlators

SCRE(t) @

= (2.73)

C(t) O
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with the red line representing the strange quark propagator. The IB correction 0 fx/fx
can be computed by extracting the slope and intercept from the large time behavior of
5C (t)/C’[(?)(t) (see Eq. 1} according to

Sfx 1 [fxr — fro)®P 1 07

S,
5 SM

= — — = , 2.74
fr Mg —my fx ms+my  Zg My (2.74)

where fx is given by fx = (ms +my) Zx/Mz. The lattice data have been fitted according
to the following ansatz:

—2 —2 —2 —2 7
5 fic M 3 M M M e ML
——=A+B — log | —5= | + D+ F — 2.75
fe 0P ez T dm, Ton2fe 8 (167r2 f&) TP e Gy 3

where M- = 2Boymy, By, fo are the QCD low-energy constants at leading order and A, B,
C, D, F are free parameters to be determined by the fitting procedure. In Eq. the
chiral extrapolation is based on the SU(3) ChPT formulae of Ref. [74] expanded as a power
series in terms of the quantity my/m,, while FVEs are described by a phenomenological
term inspired by the leading FVE correction in QCD kaon decay constant in the p-regime
(ML > 1) [75]. The results of the fitting procedure are shown in Fig. [2.6.4]

At the physical pion mass and in the continuum and infinite volume limits we obtain [36]

Sfrc/fx = —=2.77 (16)stars it (22)aise (10)enir (1) pye GeV™! = —2.77 (29) GeV ™' | (2.76)
where

® ()stat+ it indicates the statistical uncertainty including also the one induced by the
fitting procedure;

® ()aisc is the uncertainty due to discretization effects estimated by including or excluding
the term proportional to a? in Eq. (2.75));

® ()enir is the error coming from including the term proportional to the chiral log or

substituting it with a quadratic term in m, and iv) ()py g is the uncertainty obtained
including or excluding the FVE term in Eq. (2.75)).

By using the determination of the light-quark mass difference (see Eq. (2.66))) and the result
(2.76)) we get the following estimate

SIB
{f“f—fﬂ (MS, 2 GeV) = —0.00656 (48)star+fit (aise (22)enir (6)rve (12)40ED -
K
(2.77)
At order O(my —m,,), thanks to the fact that pions don’t get strong IB corrections, we have
SIB
{f“—/f“* - 1} (MS, 2 GeV) = —0.00328 (28) , (2.78)
fK/fw
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Figure 2.6.4: Results for the IB correction [fr+ — fro]>? | [fx (fa — M)] versus the renor-
malized light-quark mass my. The empty markers correspond to the lattice data, while the
filled ones represent the data corrected for the FVEs obtained in the fitting procedure )
The solid lines correspond to the results of the combined fit obtained in the infinite
volume limit at each value of the lattice spacing. The black asterisk represents the result
extrapolated at the physical pion mass my = myq = 3.70(17) MeV and to the continuum
limat, while the red area indicates the corresponding uncertainty as a function of m, at the
level of one standard deviation.

a value that is higher (by about 1.6 standard deviations) than the estimate obtained in
Ref. [22] by using ChPT, namely

fK+/fﬂ'+ . xpt__
|:—fK/fﬂ- 1] = —0.0022 (6) (2.79)

and in agreement with (and more precise than) our previous determination at Ny = 2 [9].
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2.7 DETERMINATION OF €0

The violation of the Dashen’s theorem for the neutral kaon mass can be represented by the

quantity exo defined as [4]
QED

Mo

QE

The e.m. contribution [(SMIQ(O] Pis given within the quenched QED approximation by

[60M2]) 9% = 8matm My [6Mjeo]*™ (2.81)

2%

O
+ [6m<) 0,
O

N

where

&

[OMyo]™ = eqes0; — €20,

OO

_ [5mcclr7,t] at

O

— ei@t —|—Zszm38t
+ ZpZimy0, ; (2.82)

The lattice data for [5M12(0] QPP are shown by filled markers in Fig. [2.7.1] No significant
FVEs are visible and therefore for the combined chiral and continuum limit fitting procedure
we use the following simple Ansatz

(602,477 = AK +DRa®,  (2.83)

—-—2 2 —-—2
. M M M
K K
L+ AL g 108 (16w2f§) A g

where AV(’)( , Zf , Av{( and DK are free parameters. The results of the fitting procedure are
shown in Fig. by the solid lines at each value of the lattice spacing and by the black
asterisk at the physical pion mass and in the continuum limit.

79



CHAPTER 2

B=1.90, L=20
B=1.90, L=24
B=1.90, L=32 -
B=1.95, L=24
B=1.95,L=32
B=2.10, L=48
physical point

0.00025 —

0.0002

xooHOHO

0.00015

0.0001

5e-05

[3M° 1% (GeV?)

| | ! | ! | ! ]
0 0.01 0.02 0.03 0.04 0.05

m, (GeV)

Figure 2.7.1: Results for the quantity [6M12(0]QED versus the renomalized light-quark mass my.
The filled markers represent the lattice data without FVE corrections. The solid lines correspond
to the results of the combined fit obtained at each value of the lattice spacing. The black
asterisk represents the value extrapolated at the physical pion mass my = myq = 3.70(17) MeV and
to the continuum limit, while the red area identifies the corresponding uncertainty at the level of
one standard deviation.

At the physical pion mass and in the continuum limit we obtain

[6M2%0] 4P (M5,2 GeV) = 0.016 (17)garsit (18)aise (2enin (Dggip - 1072 GeV? |
= 0.016 (17)sars it (18)syst (1)goep - 1072 GeV? |
= 0.016 (25)- 1072 GeV*, (2.84)

where

® ()stat+pit indicates the statistical uncertainty including also the ones induced by the
fitting procedure and by the determination of the input parameters of Table [[I}

® ()aisc is the uncertainty due to discretization effects estimated by comparing the re-
sults obtained including (D¥ # 0) or excluding (DX = 0) the discretization term in

Eq. (253)

® ()enir is the error coming from including the term proportional to the chiral log in
Eq. 1) or substituting it with a quadratic term in m, (i.e., A§W4/(47rf0)4);
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e (),0rp is the 5% estimate of the effects due to the quenched QED approximation taken
from Refs. [33], 62].

Using the experimental value Mygo = 497.611(13) MeV [3] our results and
correspond to a kaon mass in pure QCD equal to My = 494.6(1) MeV in agreement with
the FLAG estimate Mk = 494.2(3) MeV.

Dividing our result by Eq. (2.45), we obtain

exo(MS,2 GeV) = 0.01 (2)stars it (1)syst (1)g0ED
= 0.01(2), (2.85)

where now the (),orp error includes also the 4% effect coming from the disconnected di-
agram neglected in the pion mass splitting analysis. Our result is in agreement
with the estimate quoted by FLAG, namely exo = 0.3(3) [4]; the QCDSF/UKQCD result
exo(MS,2 GeV) = 0.2(1) [71] and the recent determination exo = 0.035(20) from the MILC
collaboration [73].

2.8 ISOSPIN BREAKING CORRECTIONS IN CHARMED MESONS

In this section using the RM123 approach we address the evaluation of the leading-order
e.m. and strong IB corrections to the D-meson mass splitting (Mp+ —Mpo), and the determi-
nation of the leading-order e.m. corrections to the D-meson mass combination (Mp++ Mpo)
and to the Dg-meson mass Mp+. In the case of D-meson mass splitting we make use of
the determination of the u- and d-quark mass difference done in the kaon sector (see
Section @ to evaluate the strong IB correction and therefore to predict the physical mass
splitting (Mp+ — Mpo) on the lattice.

2.8.1 ELECTROMAGNETIC AND STRONG ISOSPIN BREAKING
CORRECTIONS TO Mp+ — Mpo

Within the quenched QED approximation and the RM123 prescription described in Sec. 2|3,
the QED contribution to the D-meson mass splitting is given by

(M2, — M2 9" = 8namMp [Mp+ — Mpo]™ (2.86)
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where

&

@ — (ef = €2)o; %

O O

_ (5m2rit N 5mzrit)at9 @
O O

with the green lines representing the charm quark propagator.

In Fig. [2.8.1| the data for [M}. — Mp,] QPP are shown before and after the subtraction
of the universal FVEs, given by Eq. @ . It can be clearly seen that, as in the case of
the pion and kaon mass splittings, the universal FVE correction is quite large, approaching
~ 30% at the heaviest light-quark masses.

[Mp+ — Mpo|™ = (e, — eq)e.0;

+ Zp (29— 2*) my0,

(2.87)
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Figure 2.8.1: Results for the D-meson mass splitting [M%)+ — M%O]QED versus the renormalized
light-quark mass my, obtained using Fq. in the quenched QED approximation. Brown full
points correspond to the data without any correction for FVEs, while open markers represent the
lattice data corrected by the universal FVEs given by Eq. .
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From now on we always refer to the data for IM%;+ — M]%OIQED as to the QED part of
the charged /neutral D-meson mass splitting already subtracted by the universal FVEs.

We have performed combined chiral, continuum and infinite volume extrapolations adopt-
ing the following fitting function

M
(M — M) ®"” = dmaem | AD + APmy + DPa® + FP=2 | (2.88)

where AP, AP DP and FP are free parameters. In Fig. [2.8.2| we show the results obtained
using the combined fitting function ([2.88)).
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Figure 2.8.2: Results for the D-meson mass splitting [M?, — MZ%OIQED versus the renormalized
light-quark mass mye. The empty markers correspond to the data after the subtraction of the univer-
sal FVEs, while the filled markers represent the lattice data corrected also by the SD FVEs obtained
in the fitting procedure. The solid lines correspond to the results of the combined fit obtained
in the infinite volume limit at each value of the lattice spacing. The black asterisk represents the
D-meson mass splitting extrapolated at the physical pion mass my = myq = 3.70(17) MeV and to
the continuum limit, while the red area identifies the corresponding uncertainty at the level of one
standard deviation.

At the physical pion mass and in the continuum and infinite volume limits our result in
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the M S scheme at a renormalization scale equal to p =2 GeV is

(M2 — M20]% = 9.03 (0.84)wars sir (1.65)aise (0.12)epip (0.07) v (0.45)40mp - 107° GeV? |
= 9.03 (0.84) a4 sit (1.65)sysr (0.45) 4050 - 1072 GeV? |
9.03 (1.90) - 1072 GeV? (2.89)

where

® ()stat+pit indicates the statistical uncertainty including also the ones induced by the
fitting procedure and by the determination of the input parameters of Table |[I}

® ()aisc is the uncertainty due to discretization effects estimated by comparing the results
assuming either DP # 0 or DP = 0 in Eq. (2.88));

® ()enir is the error coming from including (AP # 0) or excluding (AP = 0) the linear
term in the light-quark mass;

e ()pyg is the uncertainty due to FVE estimated by comparing the results obtained
including (F? # 0) or excluding (F” = 0) the phenomenological term for the SD
FVEs;

e (),0rp is the estimate of the effects due to the quenched QED approximation (5%)
taken from Refs. [33] [62] and extended to the case of charmed mesons.

where for (74 — M,) we make use of the result (2.66). The lattice data for [M3, — M3,

are shown in Fig. [2.8.3] and FVEs are visible. Thus the data have been fitted according to
the following simple Ansatz:

We need now to compute the SIB contribution

[Mlz)+ . M%O}SIB

= 2Mp Zp (it — ) O,

(2.90)

]SIB

) _

—D —D —D —-p M e ML
=A A D a*+F — 2.91
o tA M+ D o+ 16722 (ML) (2.91)

[M%+ . M%O]SIB
where we recall A = 2Bymy. The results of the linear fit 1} with the four free parameters
ﬁé), ZlD, D" and FD, are shown in Fig.

At the physical pion mass and in the continuum and infinite volume limits we get

(M2, — M2)%7 (MS,2 GeV) = 1141 (99)gars sir (21 gise (13)enir (9)pviz - 107° GeV?

= 11.41 (99)stars it (26)syst - 1072 GeV? |
= 11.41 (1.02) - 107* GeV? . (2.92)

where
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Figure 2.8.3: Results for the SIB contribution [M]%+ —M%O versus the renomalized light-
quark mass my. The empty markers correspond to the lattice data, while the filled ones represent
the data corrected for the FVEs obtained in the fitting procedure . The solid lines correspond
to the results of the combined fit obtained in the infinite volume limit at each value of the
lattice spacing. The black asterisk represents the SIB contribution extrapolated at the physical pion
mass my = myq = 3.70(17) MeV and to the continuum limit, while the red area identifies the
corresponding uncertainty at the level of one standard deviation.

]SIB

()stat+ it indicates the statistical uncertainty including also the ones induced by the
fitting procedure and by the determination of the input parameters of Table [[T}

()aisc is the uncertainty due to discretization effects estimated by including (ED #0)
or excluding (ED = 0) the discretization term in Eq. 1)

()enir is the error coming from including (le # 0) or excluding (Af) = 0) the linear
term in the light-quark mass.

()rv e is the uncertainty obtained including (FD # 0) or excluding (F' - 0) the FVE
term in Eq. (2.91)).
Thus, putting together the results (2.89) and (2.92)) we get the prediction [7]
Mp+ — Mpo = 547 (30)star+fit (40)dise (6)cnir (3)rvE (12)q0ep MeV
= 547 (3O)stat+fit (42)syst (12)qQED MeV s
= 547 (53) MeV , (2.93)

85



CHAPTER 2

which is consistent with the experimental value Mp+ — Mpo = 4.75(8) MeV [3] and with the
unquenched QED estimate Mp+ — Mpo = 4.68(16) MeV from the BMW collaboration [17]
at Ny =1+ 1+ 1+ 1 within ~ 1.4 standard deviations.

2.8.2 ELECTROMAGNETIC CORRECTIONS TO Mp+ + Mpo

The D-meson mass combination (Mp++ Mpo), being isospin symmetric, does not receive any
strong IB correction at leading order O(my—m,). Within the quenched QED approximation

one has
( +
@ — (ef +¢€2)d; % %
O

OMp+ +0Mpo = 4ATQem { —(€4 + €q)e0p————

E'S s
ST TTS

@ S

+2ZpZ° MmOy ——

O O
&
O

The data for Mp+ + dMpo after the subtraction of the universal FVEs are shown in
Fig.

We have performed combined chiral, continuum and infinite volume extrapolations adopt-
ing the following fitting function

- 2 633,5

— (Img" + om0,

+ Zp (2" + Z2%) med, (2.94)

o ~ ~, M
SMp+ + 6Mpo = AP + APm, + DPa? + FDL—f : (2.95)

where /~lé) , EID , DP and FP are free parameters. In Fig. we show the results obtained
using the combined fitting function ([2.95)).
At the physical pion mass and in the continuum and infinite volume limits our result is

IMp+ +6Mpo = 1.7 (6)star+fit (8)disc (1)enir (1)pvE (1)goep MeV
= 1.7 (6)stat+fit (8)syst (1)qQED MeV )
— 1.7 (1.0) MeV (2.96)
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Figure 2.8.4: Results for the e.m. correction to the charge-averaged D-meson mass SMp+ + 0 Mpo
versus the renormalized light-quark mass my, obtained using Eq. in the quenched QED ap-
proxzimation. Brown full points correspond to the data without any correction for FVEs, while open
markers represent the lattice data corrected by the universal FVEs given by Eq. .

where

® ()stat+pit indicates the statistical uncertainty including also the ones induced by the
fitting procedure and by the determination of the input parameters of Table [[T}

® ()aisc is the uncertainty due to discretization effects estimated by comparing the results
assuming either DP # 0 or DP = 0 in Eq. {D

e ()enir is the error coming from including (AP # 0) or excluding (AP = 0) the linear
term in the light-quark mass;

e ()pyp is the uncertainty due to FVE estimated by comparing the results obtained
including (F'P? # 0) or excluding (F” = 0) the phenomenological term for the SD
FVEs;

e (),0rp is the estimate of the effects due to the quenched QED approximation (5%)
taken from Refs. [33, 62] and extended to the case of charmed mesons.
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Figure 2.8.5: Results for the e.m. correction to the charge-averaged D-meson mass 0 Mp+ + 0 M po
versus the renormalized light-quark mass my. The empty markers correspond to the data after the
subtraction of the universal FVEs, while the filled markers represent the lattice data corrected also
by the SD FVEs obtained in the fitting procedure. The solid lines correspond to the results of the
combined fit obtained in the infinite volume limit at each value of the lattice spacing. The
black asterisk represents the value extrapolated at the physical pion mass my = myg = 3.70(17) MeV
and to the continuum limit, while the red area identifies the corresponding uncertainty at the level
of one standard deviation.

Using the experimental value (Mp+ + Mpo)/2 = 1867.2(4) MeV [3] our result ([2.96))
corresponds to a D-meson mass in pure QCD equal to 1866.4(6) MeV.
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2.8.3 ELECTROMAGNETIC CORRECTIONS TO THE
D}-MESON MASS

Finally we have computed also the e.m. corrections to the mass of the Df-meson, that,
within the quenched QED approximation, are given by

( -
> 5E
5MD; = Arey, —ecesﬁto —e?@t O

\

%2 .
S
S rra D

+ ZpZimsOy—— + ZpZ° m.O———
The data for M+ after the subtraction of the universal FVEs are shown in Fig. [2.8.6]

We have performed combined chiral, continuum and infinite volume extrapolations adopt-
ing the following fitting function

2
— ecat

at—g + 5m§”‘tat—g

(2.97)

Mp,
OMps = AG* + AV*my + DPra® + FP =2+ (2.98)

where AOD ° A? ¢, DPs and FPs are free parameters. In Fig. we show the results obtained
using the combined fitting function (2.98)).

At the physical pion mass and in the continuum and infinite volume limits our result is

5MD;r = 23 (S)Smt-l-fit (]-)disc (1)chir (1)FVE (1)qQED MeV 5
= 23 (3>stat+fit <2>syst (1)qQE'D MeV )
= 2.3 (4) MeV (2.99)

where

® ()stat+pit indicates the statistical uncertainty including also the ones induced by the
fitting procedure and by the determination of the input parameters of Table [[T}

® ()aisc is the uncertainty due to discretization effects estimated by comparing the results
assuming either DPs # 0 or DP: = 0 in Eq. (2.99);
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Figure 2.8.6: Results for the e.m. correction dMp+ versus the renormalized light-quark mass my,
obtained using Eq. in the quenched QFED approximation. Brown full points correspond to
the data without any correction for FVEs, while open markers represent the lattice data corrected
by the universal FVEs given by Eq. .

 ()enir is the error coming from including (AP* # 0) or excluding (A = 0) the linear
term in the light-quark mass;

e ()pyp is the uncertainty due to FVE estimated by comparing the results obtained
including (FP: # 0) or excluding (FP: = 0) the phenomenological term for the SD
FVEs;

e (),orp is the estimate of the effects due to the quenched QED approximation (5%)
taken from Refs. [33] 62] and extended to the case of charmed mesons.

Using the experimental value Mp+ = 1969.0(1.4) MeV [3] our result (2.99) corresponds
to a Ds-meson mass in pure QCD equal to 1966.7(1.5) MeV.
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Figure 2.8.7: Results for the e.m. correction M+ versus the renormalized light-quark mass my.
The empty markers correspond to the data after the subtraction of the universal FVEs, while the
filled markers represent the lattice data corrected also by the SD FVEs obtained in the fitting pro-
cedure. The solid lines correspond to the results of the combined fit obtained in the infinite
volume limit at each value of the lattice spacing. The black asterisk represents the value extrapolated
at the physical pion mass my = myq = 3.70(17) MeV and to the continuum limit, while the red area
identifies the corresponding uncertainty at the level of one standard deviation.
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QED CORRECTIONS TO HADRONIC
DECAY RATES ON THE LATTICE

3.1 INTRODUCTION

Precision flavor physics is a particularly powerful tool for exploring the limits of the Standard
Model (SM) of particle physics and in searching for inconsistencies which would signal the ex-
istence of new physics. An important component of this endeavour is the over-determination
of the elements of the Cabibbo-Kobayashi-Maskawa (CKM) matrix from a wide range of
weak processes. The precision in extracting CKM matrix elements is generally limited by
our ability to quantify hadronic effects and the main goal of large-scale simulations using the
lattice formulation of QCD is the ab-initio evaluation of the non-perturbative QCD effects
in physical processes. The recent, very impressive, improvement in lattice computations has
led to a precision approaching O(1%) for a number of quantities (see e.g. Ref. [4] and refer-
ences therein) and therefore in order to make further progress electromagnetic effects (and
other isospin-breaking contributions) have to be considered. The question of how to include
electromagnetic effects in the hadron spectrum and in the determination of quark masses in
ab-initio lattice calculations has been addressed in the previous chapter [2| of this thesis.

In the computation of the hadron spectrum there is a very significant simplification in
that there are no infrared divergences. In Ref. [10] it has been proposed for the first time
a strategy to include electromagnetic effects in processes for which infrared divergences are
present but which cancel in the standard way between diagrams containing different numbers
of real and virtual photons [I1]. The presence of infrared divergences in intermediate steps
of the calculation requires the development of new methods. Indeed, in order to cancel the
infrared divergences and obtain results for physical quantities, radiative corrections from
virtual and real photons must be combined. We stress that it is not sufficient simply to
add the electromagnetic interaction to the quark action because amplitudes with different
numbers of real photons must be evaluated separately, before being combined in the inclusive
rate for a given process. In this chapter we discuss in full detail the strategy envisaged in
Ref. [10] to compute electromagnetic radiative corrections to leptonic decays of pseudoscalar
mesons which can then be used to determine the corresponding CKM matrix elements. In the
next chapter we will show the results for the first application of the method here described
in the case of the light-meson leptonic decay rates [I3] [16]. Although we present the explicit
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discussion for this specific set of processes, the method is more general and can be extended
to generic processes including, for example, to semileptonic decays. Before concluding the
present chapter we will provide some hints on the theoretical framework required for the
computation of radiative corrections to semileptonic decay rates in lattice simulations. In
this respect we will review the ongoing work on the new theoretical issues which arise in this
case [52].

We now focus on the leptonic decay of the charged pseudoscalar meson P*. Let I'y be the
partial width for the decay P™ — ¢*1, where the charged lepton / is an electron or a muon
(or possibly a 7) and vy is the corresponding neutrino. The subscript 0 indicates that there
are no photons in the final state. In the absence of electromagnetism, the non-perturbative
QCD effects are contained in a single number, the decay constant fp, defined by

O] @y g2 | P*(p)) = ip"fp, (3.1)

where P is composed of the valence quarks q; and ¢o, and the axial current in is
composed of the corresponding quark fields. There have been very many lattice calculations
of the decay constants fr, fx, fp,, and fg,, [4], some of which are approaching O(1%)
precision. As noted above, in order to determine the corresponding CKM matrix elements
at this level of precision isospin breaking effects, including electromagnetic corrections, must
be considered. It will become clear in the following, and has been stressed in [48] [67],
that it is not possible to give a physical definition of the decay constant fp in the presence
of electromagnetism, because of the contributions from diagrams in which the photon is
emitted by the hadron and absorbed by the charged lepton. Thus the physical width is not
just given in terms of the matrix element of the axial current and can only be obtained by
a full calculation of the electromagnetic corrections at a given order.

The calculation of electromagnetic effects leads to an immediate difficulty: 'y contains
infrared divergences and by itself is therefore unphysical. The well-known solution to this
problem is to include the contributions from real photons. We therefore define I'; (AE) to be
the partial width for the decay P™ — ¢*1, v where the energy of the photon in the rest frame
of PT is integrated from 0 to AE. The sum I'g + I'1(AFE) is free from infrared divergences
(although, of course, it does depend on the energy cut-off AF). We restrict the discussion to
O(Qem) corrections, where « is the electromagnetic fine-structure constant, and hence only
consider a single photon.

The previous paragraph reminds us that the determination of the CKM matrix elements
Vg at O(erm) (ie. at O(1%) or better) from leptonic decays requires the evaluation of
amplitudes with a real photon. The main goal of the pioneering paper [I0] has been to
suggest how such a calculation might be performed with non-perturbative accuracy. There
are a number of technicalities which will be explained in the following sections, but here we
present a general outline of the proposed method. We start with the experimental observable
['(AE), the partial width for PT — ¢*y,(y). The final state consists either of ¢Tv, or of
¢ty where the energy of the photon in the centre-of-mass frame is smaller than AE:

[(AE) =Ty + 'y (AE). (3.2)
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The exchange of a virtual photon depends on the structure of the decaying meson, since
all momentum modes are included, and the corresponding amplitude must therefore be
computed non-perturbatively. On the other hand, the non-perturbative evaluation of the
emission of a real photon is not strictly necessary. In principle, I';(AFE) can be evaluated
in lattice simulations by computing the amplitudes for a range of photon momenta and
using the results to perform the integral over phase space. Since such computations are
necessarily performed in finite volumes the available momenta are discrete, so that it is
necessary to choose the volumes appropriately and compute several correlation functions. In
the next chapter we will expand more on our recent efforts to compute non-perturbatively
the form factors contributing to the amplitudes for the radiative decays P — fvyy. This
O(a)-improved lattice calculation is currently ongoing and preliminary results have been
presented at the Lattice 2019 conference [77]. As a first approach we have implemented the
method of Ref. [10] choosing instead to make use of the fact that a very soft photon couples
to a charged hadron as if to an elementary particle; it does not resolve the structure of
the hadron. We therefore propose to choose AFE to be sufficiently small that the pointlike
approximation can be used to calculate I'y(AFE) in perturbation theory, treating P as an
elementary particle. On the other hand, AE must be sufficiently large that I'(AE) can be
measured experimentally. We imagine setting AE = O(10-20MeV) which satisfies both
requirements. From Refs. [78, [79] we learn that resolutions on the energy of the photon in
the rest frame of the decaying particle of this order are experimentally accessible. Later
on we will present a discussion, based on phenomenological analyses, of the uncertainties
induced by treating the meson as elementary as a function of AFE.

It is necessary to ensure that the cancellation of infrared divergences occurs with good
numerical precision leading to an accurate result for I'(AE). Since I'y is to be calculated in a
Monte-Carlo simulation and I'; (AFE) in perturbation theory using the pointlike approxima-
tion, this requires an intermediate step. In Ref. [10] it has been proposed to rewrite Eq.
in the form

[(AE) = lim (Iy — IFY) + lim (IF" + T4 (AE)), (3.3)

V—o00 V—o00

where V' is the volume of the lattice. th is an unphysical quantity; it is the perturba-
tively calculated amplitude at O(aey,) for the decay PT — ¢*v, with the P* treated as
an elementary particle. In I'S' the finite-volume sum over the momenta of the photon is
performed over the full range. The contributions from small momenta to I'y and I'}' are
the same and thus the infrared divergences cancel in the first term on the right-hand side
of Eq. . Moreover, the infrared divergences in I'y and th are both equal and opposite
to that in I';(AFE). The infrared divergences therefore cancel separately in each of the two
terms on the right-hand side of Eq. and indeed we treat each of these terms separately.
'Y + T (AE) is calculated in perturbation theory directly in infinite volume. The QCD
effects in 'y are calculated stochastically in a lattice simulation and the virtual photon is
included explicitly in the Feynman gauge. For each photon momentum this is combined
with I'}" and the difference is summed over the momenta and then the infinite-volume limit
is taken. This completes the sketch of the proposed method, and in the remainder of this
chapter we will explain the many technical issues which must be addressed.
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2. MATCHING THE EFFECTIVE LOCAL FOUR-QUARK OPERATOR(S) ONTO THE
STANDARD MODEL

It will be helpful in the following to define AI'(L) in terms of the first term on the

right-hand side of Eq. (4.9)):
ATy (L) = To(L) — T(L) (3.4)

where we have made the dependence on the lattice size. In analogy to Eq. (3.2) we also
define the perturbative quantity

IPY(AE) =18 + T (AE). (3.5)

We note that, since the sum of all the terms in Eq. is gauge invariant as is the
perturbative rate I'"*(AFE), the combination AT'g(L) is also gauge invariant, although each
of the two terms is not.

The plan of this chapter is as follows. In the next section we discuss the effective weak
Hamiltonian and its renormalization in the presence of electromagnetism. We discuss the
matching of the bare lattice operators used in the calculation of correlation functions and
those defined in the W-regularization which is a natural scheme used in the definition of the
Fermi constant Gz in the presence of electromagnetism. The structure of the calculation and
the correlation functions which need to be calculated are presented in Sec.3|[3] In Sec.
we describe the calculation of the first term on the right-hand side of Eq. (£.9), ATo(L).
The evaluation of the second term, I'P*(AFE), directly in infinite volume, is theoretically
straightforward and in Sec.[3|[5] we briefly sketch the main steps of the calculation performed
in Ref. [10]. Sec.[3[f] contains a detailed discussion of the regularization and cancellation
of infrared divergences in a finite volume. In Sec. [3|[7] we present some phenomenological
estimates of the uncertainties due to the use of the point-like approximation for P* in the
decay P — (*vy. Finally, in Sec. we discuss the additional theoretical issues which
arise when including electromagnetic corrections to semileptonic decays, such as K.

In the remainder of the chapter, to be specific we choose P = 7", unless explicitly
stated, but the discussion generalizes trivially to other pseudoscalar mesons with the obvious
changes of flavor labels. The method does not require P* to be a light psuedo-Goldstone
Boson nor on the use of chiral perturbation theory.

3.2 MATCHING THE EFFECTIVE LOCAL FOUR-QUARK
OPERATOR(S) ONTO THE STANDARD MODEL

At lowest order in electromagnetic (and strong) perturbation theory the process ud — (*v,
proceeds by an s-channel W exchange, see the left-hand diagram in Fig.[4.2.1] Since the
energy-momentum exchanged in this process are much smaller than My, it is standard
practice to rewrite the amplitude in terms of a four-fermion local interaction:

AG R -
Ly =———=V" (drv,up) (Do lr) 3.6
w \/5 ud( LY L) ( LY L) ( )
where the subscript L represents left, 1, = (1_2—75)17&, and G is the Fermi constant. In

performing lattice computations this replacement is necessary, since the lattice spacing a
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Figure 3.2.1: Tree-level diagram for the process ud — ¢*v;, (left-hand diagram). In the effec-
tive theory the interaction is replaced by a local four- fermlon operator (right-hand diagram).

is much greater than 1/Myy, where My, is the mass of the W-Boson. When including the
O(aem) corrections, the ultra-violet contributions to the matrix element of the local operator
are different to those in the Standard Model and in this section we discuss the matching
factors which must be computed to determine the O(ae,,) corrections to the 7t — (tu,
decay from lattice computations of correlation functions containing the local operator in
. Since the pion decay width is written in terms of G, it is necessary to start by
revisiting the determination of the Fermi constant at O(aen,).

3.2.1 DETERMINATION OF THE FERMI CONSTANT, G

G is conventionally taken from the measured value of the muon lifetime using the expres-

sion [80], 1]
1 Gy, 8m? a 25
— = - —&| |1+ 2= —r? 3.7
T 19273{ mgHJrzw(Ax ”)} (8.7)

leading to the value Gp = 1.16634 x 107> GeV 2. For an extension of Eq. to O(a?,)
and the inclusion of higher powers of p = (m./m,)?* see Sec.10.2 of [3]. The Particle Data
Group [3] quote the corresponding value of the Fermi constant to be G = 1.1663787(6) x
1075 GeV 2.

Eq. can be viewed as the definition of Gr. When calculating the Standard Model
corrections to the muon lifetime many of the contributions are absorbed into G and the
remaining terms on the right-hand side of come from the diagrams in Fig.. Specif-
ically in these diagrams the factor 1/k? in the Feynman-gauge photon propagator is replaced
by 1/k?* x M2, /(M2, — k*), where k is the momentum in the propagator; this is called the
W -regularization of ultra-violet divergences. These diagrams are evaluated in the effective
theory with the local four-fermion operator (7,7*(1—~°)u) (ey*(1—~°)ve); the two currents
are represented by the filled black circles in Fig.[3.2.2]

An explanation of the reasoning behind the introduction of the W-regularization is given
in [82]. The Feynman-gauge photon propagator is rewritten as two terms:

1 1 M2
[ VR VR e (3:8)
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STANDARD MODEL

Figure 3.2.2: Diagrams contributing to the O(ae,,) corrections to muon decay; see Eq. (3.7)).
The curly line represents the photon.

Figure 3.2.3: Photon-W box diagrams contributing to the O(aw,,) corrections to muon decay
in the Standard Model. The curly line represents the photon.

and the ultra-violet divergent contributions come from the first term and are absorbed in
the definition of Gp. In addition, the Standard-Model v-W box diagram in Fig.[3.2.3 is
ultra-violet convergent and is equal to the corresponding diagram in the effective theory
(ie. the third diagram in Fig.[3.2.2) with the W-regularization, up to negligible correc-
tions of O(¢*/M3,), where g is the four-momentum of the electron and its neutrino. Other
electroweak corrections not explicitly mentioned above are all absorbed into G.

3.2.2 W-REGULARIZATION AND WEAK DECAYS OF
HADRONS

It is a particularly helpful feature that most of the terms which are absorbed into the
definition of G are common to other processes, including the leptonic decays of pseudoscalar
mesons [12], 83]. There are however, some short-distance contributions which do depend on
the electric charges of the individual fields in the four-fermion operators and these lead to
a correction factor of (1 + 2% Jog Aﬂj—;) to I'y [12]. This is a tiny correction (~ 0.06%), but
one which nevertheless can readily be included explicitly.

The conclusion of the above discussion is that the evaluation of the amplitude for the
process 7 — £Tv up to O(ae,) can be performed in the effective theory with the effective
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Hamiltonian

aem M —re
= 20 (14 22 10g 372 ) OF o), (39)
where O,""(My,) is the operator (dy*(1 — 7°)u) (7y,(1 — 7°)¢) renormalized in the W-
regularization scheme, which is used to regularize the Feynman-gauge photon propagator.
The value of G is obtained from the muon lifetime as discussed around Eq. . Of
course we are not able to implement the W-regularization directly in present day lattice
simulations in which the inverse lattice spacing is much smaller than My,. Thus, a matching
of the lattice weak operator O; to the W-regularization scheme is necessary. In addition, for
lattice formulations which break chiral symmetry, like the one used in the present study, the
lattice weak operator O; mixes with other four-fermion operators of different chirality.

3.2.3 THE RENORMALIZED WEAK OPERATOR IN THE
W-REGULARIZATION SCHEME

In order to obtain the operator renormalized in the W-regularization scheme, we start by
renormalizing the lattice four-fermion operator O; in the RI-MOM scheme [14] up to or-
der O(aem) and to all orders in ay, as discussed in Sec. [IJ[L1] obtaining OF'' (1), and then
perturbatively match the operator O} (11) to the one in the W-regularization [10]

Mw

O}N-reg<MW) — ZW-RI’ (
M

Oés(:u)a aem) O{{F (:u) . (310)
In Ref. [13] we have calculated the coefficient of the term proportional to qiemavs log(M3, /p?)
in the matching coefficient ZWRY' (My,/u, as(11), Qo). Following this calculation the error
due to the renormalization of the effective hamiltonian is of the order of O(aemas(Mw)).
The matching coefficient in Eq. can be computed by first evolving the operator in
the RI’ scheme to the scale My, and then matching it to the corresponding operator in the
W-scheme. The coefficient can therefore be written as the product of a matching coefficient
and an evolution operator

ZW-RI (Tw,as(,u),aem> = ZW-RI (1, as(Mw), em) URI (M, b, Qem) - (3.11)

Below we will only consider terms of first order in e, and, therefore we will consistently
neglect the running of aep,.

We note that the original bare lattice operators and O)'"8(My,) are gauge invariant,
and thus the corresponding matching coefficients are gauge invariant. This is not the
case for O (1) that instead depends not only on the external states chosen to define the
renormalization conditions, but also on the gauge. Consequently the matching coefficient

ZW-RE <M—MW, as(p), aem> and the evolution operator UM (Myy, j1, cern) are in general gauge

dependent. However, at the order of perturbation theory to which we are working, the
evolution operator turns out to be both scheme and gauge independent.
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2. MATCHING THE EFFECTIVE LOCAL FOUR-QUARK OPERATOR(S) ONTO THE
STANDARD MODEL

In the following, we discuss in turn the matching coefficient, ZWVR' (1, a,(Mw), dtem),
the evolution operator UM (Myy, 11, Qe), and the definition of the renormalized operator
O (1), obtained non-perturbatively.

a) The matching coefficient. At first order (one loop) in aep,

’ o 11 - ’
ZW_RI (17 aS(MW), Oéem) - 1 + 4L CW RI y (312)
s
where the strong interaction corrections for the RI’MOM operator vanish, at this order,
because of the Ward identities of the quark vector and axial vector currents appearing in

the operator O; in the massless limit. We recall that we currently do not include terms of
O(as(Myy)Qem) in the matching coefficient ZWV-R',

b) The evolution operator. The evolution operator UR ( My, 1, Qter ) is the solution
of the renormalization group equation

0 0
2_
2 o2 +/8(as>aem)aas

URI’ (MW> s aem) = ’Y(asa aem) URI’ (MW7 s aem) 9 (313)

where URY (Myy, 11, Qo) satisfies the initial condition U™ (Myy, My, dtem) = 1, Y(ts, Qem)
is, in general, the anomalous dimension matrix [84, [85], although in our particular case it is
actually a number (and not a matrix), and 5(as, Qem) is the QCD S-function:

dovg al a2y,

Sy em g - 5€ —S 9 14
6(04 a ) leg/J 50 5 (471')2 1 (477')2 (3 )
with 2 38 8 N,
—11-: 102 - 22N se — 2 (N, + 24 1
Bo 3Vs B 0 3 Vrs A 9 ( + 1 ) (3.15)

where Ny denotes the number of active flavors, and N, and N, denote the number of up-like
and down-like active quarks respectively so that Ny = N, + Ng. We may expand y(as, Ctem)
in powers of the couplings as follows

%SU) + QsCem A (3.16)

2
(1)
275 + (47’(’)2 se

(47)
()

Where Pyse has been previously calculated in Ref. [86]. In the case of the operator O; both

Y(Qle, Com) = =4O +

47T 4

5 ) and ’ys ) vanish whereas
W=z, = (317

It can be demonstrated that, in addition to the leading anomalous dimension véo), ys(i) is

also independent of the renormalization scheme, thus in particular it is the same in RI’ and
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in the W-regularization schemes. It is then straightforward to derive UR' (M, b, Cem )

, Olem M? s (1) Qem M?2
U™ (M, pt, Qerm) = 1—EW£0)10E§( ﬂg/) - (47)2 7§é)log M—ZV

— Qem _ as () M_‘%V
= 1+ ym 2 (1 e )log( 2 ) (3.18)

Note that at this order the evolution operator is independent of the QCD S-function. This
is a consequence of the fact that the QCD anomalous dimension vanishes for the operator
O;.

Combining Egs. (3.10)) - (3.12)) and ([3.18)) we obtain the relation between the operator O

in the W-regularization scheme and the one in the RI’ scheme,

OV "8 (My,) = {1 + Ojﬁ‘ {2 (1 — M) log (Az—fV) + CW'RI’} } OR (), (3.19)

which is valid at first order in aey, and up to and including terms of O(aemas(Myy)) in the
strong coupling constant.

c) The renormalized operator in the RI’-MOM scheme. When we include QCD
and e.m. corrections at O(n ), the operator O; on the lattice with Wilson fermions mixes
with a complete basis of operators with different chiralities. The mixing involves the following
operators

Oy = g"(1 = s)q weyu(1 —5)0

03 = g"(1+75)@ veyvu(l — 1)L,

O = Gl —v5)qu Te(1 +75)0

Oy = Gl +v)q ve(l+75)!

obe = o (1 +vs)q U0, (1 +75)L. (3.20)

The complete basis is made up of ten operators. The five additional operators are ob-
tained from O; - O5 by the exchange (1 — ®) <+ (1 ++°). Since the neutrino is electrically
neutral its chirality is conserved and the operators O; - O5 do not mix under renormalization
with the remaining 5 operators and invariance under parity transformations ensures that the
two 5 x b renormalization matrices are equal. For this reason, in the following we focus the
discussion on the five operators of Eq. . Moreover, the basis of operators in Eq.
is the complete basis of operators for a left-handed neutrino.

The mixing is a consequence of the explicit chiral symmetry breaking of Wilson-like
fermions on the lattice. Therefore, the renormalized operators in the RI'-MOM scheme,
ORY (1), with O = (O, ... Os), can be written in terms of bare lattice operators O"(a) as

O™ () = Zo(na) O**(a) (3.21)
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where Zp(pa) is a 5 x 5 renormalization matrix. We note that in pure QCD the operator O,
mixes only with O,, with scale independent coefficients, whereas the full 5 x5 renormalization
matrix is necessary in general when e.m. corrections are included.

With regularizations which respect chiral symmetry the four-fermion operator relevant
for the leptonic weak decay, Op, renormalizes multiplicatively. If instead of using Wilson
fermions, we used a lattice formulation with good chiral properties, such as domain wall
fermions, the corresponding discussion would be restricted to the single operator O; which
transforms as the (8,1) representation under SU(3);, xSU(3)g chiral symmetry for the quarks.

According to Eqgs. (1.103]), (1.105)) we rewrite Eq. (3.21)) in the form

ORT — 7QED [(ZgED)qZO(chD)A} Z90P Gare — 7QED  7QCD (Gbare (3.22)
where ZgCD is the mixing matrix in pure QCD (corresponding to cey, = 0), and
ED _ Qem ED
Z5™ =1+ 2023 (3.23)

is the pure, perturbative QED mixing matrix (corresponding to a; = 0). Using Eq. (1.105))
, Eq. (3.22)) is written as

o = [1+ S (628 +no) | 23 G . (3.24)

As already mentioned, pure QCD corrections in Eq. (3.24)) only induce the mixing of the
operator O; with the operator Oy. This mixing produces the renormalized QCD operators

0F = (20", =1 [0 — 2] e =t

0y = (Z3°°0"), = g" [Zs) '+ Zﬁxo)%} Q1 Ueyu(1 =)L, (3.25)

which, similarly to the corresponding continuum operators, belong respectively to the (8,1)
and (1, 8) chiral representations with respect to a rotation of the quark fields [53]. These are
the combinations entering on the r.h.s. of Eq. (3.24).

When we include the e.m. corrections at O(en ), the matrices 6ZgED and no in Eq.
induce, in general, the mixing of OF with the full basis of operators in Eq. . As shown
in Appendix[6.2], however, in the twisted-mass formulation used in this work the only relevant
chirality mixing is the one between the operators O; with Os. Indeed, the mixing coefficients
with the operators O3 and O, are found to be odd in the parameter 7 = rir, = —rory,
defined by the product of the Wilson r-parameters of the valence quarks and the lepton
(with ro = —ry in our procedure). Therefore, taking the average over the values of the
parameter 7 (with 7 = +1) when computing the amplitude, eliminates the mixing with O3
and Oy4. Moreover, the matrix element of the operator Os between a pseudoscalar meson
and the vacuum vanishes, so that the mixing with the operator Os cannot contribute to the
decay rate. Therefore, Eq. for the renormalized operator OR! simplifies to

Ot (n) = [1 + O:lﬂ (629 (pa) 1 + n(ua, as(l/a))n)} OX(a) +
+ 5 (628 + n(as(1/a))iz) OX(a) (3.26)

T
47
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where we have explicitly indicated the dependence of the various terms on o, and the renor-
malization scale. Since the mixing of the bona fide (8,1) operator Of with O is a conse-
quence of the explicit chiral symmetry breaking of Wilson-like fermions on the lattice, the
corresponding coefficient is due to lattice artefacts and can only be a function of the lattice
bare coupling constant a,(1/a) [53].

We are now in a position to collect the results of the previous subsections in order to
provide the final expression relating the renormalized operator O}N'reg in the W-regularization
to the lattice bare operators O; and O, in Eq. at first order in a,. Combining
Eqgs. and and choosing 1 = 1/a as renormalization scale in the intermediate
RI’-MOM scheme we obtain:

em S 1 -RU’
O}N-reg(MW> _ Oi{(a) + Ojlﬂ- |:2 (1 _ %ﬂ/a)) log ((LQMI%V) + CW RI + 5ZlQlED<1/CL)+

s nn<as<1/a>>] O} (a) + [521%“ Falen(tfa)|03@) . 321)

aem
47
where Of, are the renormalized QCD operators defined in Eq. (3.25)). Using the results of
Ref. [10], obtained in perturbation theory at order O(a?) and collected in Appendix [6.2} we
have determined the values for the matching and mixing coefficients,

CWRY — 57825 +1.2373¢ ,
6ZFP(1/a) = —9.7565 — 1.2373¢ , 0237 = —0.5357 , (3.28)

where ¢ is the photon gauge parameter (£ = 0(1) in the Feynman (Landau) gauge). Such
matching factors depend, of course, on the lattice discretization of the full theory action. The
above results are valid for twisted-mass (or Wilson) fermions and naive QED gauge action.
It is worth noting that the renormalized operator in the W-regularization scheme is gauge
independent, at any order of perturbation theory. In particular, as shown by Eq. , at
first order in ae,, and at zero order in a; the gauge dependence of the matching coefficient of
Of cancels in the sum CWRI 4 5Z8ED = —15.539. By contrast, for the matching coefficient
of OF, the two terms 5Z%ED and 7,5 are separately gauge independent.

Since the renormalization corrections here discussed are related to the operators O; de-
fined in Eq. and mediating the physical process of interest, we stress that the above
expression is valid also for semileptonic decays of hadrons.

In the next chapter we will use the results of the present section in order to provide the
final numerical expression relating the renormalized operator O}N_reg in the W-regularization
to the lattice bare operators O, and O, at first order in «,,, which enter in our calculation.

Having formulated the problem of calculating I'y in terms of the evaluation of correlation
functions involving the effective Hamiltonian in Eq. we are now in a position to dis-
cuss the calculation of AT'o(L), the first term on the right-hand side of the master formula

Eq. .
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u €+

1%
d L
Figure 3.3.1: Correlation function used to calculate the amplitude for the leptonic decay
of the pion in pure QCD. The two black filled circles represent the local current-current
operator (dvyu) (7yy,¢); the circles are displaced for convenience.

3.3 STRUCTURE OF THE CALCULATION

In this section we begin our explanation of how the calculations of the amplitudes for the
processes 7t — (tr and 7" — {Tvy are to be performed. Before entering into the de-
tails however, we discuss more extensively the structure of the different terms appearing in
Eq. .

Since we add and subtract the same perturbative quantity th, we find it convenient
to choose this to be the virtual decay rate for a point-like pion computed in the W-
regularization. In this way we obtain the important advantage that the difference of the
first two terms (ATg(L)) and the sum of the last two terms (I'P*(AFE)) on the r.h.s. of
Eq. are separately ultraviolet and infrared finite.

Let v/Z; be the contribution to the decay amplitude from the electromagnetic wave-
function renormalization of the final state lepton (see the diagram in Fig.[3.4.1(d)). An
important simplifying feature of this calculation is that Z, cancels in the difference I'g — th.
This is because in any scheme and using the same value of the decay constant f,, the con-
tribution from the diagram in Fig.[3.4.1(d) computed non-perturbatively or perturbatively
with the point-like approximation are the same. Thus we only need to calculate Z, directly
in infinite volume and include it in the second term on the right-hand side of Eq. (4.9). As
a result of this cancellation it is convenient to rewrite Ty and TE® in the form:

To =T+ 19+ and I =T 4 0ovt 4 pldet (3.29)

where the superscript tree indicates the width in the absence of electromagnetic effects, (d)
denotes the contribution from the leptonic wave function renormalization and the index o
represents the remaining contributions of O(ae,) other than those proportional to Z,. In
this notation the above discussion can be summarized by saying that F(()d) = F(()d)’pt and that
the calculation of ATy(L) at O(aey,) reduces to that of computing T'§ — I'gP".

Having eliminated the need to include the effects of the lepton’s wave-function renormal-
ization from the evaluation of AT'4(L), we need to make the corresponding modification in
the factor(s) relating the lattice and W regularizations. This simply amounts to subtracting
the term corresponding to the matching between the lattice to W regularizations of the lep-
ton wave function renormalization diagram. Thus, we can avoid calculating the effects of the
lepton’s wave-function renormalization in AT'¢(L) by neglecting the diagram in Fig.[3.4.1)(d)
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and the corresponding diagram with the point-like pion, and simply replacing O)" " in
Eq. by O}Y"" in which the contribution to the matching factor from the lepton wave
function renormalization constant is subtracted.

Of course Féd)’pt needs to be computed for the second term on the right-hand side of

Eq. (4.9). This is a straightforward perturbative calculation in infinite-volume and gives [10]

2 m? 9
F(d)vpt _ Totree Qem 1 my —921 ) = 3.30
§ 0 2 | los 2 og 2 5 ( (3.30)

where we use the W-regularization for the ultra-violet divergences and have introduced a
mass m., for the photon in order to regulate the infrared divergences. The explicit expression
for T is given in Eq. below. Using the W-regularization we naturally work in
the Feynman gauge, but note that with m, as the infrared regulator the result for 7, is
generally gauge-dependent. For example, using dimensional regularization for the ultraviolet
divergences and m., as the infrared regulator leads to a gauge dependent result for this single
diagram (gauge invariance is restored of course for I'P*(AE)).
In summary therefore, we need to compute the two quantities

ATo(L) =T¢ —T"  and  TPYAE) =TUe + 9P 4 TP L P (AE),  (3.31)

where I'§ corresponds to I'¢ using O)' "*® instead of O)" "¢, Note that AT(L) and TP (AE)
are separately infrared finite and the result of the calculation of these two quantities does
not depend on the infrared cutoff. In particular, this means that the infrared cutoff can be
chosen in two different ways for the two quantities. We have decided to give a mass to the
photon in the perturbative calculation of I'?*(AFE), whereas for AT'g(L) a possible convenient
choice is to use the finite volume as the infrared regulator.

In the following two sections we discuss the calculation of ATz(L) and T?*(AFE) respec-
tively.

3.4 CALCULATION OF Al'y(L)

In this section we describe the calculation of the first term on the right-hand side of Eq. (4.9)),
ATo(L), at O(em). We start however, by briefly recalling the calculation of T'y at O(a?,,),
i.e. without electromagnetism.

3.4.1 CALCULATION OF [y AT O(a? )

Without electromagnetic corrections we need to compute the correlation function sketched in
Fig. which is a completely standard calculation. Since the leptonic terms are factorized
from the hadronic ones, the amplitude is simply given by

Uy o (Do) (Mo)ap ves(pe) = % o (01" Y uwlm® (pr)) [tiw, (pu) 7 (1 = 7°) ve(pe)]

_ Gl Vo 05 [, (o)1 (1 = 7°) ve(pe)] - (3.32)

V2
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4. CALCULATION OF ATly(L)

Here u,d in the matrix element represent the quark fields with the corresponding flavor
quantum numbers and w,, and v, the spinors of the leptons defined by the subscript. The
hadronic matrix element, and hence the decay constant f,, are obtained in the standard way
by computing the correlation function

__ . Z§ o
Colt) = D (0 1(d(0.0)7"7°u(0,0)) /(@ 1) [0) = 0e™ Ay, (333)

T

where ¢' is an interpolating operator which can create the pion out of the vacuum, Z{f =
(mt(0)]¢(0,0) | 0) and Ag = (0] dy*~y5u|x*(0))o. We have chosen to place the weak current
at the origin and to create the pion at negative time —¢, where ¢t and T'—t are sufficiently large
to suppress the contributions from heavier states and from the backward propagating pions
(this latter condition may be convenient but is not necessary). The subscript or superscript
0 here denotes the fact that the calculation is performed at O(a?,), i.e. in the absence of
electromagnetism. Z{f is obtained from the two-point correlation function of two ¢ operators:

b6 (1) — S (292
Co?(t) =Y (0[T{6(0,0) ¢ (F,—1)}0) ~ e (3.34)

—

T

0
2m?)

For convenience we take ¢ to be a local operator (e.g. at (Z,—t) in Eq. ([£.23))), but this is
not necessary for our discussion. Any interpolating operator for the pion on the chosen time
slice would do equally well.

Having determined Ay and hence the amplitude i, (py,)(Mo)as ves(pe), the O(a2,)
contribution to the decay width is readily obtained

2
8m m2

G2 [V|2 2 2\2
Fgre(?(,].‘,‘i’ — €+V€) — Mmﬂ_ m? ( — ﬂ) . (335)

In this equation we use the label tree to denote the absence of electromagnetic effects since
the subscript 0 here indicates that there are no photons in the final state.

3.4.2 CALCULATION AT O(a,)

We now consider the one-photon exchange contributions to the decay 7+ — ¢T1v, and show
the corresponding six connected diagrams in Fig.[3.4.1] and the disconnected diagrams in
Fig.|3.4.2l By “disconnected” here we mean that there is a sea-quark loop connected, as
usual, to the remainder of the diagram by a photon and/or gluons (the presence of the gluons
is implicit in the diagrams). The photon propagator in these diagrams in the Feynman gauge
and in infinite (Euclidean) volume is given by

d4k eik~(x1—x2)
(2m)4 k2

A,uu(xlaxQ) = 6uu (336)
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Figure 3.4.1: Connected diagrams contributing at O(c.,,) contribution to the amplitude for
the decay 7+ — (.

In a finite volume the momentum integration is replaced by a summation over the mo-
menta which are allowed by the boundary conditions. For periodic boundary conditions, we
can neglect the contributions from the zero-mode k = 0 since a very soft photon does not
resolve the structure of the pion and its effects cancel in 'y — T'E" in Eq. . Although
we evaluate [y + [ (AE) (see Eq. (3.2)) in perturbation theory directly in infinite volume,
we note that the same cancellation would happen if one were to compute I'1(AE) also in a
finite volume. Moreover from a spectral analysis we conclude that such a cancellation also
occurs in the Euclidean correlators from which the different contributions to the decay rates
are extracted. For this reason in the following I'y and th are evaluated separately but using
the following expression for the photon propagator in finite volume:

ik-(x1—2x2

1 e )
ij<.’171, x2) = 5;11/ Ta Z = . ok (337)
L b= Bk 0 4%, sin® 2

where all quantities are in lattice units and the expression corresponds to the simplest lattice
discretization. k, n, x; and x4 are four component vectors and for illustration we have taken
the temporal and spatial extents of the lattice to be the same (L).

For other quantities, the presence of zero momentum excitations of the photon field is a
subtle issue that has to be handled with some care (see Sec. [I]9). In the case of the hadron
spectrum the problem has been studied in [54] and, more recently in [I7), 58], where it has
been shown, at O(aen,), that the quenching of zero momentum modes corresponds in the
infinite-volume limit to the removal of sets of measure zero from the functional integral and
that finite volume effects are different for the different prescriptions.

We now divide the discussion of the diagrams in Fig.|3.4.1|and Fig.[3.4.2|into three classes:
those in which the photon is attached at both ends to the quarks (diagrams [3.4.1j(a){3.4.1}(c)
and [3.4.2(a), (b) and (d)), those in which the photon propagates between one of the quarks
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q q q

u &\Xg < 0t u €+ u g-&-
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A
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SEB SR e
d v d Ve
(d) ()
Figure 3.4.2: Disconnected diagrams contributing at O(c,,) contribution to the amplitude

for the decay 7™ — £*1,. The curly line represents the photon and a sum over quark flavors
q, q1 and ¢o is to be performed.

and the outgoing lepton (diagrams[3.4.1)(e),[3.4.1[f) and[3.4.2(c)) and finally diagram[3.4.1{(d)

which corresponds to the mass and wave-function normalization of the charged lepton. We
have already discussed the treatment of the wave function renormalization of the lepton in
Sec.[3[3| so we now turn to the remaining diagrams.

3.4.2.1 THE EVALUATION OF DIAGRAMS F1G.|3.4.1((A)-(C) AND
F1c.[3.4.2(A),(B) AND (D)

We start by considering the connected diagrams|3.4.1{(a)-(c). For these diagrams, the leptonic
contribution to the amplitude is contained in the factor [, (p,,)7" (1 — 7°) ve(pe)] and we
need to compute the Euclidean hadronic correlation function

Ci(t) = —%/ &7 d*vy d*zy (O|T{ 5 (0) ju(z1)u(22)0"(Z, =)} |0) Ay(z1,22) . (3.38)

where T represents time-ordering, J¥, is the VA current dy”(1 —~°) u and we take —t < 0.
Ju is the hadronic component of the electromagnetic current and we find it convenient to
include the charges of the quarks ey in the definition of j:

u(@) =) ese f(@)yf (@), (3.39)
f

where the sum is over all quark flavors f. The factor of 1/2 is the standard combinatorial
one.
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The computations are performed in Euclidean space and in a finite-volume with the
photon propagator A, given in Eq. (or the corresponding expression for other lat-
tice discretizations). The absence of the zero mode in the photon propagator implies a gap
between M, and the energies of the other eigenstates. Provided one can separate the contri-
butions of these heavier states from that of the pion, one can perform the continuation of the
correlation function in Eq. from Minkowski to Euclidean space without encountering
any singularities. From the correlation function C(t) we obtain the electromagnetic shift
in the mass of the pion and also a contribution to the physical decay amplitude, as we now
explain. For sufficiently large ¢ the correlation function is dominated by the ground state,
i.e. the pion, and we have

— Mgt

Co(t) + Ci(t) = ZMW Z%(0]J2.(0) | 71), (3.40)

where the electromagnetic terms are included in all factors (up to O(aey,)). Writing M, =
M? + § M, where § M, is the O(a,,) mass shift,

e Mt~ =Mrt (1 — §M, 1) (3.41)
so that C(t) is of the schematic form
Cl(t) = Co(t> (Cl t+ CQ) . (342)

By determining ¢; we obtain the electromagnetic mass shift, M, = —c;, and from ¢y we
obtain the electromagnetic correction to Z? (0|Jy (0) | 7)/2M, . Note that §M, is gauge
invariant and infrared finite, whereas the coefficient ¢y obtained from these diagrams is
neither.

In order to obtain the contribution to the m — fv, decay amplitude A we need to re-
move the factor (e~M=*/2M,)Z¢ on the right-hand side of Eq. (3.40), including the O(a.,)
corrections to this factor. Having determined ¢;, we are in a position to subtract the correc-
tions present in M. The O(ay,,) corrections to Z% are determined in the standard way, by
performing the corresponding calculation to C(t) but with the axial current A replaced by

o:
1 . = . -
Cro(t) = —5/ d*7 d'zy d'zy (0]T{(0,0) ju(w1)7u (22) 0 (Z,1) } | 0) Ay (1, 22)
= CP(t)(ert + 5°). (3.43)
We finally obtain
1 C1
70 =79 (1 +3 (C§¢ — @)) : (3.44)
and the O(aep,) contribution to the amplitude from these three diagrams is
¢
C C1
A=A (o — 2 — : 4
0 0 (CQ 9 2M7?) (3.45)
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For these three diagrams the O(a,,) term can be simply considered as a correction to f;.
Note however, that such an “f,” would not be a physical quantity as it contains infrared
divergences.

The treatment of the disconnected diagrams in Figs.[3.4.2(a), (b) and (d) follows in ex-
actly the same way. These diagrams contribute to the electromagnetic corrections to both
the pion mass and the decay amplitude in an analogous way to the discussion of the con-
nected diagrams above. It is standard and straightforward to write down the corresponding
correlation functions in terms of quark propagators. We do not discuss here the different
possibilities for generating the necessary quark propagators to evaluate the diagrams; for ex-
ample we can imagine using sequential propagators or some techniques to generate all-to-all
quark propagators.

3.4.2.2 THE EVALUATION OF DIAGRAMS F1G.|3.4.1(E)-(F)

For these diagrams the leptonic and hadronic contributions do not factorize and indeed the
contribution cannot be written simply in terms of the parameter f,.. We start by considering
the Minkowski space quantity

Uy o (Pre)(Mi)ap vep(pe) = — /d4~”€1 d s (0] T(ju(1) - (0)) |) (3.46)
X i Dyp(1, 22){ Ty (P, )7 (1 = ) (iSas (22) )70 (pe) P72

where Sy, and iD are the lepton and (Feynman gauge) photon propagators respectively in
Minkowski space. In order to demonstrate that we can obtain the O(a.y,) corrections to the
decay amplitude from a Euclidean space correlation function, we use the reduction formula
to rewrite the expression in Eq. as

Uy (Do) (M )ap ves(pe) = iklim (ko> — M?) /d4x1 P
0—Mr

(01T (g (1) S (0) 7 ())]0) i Dy (1, 2) [, ()7 (1 = ) (iSar (w2) )70 (pe) [ €772
(3.47)

where 7(x) is the field which creates a pion with amplitude 1. On the other hand the
Euclidean space correlation function which we propose to compute is

Ci(t)as = —/d35d4$1 d'zy (0T { iy (0) ju(21)0" (T, 1) }10) App(1, 72)

X (1 (1=4")8(0,22)7,) ;€ e P2, (3.48)
Here S and A are Euclidean propagators, and «, [ are spinor indices. Similarly to the
discussion in Sec. provided that the pion is the lightest hadronic state then for large
t, C1(t) is dominated by the matrix element with a single pion in the initial state.

In view of the factor e¢2 on the right-hand side of Eq. (3.48)), the new feature in the
evaluation of the diagrams in Fig.[3.4.1(e) and (f) is that we need to ensure that the t;
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Figure 3.4.3: Zoom of the lepton-photon vertex at x5 from the diagrams in Fig.|3.4.1[e) and

().

integration converges as |ta| — oco. For t5 < 0 the convergence of the integral is improved
by the presence of the exponential factor and so we limit the discussion to the case t5 — oc.
E, = \/m? + p,* is the energy of the outgoing charged lepton with three-momentum p;. To
determine the to — oo behaviour, consider the lepton-photon vertex at x, from the diagrams
in Fig.[3.4.1f(¢) and (f), redrawn in Fig.[3.4.3] k, and k, are the four-momentum variables in
the Fourier transform of the propagators S(z2) and A,,(z1, x2) respectively in Eqgs. -
(3.48]). The t5 integration is indeed convergent as explicitly shown in [10].

1. The integration over ', implies three-momentum conservation at this vertex so that in
the sum over the momenta k‘g + k: = py, where p, is the momentum of the outgoing charged
lepton.

2. The integrations over the energies k4y and k4., lead to the exponential factor e~ (Wetw))tz

where w, = \/l_cf +m2, w, = \/k:2 +m2, and m, is the mass of the photon introduced as

an infra-red cut-off. The large t, behaviour is therefore given by the factor e~ (@wetwr—Eetz,
3. A simple kinematical exercise shows that in the sum over k, (with k, = py — k), the
minimum value of wy + w,, is given by

(e + @y )unin =\ (g + 1) + 7 (3.49)

4. Thus for non-zero m.,, the exponent in e~ @+ =Edt for large t, is negative for every term
in the summation over k, and the integral over ¢, is convergent so that the continuation from
Minkowski to Euclidean space can be performed.
5. Note that the integration over ¢, is also convergent if we set m, = 0 but remove the k=0
mode in finite volume. In this case w; + w, > Ey + [1 — (pe/ Eo)] | Kmin-

In summary the ¢, integration is convergent because for every term in the sum over
momenta wy +w, > Fy and so for sufficiently large ¢t we can write

& () (3.50)

and the contribution from the diagrams of Fig. - and [3.4.1 - is Ug pw Ml)aﬁvﬂ(pg)
This completes the demonstration that the Mlnkowskl space amphtude is equal to
the pion contribution to the Euclidean correlation function , up to a factor Zg’ which
accounts for the normalization of the pion field.
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Again the evaluation of the correction to the amplitude from the disconnected diagram
in Fig.[3.4.2(c) follows in an analogous way.

3.5 CALCULATION OF I'P'(AFE)

The evaluation in perturbation theory of the total width I'P* = th + Flft in infinite volume,
was performed by Berman and Kinoshita in 1958 /9 [80, 87], using the Pauli-Villars regulator
for the ultraviolet divergences and a photon mass to regulate the infrared divergences in both
I and T®". T® is the rate for process 7+ — 1,7 for a pointlike pion with the energy of
the photon integrated over the full kinematic range. We have added the label pt in T®" to
remind us that the integration includes contributions from regions of phase space in which
the photon is not sufficiently soft for the structure of the pion to be reliably neglected. We
do not include this label when writing I'y (AE) because we envisage that AE is sufficiently
small so that the pointlike approximation reproduces the full calculation.

In our calculation, th is evaluated in the W-regularization, so that the ultra-violet di-
vergences are replaced by logarithms of My,. For convenience we rewrite here the expression

for I'P*(AFE) from Eq. (3.31)
IPY(AE) =T + T (AE) = Thee 4 T4 4 TP L T (AE). (3.51)

r'iree and Féd)’pt have already been presented in Eqs. and (3.30]) respectively. In Ref. [10]
the results of the remaining contributions to I'?"(AF) have been given separately using a
photon mass m., as the infrared regulator.

In the perturbative calculation the following Lagrangian for the interaction of a point-like
pion with the leptons has been used:

-1
Lrv—n, = 1GpfViy {0, —ieA,)T} {@Dw —;% ’Y“W} + Hermitian conjugate .
(3.52)
The corresponding Feynman rules are:
A .
wt *'< = —iGp [V Pl F5E
Vyp (353)

*

Y

£+
e o * v 1445
(AN = ieGr[xVia 9" =3
Vy

In addition the standard Feynman rules of scalar electromagnetism for the interactions of
charged pions in an electromagnetic field have been used.
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The O(ar,,) contribution of the pion wave function renormalization to 'y is obtained

from the diagrams in Fig.[3.5.1] corresponding to those in Fig. [3.4.1)(a), Fig. [3.4.1(b) and
Fig. 3.4.1(c) in the composite case. The remaining graphs contributing to I'g™" are the
7 - £ vertex corrections from the diagrams shown in Fig. and their complex conjugates.
These diagrams correspond to the diagrams Fig. [3.4.1|(e) and Fig. B.4.1](f) in the composite
pion case. As for the contributions to I'y(AFE), the real photon is emitted and absorbed by
the pion (diagram (a) in Fig.[3.5.3), the charged lepton (diagram (b) in Fig.[3.5.3) or emitted
by the pion and absorbed by the lepton or vice-versa (diagrams (c)—(f) in Fig.|3.5.3).

___&___ and

Figure 3.5.1: One loop diagrams contributing to the wave-function renormalization of a
point-like pion.

- —_— = = R g —

R U —

Figure 3.5.2: Radiative corrections to the pion-lepton vertex. The diagrams represent O(c,)
contributions to th. The left part of each diagram represents a contribution to the amplitude
and the right part the tree-level contribution to the hermitian conjugate of the amplitude.
The corresponding diagrams containing the radiative correction on the right-hand side of
each diagram are also included.

We do not give here the separate expressions for the contributions to I'y™" and I';(AE),

referring the interested reader to [10] for further details on the calculation. We limit ourselves
to combine the results in [10] in order to provide the final expression for TP*(AFE). As
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S

Figure 3.5.3: Diagrams contributing to I';(AFE). For diagrams (c), (d) and (e) the “conju-
gate” contributions in which the photon vertices on the left and right of each diagram are
interchanged are also to be included.

expected the infrared cutoff cancels and one gets

2 — 10r?
1_—7}% log(r7)

em M2
I‘Pt(AE) _ F(t)ree > (1 + 01171- {BIQg <M—;> + log (7’?) — 4log(r%) +
W

—2

1 2 1 2
11 log(r2) log(r?) — 4+t

—L Lig(1—7})—3
1—r? 1—r; (1 =)

rp(4—rg —4r})

+[3 + 7% — 617 +4rp(—1+12)

log(1 — log(r?
(1 _ T?)Q Og( TE) + (1 _ 7’%)2 Og<ré)
rp(—22 + 3rg + 28r7) 1+7r2 . }
— —4 L 3.54
2(1 —T‘%)z 1 —Tf 12(TE> ) ( )

where rp = my /M, and rg = 2AE /M, with 0 < rgp <1 —r2. Note that the terms in square
brackets in eq. vanish when rg goes to zero; in this limit TP*(AFE) is given by its
eikonal approximation.

The total rate is readily computed by setting rg to its maximum value, namely 75 = 1—77,
giving

(1—rg
1 2 13 — 1972 — 1472 — 4(1 2)log(1 — r?
8 Rl Lig(1 —7r7) + 5 - 19 O i (1+r7)log(l —7¢) log(r?)) } )

reo Qlem M? 3r}
P = e x {1 + (3 log (M—I%V) — 8log(l —1r7) — —émlog(rf) (3.55)

117 2(1=r}) L —rf

The result in Eq. (3.55) agrees with the well known results in literature [80, 1], which
provides an important check of our calculation.
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In the description of our method above, we limit the photon’s energy to be smaller than
AF to ensure that the photon is sufficiently soft for the pointlike approximation to be valid
in the evaluation of I'; (AE). It is of course possible instead to impose a cut-off on the energy
of the final-state lepton, requiring it to be close to its maximum value E}*** = %(1 +712).
For completeness we also give, up to O(AFE;), the distribution for T?*(AE,) defined as

Erar det
IPY(AE)) :/ dE' —, (3.56)
EZ’“””*AE@ dEe
where 0 < AE, < (M, —my)?/(2M,);
ree Aem Mg
IPY(AE) =Ty x {1 + [3 log (M—g) +8log (1 —17) =7
—Tr? + 8AE, +4 (1 +12)log (1 —r}
+log (r7) 3= Trg +8AE +4( 2+ ri)log (1= i) (3.57)
1—7;
1 2
+log (2AEy) (—8 — 41 i :‘; log (r?)) } } .
T

3.6 REGULARIZATION AND CANCELLATION OF INFRARED
DIVERGENCES IN FINITE VOLUMES

In the previous section we have explicitly demonstrated the cancellation of infrared diver-
gences in the perturbative quantity I'"*(AF). This of course is simply the standard Bloch-
Nordsieck cancellation [11]. In this section we discuss in more detail the cancellation of
infrared divergences in

ATy(L) =Tg —TgP". (3.58)

We have already explained in Sec.[3| that the contribution of the lepton’s wave function
renormalization in AT'o(L) is simply to introduce the tilde in fg, denoting that the corre-
sponding contribution to the matching factor between the lattice and W-regularizations is
to be removed. Here we concentrate on the remaining diagrams in Figs. |3.4.1| and [3.4.2 and
the corresponding diagrams for the point-like meson.

Although the right-hand side of Eq. is a difference of decay widths, since at this
order the widths are linear in the O(a.,,) virtual amplitude, we can equivalently consider
the difference of the O(a.y,) contributions to the amplitudes. In order to reduce statistical
fluctuations when performing the sum over the gauge field configurations, we define the
ratios

(3.59)
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VOLUMES

where 6 A® and §A*?* are the O(a,,,) amplitudes corresponding to the widths in Eq. .
The non-perturbative amplitude §A* is precisely the quantity that we have computed nu-
merically in a lattice simulation [13, [16] (see Chapter [4]). It is then combined with JA®P!,
for which we have given the explicit expression in infinite volume in Sec. 3|5

In the calculation of § A%P* we set the mass of the photon to zero and consider the theory
on a finite volume of length L, which will be used as an infrared regulator. The form of
the vertices and propagators is the same as in the infinite volume (the ultraviolet cutoff
is provided by the W-regularization), but the momenta are quantized k, = 27/L x n, =
21 /(Na) x n, where —oo < n, < 400 and N is the number of lattice sites in one direction,
which for simplicity we take to be the same in all directions.

The calculation of §A® is performed non perturbatively on the same finite volume as
in the perturbative case, but in a numerical simulation and with the photon propagator
defined as in Eq. , which does not contain the zero mode. Indeed, as already discussed
in Sec. [£.2] the zero mode does not contribute to the difference

AR(L) = R* — R (3.60)

This is a gauge invariant, ultraviolet and infrared finite quantity and for these reasons its
finite volume effects are expected to be comparable to those affecting the O(a,,) corrections
to the hadron masses (that are also gauge invariant, ultraviolet and infrared finite).

We should add that in principle any consistent regularization of the infrared divergences
is acceptable. The main criterion for the choice of the infrared regulator will be determined
by the precision of the terms remaining after the cancellation of the infrared divergences in
a numerical simulation.

In the lattice simulation which we will present in the next chapter we have worked in the
QED/, formulation of QED on a finite volume and the same zero-mode regularization for the
photon propagator has been adopted in Ref. [88] for the perturbative calculation of T'h'(L)
(ultraviolet divergences have been regulated in the W-regularization scheme).

We conclude the present section illustrating the main results obtained in [88] (see also
Ref. [70]). The point-like decay rate I'h'(L) is given by

IPY(L) = (1+Yi(L)) Tge . (3.61)
The function Y*(L) is expanded in inverse powers of L as follows

by by’ by
+ +
M.L = (M,L)? (ML)3

YE(L> = bIR lOg<M3L2) + b() +

. +O(e ML) | (3.62)
where the coefficients b; (j = IR, 0, 1) and b?t (j = 2,3), depending on the dimensionless ratio
r¢ = my/M,, are given explicitly in [70] 8] after the subtraction of the lepton self-energy
contribution in the Feynman gauge. Note that the lepton wave function renormalization is
also not computed in T'g(L) since it cancels exactly in the difference I'y(L) — T'5*(L).

In addition to the presence of infrared divergences, even in the rest-frame of the meson
there is a dependence on the three-momentum of the final-state lepton from the diagram in
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which the photon is emitted from the meson and absorbed by the lepton. When evaluating
the FV corrections, the summand in the summation over the spatial momentum modes of
the photon, IZ, depends not only on ‘IZ | but also on pp - E, i.e. on the direction of the final
state lepton’s momentum, p,, with respect to the axes of the cubic lattice. This complicates
the calculation significantly and leads to results which also depend on the direction of py.
We believe that the techniques developed in this paper, which extend those of Ref. [89], have
a wider applicability and will be useful for many other processes.

The calculation of the coefficients by o1 and bp3 in Eq. is technically involved,
thus we here limit ourselves to only give the final results referring the reader to the quoted
papers for greater detail. In [70], [88] it has been obtained

1 [ (1+7r7)log(r?)
bir = 2 ¢ £ +1
O R e
by — 1 2log Mf N (2 — 6r7) log(r7) + (21 +13)log’(r}) 5 N ¢e(0) — 2¢0(Be) |
1672 Mg, 1—r; 2 2
y _ 204G(0) | 813a(B)  _460) SCGHB) e =5 =5ttt
' 1— 12 T R T R (1+7r2)°

(3.63)

where the generalized (-functions appearing in the previous expressions are dimensionless
functions of the kinematical variable ﬁg = pu/Ep, where Ey = M, (1 + 7%)/2 and p; is the
spatial momentum of the lepton when p, = (iM,, 6) These arise in the calculation of finite-
volume one-loop master integrals and can be computed with arbitrary numerical precision.
We quote below the numerical results for the (-functions needed in order to use Eqgs. .

Ca(
Co(

while at the physical values of the pion, M + = 139.57018 MeV, kaon, Mg+ = 493.677 MeV,
and muon, m, = 105.65837 MeV, masses, for a lepton moving diagonally across the box,
- 11,1
P, = p#( 2 )

—,

) = —0.22578495944(1) ,  (5(0) = —0.05644623986(1) ,
) = —0.06215473226(1) , (3.64)

oL 2l

— —

(5 (Br) = —0.23173738346(1), (L(BK) = —0.45599283983(1),

(577{) = —0.05791071589(1), (B(BL) = —0.10350847338(1),
Ce(B ZT) —0.06331584128(1), Cc(ﬁrff) = —0.09037019089(1) . (3.65)

The above findings have been used in our lattice calculation of the QED radiative corrections
to the 7,9 and K 5 decay rates, described in Chapter @

An important result of Ref. [8§] is that the structure-dependent FVEs start at order
O(1/(M,L)?%). Consequently the coefficients bro; in the factor Y/(L) are “universal”,
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i.e. they are the same as in the full theory when the structure of the meson is consid-
ere, and, therefore, cancel in the difference T'o(L) — T'5*(L). The remaining, non-universal,
O(1/L?) FV effects are milder and can be determined by performing simulations on different
volumes and fitting the observed volume dependence (see Chapter . The universality of
the leading and next-to-leading F'V effects has been proved in [88] using the electromagnetic
Ward identities of the full theory and the QED skeleton expansion, in which the meson
propagator and the vertices to which the photon couples, are defined in terms of QCD cor-
relation functions and then inserted into one-loop diagrams. Note that big does not depend
on the regularization, while by ; and bgf3 depend on the choice of QED/, as the regulator of
the momentum zero-mode.

3.7 STRUCTURE DEPENDENT CONTRIBUTIONS TO THE
REAL DECAY

When studying radiative corrections to leptonic decays of pseudoscalar mesons at O(c,)
the presence of infrared divergences requires us to consider the rates for both the processes
P — v, and P — lvpy. In the previous sections we have described in detail a strategy to
include electromagnetic effects in such processes in a lattice simulation. Our initial proposal
was to restrict the maximum energy of the final-state photon in the meson rest frame, AF,
to be sufficiently small for the dependence on the structure of the meson to be negligible
and yet to be within the experimental resolution. However, the introduction of the soft
energy cut-off AE can be avoided by computing amplitudes with a real photon in the final
state. Such a calculation is now in progress and we will present some preliminary results in
Sec. [d[6l As a first numerical implementation of our method to evaluate the isospin-breaking
corrections to the light meson leptonic decay rates (see Chapter {4| of this thesis) we have
used the pointlike approximation to calculate I'; (AF) in perturbation theory. In this section
the size of the neglected O(aenAE/Aqep) structure-dependent contributions to the decay
Pt — (typy for light mesons, Pt = 77, Kt is estimated [I0]. We base the estimates on
the results of the phenomenological analyses performed in Refs. [90H92] based on the use of
chiral perturbation theory at O(p*).

Although the relevant expressions have also been derived at O(p°) [93, 94] (see also
page 10 of [95]), in that case there are too many unknown low-energy constants to be
useful in making an estimate. As was done in the previous sections of this chapter, for the
general framework we give the explicit formulae for pion decays; the generalization of the
framework to kaons, and indeed also to D-mesons and B-mesons decays is straightforward.
We then make the numerical estimates of the structure dependent effects for pions and
kaons based on chiral perturbation theory. Finally we make some comments about structure
dependent terms when P is a heavy-light meson, D' or BT. In this section we will follow
the description in Appendix B of Ref. [10].

!Notice that the decay rate in the full theory, I'g(L), can be affected also by non-universal FVEs of order
O[1/(M,L)"] with n > 4 that do not appear in T (L).
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The starting point of the analysis is the decomposition in terms of Lorenz invariant form
factors of the hadronic matrix element (see also Eq. (3.46))

H(k,p) = / 0 ¢ T(0)J ()75 (0) 7 (ps) (3.66)

We follow the standard convention of separating the contribution corresponding to the ap-
proximation of a point-like pion (also frequently called inner bremsstrahlung) Hgt”, from the
structure dependent part HEp,

H" = H¢ + HIY (3.67)

H is simply given by

(2p7r - k)#(pw - k)y

HY = f g™ —
R

(3.68)

The structure dependent component can be parametrized by four independent invariant form
factors which we define as

HES = Hy [Kg" — k'K + Hy {[(k - pr — K*)k" — E*(pr — k)"] (D= — k)"}

. FV vo FA v v
—ZM P kaprg + A (k- pr— )¢ — (pr — K)*k"] . (3.69)

Note that the vector Ward Identity k, H* = frp¥, derived in Ref. [90], is saturated by H}

k# H]gty = f7r pZ ) k,u Hé% =0. (370)

HJ{ also contains the infrared divergences which appear in the virtual- and real-photon

contributions to the decay rate. These observations motivate the decomposition in Eq. (3.67)).

In the calculation of the decay rate for 7 — £*v,y the tensor H* is contracted with
the polarization vector of the real photon. In physical gauges with €* - k£ = 0 we define

HY = e, H" (3.71)
so that
Y e F , ,
Hgp = —¢, {Zﬁv P kaprs — VA (k- pr — K*)g" — (pr — k)"k }} . (3.72)

showing that the structure dependent part of the decay rate can be parametrized in terms
of the two form factors Fy, and Fy.

Before performing the integrations over the three-body phase space, the differential decay
rate can be expressed as a function of the two independent Dalitz variables (p, = pe+p, +k)

W_k2
+1, xvz—%ﬂ. (3.73)

™

(pﬂ' - p€)2

T
i
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The decay rate as a function of the photon’s energy in the pion’s rest frame can be obtained

by performing the integration over x, with the limits x, € [m?ﬂ“, x?lax] where
: 1—x2,—r?
= Ly e
1—ax, —1?
o = 11— — 201 Z %)e [acW —r2— \/(967 +72)? — 4r,2y_ , (3.74)

r¢ = my/M, and r, = m./M,. The total decay rate is obtained by performing the integral

over z, in the range z., € [z, 27| with
™ =r,(2—1y) N =1—r7 . (3.75)

The photon’s mass m., was introduced in the definition of r, to regulate the infrared di-
vergences in the point-like contribution. For the structure dependent contribution, which
is infrared finite we can set m, — 0 and simplify the above expressions by making the
replacements

2

, T
" e (1—x7)+—(11;), R

v
=0, e (3.76)

The different contributions to the differential decay rate have been obtained in Ref. [90].
Writing T'; = TP + TP + T'INT where T'NT is the contribution to the decay rate coming from
the interference between the point-like and the structure-dependent amplitudes, we confirm
the following results:

4r AT _ 2 Jot (T, x0)
Qe T dady (1—r2)2 7
4 d2F§D M? {[FV(xv) + FA(xv)]Q fSJrD(x% ze) + [Fy(2,) — FA(“’H)F fop (@, xf)}
Qe L dydy 2f2ri (1 —r7)? ’
dm &I 2M {[Fv () + Falay)] filr(@y, 20) + [Fy(24) = Fa(@,)] fivr (@4, 20) §

Qe L ddy

fe (L —=17)?
(3.77)
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The functions appearing in Eq. (3.77) are

1— 2z, r2(1 —r})

fpt(x’wxf) 1'2(1' +Ig—1) 5(3,2)/+2(]_—ZE7)(1—7“?) T+ ap— 1 ’
fSJrD(xwxf) = (w'y"‘x@_l) [($w+$e—1+7“?)(1—%)—7ﬂ )

fsp(@y,20) = —(1 =) [(we = 1+77) (1 —ay) —77] | (3.78)
fﬂtJT(xwlfe) = - Lom [(xv +ap—1+ T?)(l - 5(77) - Tﬂ )

Ty(2y + 20— 1)

1-— Ty
Ty (2 + 20— 1)

fIT\IT(xwx@) [x3+(x7+xg— 1—1—7‘?)(1—967) _Tﬂ )

in agreement with the results of Ref. [90].
It will be useful below to define the following quantities,

4 dlN(z,)
Qe IR dx,
I(AE)
g +T¢"" +TY(AE)

Q1A (xv)

, A = {pt,SD,INT} , (3.79)

RAE) ,  A={SD,JINT}, (3.80)

where AE = rg M, /2 and T'§*" and Féd)’pt have been defined in the main body of the paper
(see Eq. (3.51))). Notice that the quantity in the denominator of R{'(AE) is infrared finite
(although it does depend on My, the ultraviolet cutoff in the W-regularization).

In the following we use phenomenological parametrizations of the form factors in order to
estimate the size of the structure-dependent contributions to the decay rate I';. For the case
of light mesons, we can use the results of the calculations of refs. [90H92] (see also ref. [95])
based on chiral perturbation theory and approximate the form factors as constants. At O(p?)
in chiral perturbation theory,

= ﬁ and Fy = 8]J\§P
where P = 7 or K and Ly, L}, are Gasser-Leutwyler coefficients. The numerical values
of these constants have been taken from the review by M.Bychkov and G.D’Ambrosio in
Ref. [3]; the values of Fy, and F)4 are 0.0254 and 0.0119 for the pion and 0.096 and 0.042 for
the Kaon (for the pion these values of the form factors, obtained from direct measurements,
can be found in the supplement to [3] found in [96]). In Figs.[3.7.1f and [3.7.2| we compare
the point-like, structure-dependent and interference contributions to the decays m — fvy
and K — (v respectively. As can be seen, interference contributions are negligible in
all the decays. The structure-dependent contributions can be sizeable because they are
chirally enhanced with respect to the point-like contribution (notice the factor 1/r? in the
second equation in (3.77))). From the phenomenological estimates of the form factors, this

Fy (Lo + Lig) , (3.81)
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Figure 3.7.1: Point-like (pt), structure-dependent (SD) and interference (INT) contributions
to the decay m — fvv. The first (second) row corresponds to ¢ = e (£ = p).

happens for the real decay K — ev.y. On the other hand, for E, < 20 MeV both structure
dependent and interference contributions can be safely neglected with respect to the point-
like contributions for all the decays of pions and the decay K — puvvy. We learn from
Refs. [78] [79] that a cutoff on the energy of the photon in the rest frame of the decaying
particle of O(20 MeV) is experimentally accessible.

The application of chiral perturbation theory described above does not apply to the
decays of D and B mesons and for these decays a lattice calculation of Fy 4(z.) for a range
of values of z, will prove to be very useful as a check of the range of validity of the point-like
approximation. Furthermore, it is likely that in order to make experimental measurements
feasible, AE may have to be sufficiently large that the structure dependence of the heavy
meson can no longer be neglected and therefore that the emission of real “hard” photons,
with energies of E, > Aqcp should be implemented in the lattice simulation. Such a lattice
calculation, starting from Euclidean correlators is indeed possible and we refer the reader to
Sec. for further details. A new feature in the case of B-decays in particular, one which
is a consequence of the heavy-quark symmetry, is that the B* and B are almost degenerate
(Mp- — Mp ~ 45MeV). The radiation of a relatively soft photon can therefore cause the
transition from a B-meson to an internal B* close to its mass-shell. Lattice calculations of
the form factors allow us to investigate the effect this small hyperfine splitting has on the
size of the structure dependent terms as a function of AFE.
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Figure 3.7.2: Point-like (pt), structure-dependent (SD) and interference (INT) contributions
to the decay K — fv7y. The first (second) row corresponds to £ = e (¢ = p).
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Figure 3.7.3: Structure-dependent (SD) and interference (INT) contributions to R; for the
decays B — (v~. Going from left to right, the plots correspond to f = e, { = pand ¢ =7
respectively.

Still in the absence of lattice calculations of the form factors, we note the phenomeno-
logical analysis of Ref. [97], based on the extreme assumption of the single pole dominance,
B* for Fy and B(5721) for F4 (in reality many other virtual states contribute to the form
factors):

Cy Ca
Fy(x,) ~ , Falz,) ~ , 3.82
viz) wy — 1+ M. /M () Ly — 1+M1231(5721)/M§3 382)

with Cy = 0.24 and Cy = 0.20. The corresponding ratios Ry are shown in Figure|3.7.3] from
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which it can be seen that under this assumption the structure-dependent contributions to
B — evey for B, ~ 20 MeV can be very large, but are small for B — uv,y and B — 7v,.7 .

3.8 RADIATIVE CORRECTIONS IN SEMILEPTONIC DECAY
RATES

We are now generalising the framework developed for leptonic decays and described in the
previous sections to semileptonic decays, such as K — 77¢~ 7, which we will here use for
illustration. Although the main ideas presented above are also applicable in this case, several
new features arise which have been presented in Refs. [527 | and we now explain.

Figure 3.8.1: One of the diagrams contributing to radiative corrections to K3 decays.

In QCD the amplitude depends on two form factors fo . (¢?), where ¢ = px —pr = pe+p.:

(o) [ | o)) = o) 25—, 15, () [mr o) — MKQ;Mq] . (383)

When including radiative corrections, the natural observable to consider is d°T'/dq*dsy,
where s,y = (pr + p¢)? and we follow the same procedure as for leptonic decays and write:

d’T , d’T'y d’TE" L PIP dPT(AE)

= — im
dg?ds.;  dg?dsq, Voo \ dg?ds¢ dq?dsqy

where where again “pt” denotes pointlike and AFE is the cut-off on the energy of the real
photon. The infrared divergences cancel separately in each of the two terms on the right-hand
side. The second term has been calculated in infinite volume in the eikonal approximation:
(p—k)*> —m? — —2p - k, where p is the momentum of an external on-shell particle and k is
the momentum of the photon [98, [99].

We now discuss a number of issues which arise when considering semileptonic decays
which are absent for leptonic decays.

dg?ds.; Vi (3.84)

3.8.1 THE PRESENCE OF UNPHYSICAL TERMS WHICH
GROW EXPONENTIALLY IN TIME

Consider for illustration the diagram in Fig. |3.8.2] The integration over the times ¢, 5 yields
terms in the momentum sum which are proportional to e~ —Fxi)(txe—tn) where EX and
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ESt are the internal and external energies of the pion-lepton pair and ¢, and ¢y are the
times of the insertion of the pion-lepton sink and of the weak Hamiltonian H. Depending
on the choice of the momenta of the final-state pion and lepton, it is possible that the
exchange of the photon with an allowed finite-volume momentum can result in the internal
energy being smaller than the external one, E'Yf < E®' leading to unphysical terms which
grow exponentially with ¢,, — ty. This is a generic feature when calculating long-distance
contributions in Euclidean space and such terms must be identified and subtracted. The
presence of such contributions is a manifestation of the Maiani-Testa theorem [I00]. The
number of such states depends on the choice of the kinematic variables ¢?> and s, as well
as on the volume. Note that no such exponentially growing terms are present for leptonic

decays.

K° v
tK tH tﬂ'ﬁ

Figure 3.8.2: Diagram contributing to the K — w/v, correlation function, illustrating the
presence of unphysical terms which grow exponentially in time (see text).

For K3 decays, in some corners of phase space, there may also be multi-hadron interme-
diate states with energies smaller than the external one, and hence containing exponentials
which grow with the time separation, but these are expected to be small. For example the
K — 7wl — wlv(v) sequence only contributes at high order (p°®) in ChPT and is present due
to the Wess-Zumino-Witten term in the action. More importantly however, we can restrict
the values of s, to a range below the multi-hadron threshold. Note that for D and B decays
the large number of such terms which need to be subtracted in most of phase space, makes
it very difficult to perform a non-perturbative lattice calculation.

3.8.2 FINITE VOLUME CORRECTIONS

As observed in Sec. @ the leading structure-dependent FV effects in [y — T are of O(1/L?).

The following scaling law is useful in determining which terms need to be evaluated to
obtain the universal coefficients. If the leading behavior of the infinite-volume integrand
and finite-volume summand is proportional to 1/(k?)*/? as k — 0 then the corresponding
difference between the infinite-volume integral and finite-volume sum of O(1/L*™") [88]. In
the calculation of the mass spectrum n = 3 and the leading finite-volume correction is of
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8. RADIATIVE CORRECTIONS IN SEMILEPTONIC DECAY RATES

O(1/L) and is universal, as is the subleading term of O(1/L?). In decay amplitudes n = 4,
corresponding to the presence of infrared divergences.

Y47

De
PK Iy

Pr

Figure 3.8.3: Diagram contributing to the K — 7/l correlation function used in the dis-
cussion of finite-volume effects (see text).

For illustration consider the diagram in Fig. [3.8.3] At small photon momentum k, the
pion and lepton internal propagators scale as 1/k and the photon propagator as 1/k?, so that
the loop integrand /summand scales as 1/k* corresponding to an infrared divergence. There
are also subleading terms which scale as 1/k3 which lead to 1/L finite-volume effects. These
arise by expanding the propagators and vertices, including the vertex containing the weak
Hamiltonian, to O(k). Since the 1/L? finite-volume corrections depend on the structure of
the pion we do consider these further.

Dr prr"‘k Pr

ey
Y
S J

(a) (b)

Figure 3.8.4: (a) The pion propagator, (b) mym vertex

Electromagnetic Ward identities are particularly useful in the study of the universality
of the O(1/L) finite-volume corrections. To illustrate this consider the pion propagator in
Fig. [3.8.4(a). We define the Euclidean pion propagator A, (p,) by:

Conlps) = / 0= e (O[T {6, (=) (0)}]0)
(0162 (0)] (7)) A (p)

O\ (2 Zﬂ(pgr)
(0] (0) 7 (P7))| o v

(3.85)
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Z, parametrises the structure dependence of the pion propagator. We now expand the
propagator for small values of k and off-shellness €2 = p2 + M2 to obtain

1— 22,00 -k — 22, + O(K%, ek, 2k)

Ar(pr + k)= e 3.86
(pr +£) €2+ 2, - k4 k2 (3.86)
where the structure dependent parameter z,, is given by
dZ_l 2
o = dz; (pz) (3.87)

5 .
dpz p2=—M2

Similarly we define the amputated my7 vertex I'¥, by amputating the propagators and
matrix elements of the interpolating operators in the correlation function (see Fig.|3.8.4(b))

Chlpnb) =i [ dzdive e QTGP @AON) . (359)
We now expand I'* for small & (and ¢,). The key result is obtained from the Ward identity
BT (e k) = Qe A7 (e + k) — A7 (p)} (3.89)

which relates the first-order expansion coefficients and yields
Zx(pr + k)T (pr, k) = Qr(2pr + k)" + O(K?,2) . (3.90)

Here @), is the electric charge of the pion. Thus, since we are neglecting the structure
dependent O(1/L?) corrections, the pion propagator and 7y vertex combine to give the
same result as in the point-like theory.

We have seen that, as a result of the Ward identity, we do not need the derivatives
of the pion form-factors to obtain the O(1/L) corrections. However, we also need to ex-
pand the weak-vertex which, in QCD without QED, is a linear combination of two form-
factors fo 4 (g*). Off-shell, the Knlv weak vertex is a linear combination of two functions
Fo+ (P2, 0%, 2pK - p) (which on-shell reduce to the form-factors fo 4 (¢?)). The Ward iden-
tity relates the Knlv and Knlvvy vertices and does lead to a partial, but not complete,
cancellation of the O(1/L) terms. The remaining O(1/L) corrections are found to depend
on the derivatives of the form factors dfy 1 (¢?)/dq?, as well as on the form factors fo . (¢?)
themselves; this will be demonstrated in a publication in preparation. Such derivative terms
are a generic consequence of the Low theorem and are absent only in particularly simple
cases, such as leptonic decays as explained below. These corrections are “universal” since
the coefficients are physical, i.e. the form factors and their derivatives can be measured
experimentally or computed in lattice simulations. On the other hand, there are no correc-
tions of the form dfy 1 /dM? or dfy/dM}7, which would not be physical. It is instructive
to contrast the situation for semileptonic decays with the corresponding one for leptonic
decays, e.g. for Kt — (*1, decays. In that case the leading isospin-breaking corrections are
proportional to the decay constant fx computed in QCD simulations and again there are no
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8. RADIATIVE CORRECTIONS IN SEMILEPTONIC DECAY RATES

O(1/L) terms proportional to dfx/dM%. In that case however, there is no scope for terms
analogous to dfy 1 (¢*)/dq>.

For leptonic decays the O(1/L) finite-volume corrections have been calculated analyt-
ically using the Poisson summation formula [88]. For semileptonic decays, the evaluation
of the coefficients of the O(1/L) corrections could be tough due to the appearance of new
integrands/summands. In the ignorance of the analytic coefficients, the subtraction of the
O(1/L) effects can be performed instead by fitting data obtained at different volumes with
however, some loss of precision. For leptonic decays, where the O(1/L) corrections are
known and can be subtracted explicitly, we have checked that fitting these finite-volume
effects numerically leads instead to an approximate doubling of the uncertainty in the theo-
retical prediction extrapolated to physical masses in the infinite volume limit. This may be
disappointing, but recalling that isospin breaking corrections are of O(1%), it is not a major
problem.
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ISOSPIN BREAKING CORRECTIONS
TO LEPTONIC DECAY RATES

4.1 INTRODUCTION

In flavor physics the determination of the elements of the CKM matrix [T}, 2], which contains
just 4 parameters, from a wide range of weak processes represents a crucial test of the limits
of the Standard Model (SM) of particle physics. Inconsistencies with theoretical expectations
would indeed signal the existence of new physics beyond the SM and subsequently a detailed
comparison of experimental measurements and theoretical predictions would provide a guide
towards uncovering the underlying theory beyond the SM. For this to be possible non-
perturbative hadronic effects need to be evaluated as precisely as possible and in this chapter
we report on progress in improving the precision of lattice computations of leptonic decay
rates by including radiative corrections and strong IB effects.

The extraction of the CKM elements from experimental data requires an accurate knowl-
edge of a number of hadronic quantities and the main goal of large-scale QCD simulations
on the lattice is the ab initio evaluation of the nonperturbative QCD effects in physical
processes. For several quantities relevant for flavor physics phenomenology, lattice QCD
has recently reached the impressive level of precision of O(1%) or even better. Important
examples are the ratio fx/f of kaon and pion leptonic decay constants and the K3 vector
form factor f,(0) [4], which play the central role in the accurate determination of the CKM
entries |Vys/Vya| and |V, respectively. Such lattice computations are typically performed in
the isospin symmetric limit of QCD, in which the up and down quarks are mass degenerate
(m., = my) and electromagnetic (e.m.) effects are neglected (em = 0).

Isospin breaking effects arise because of radiative corrections and because m, # my; the
latter contributions are referred to as strong isospin breaking effects throughout this thesis.
Since both @em and (mg —my,)/Aqep are of O(1%), IB effects need to be included in lattice
simulations to make further progress in flavor physics phenomenology, beyond the currently
impressive precision obtained in isosymmetric QCD.

Since the electric charges of the up and down quarks are different, the presence of elec-
tromagnetism itself induces a difference in their masses, in addition to any explicit difference
in the bare masses input into the action being simulated. The separation of IB effects into
strong and e.m. components therefore requires a convention. We have discussed this in detail

128



1. INTRODUCTION

in Sec.[IJ[I0} defining QCD in the presence of electromagnetism.

In the previous chapter we have presented a method to compute electromagnetic effects
in hadronic processes. For these quantities the presence of infrared divergences in the in-
termediate stages of the calculation makes the procedure much more complicated than is
the case for the hadronic spectrum, for which calculations in several different approaches [7-
9, 17, 25, 32, (57, 58, [101], 102] already exist. In order to obtain physical decay widths (or cross
sections) diagrams containing virtual photons must be combined with those corresponding
to the emission of real photons. Only in this way are the infrared divergences cancelled.
We stress that it is not sufficient simply to add the electromagnetic interaction to the quark
action because, for any given process, the contributions corresponding to different numbers
of real photons must be evaluated separately.

We have discussed in detail a specific case, namely the O(ae,,) radiative corrections to
the leptonic decay of charged pseudoscalar mesons. The method can however, be extended
to many other processes, for example to semileptonic decays (see Sec. .. The condition for
the applicability of the proposed strategy is that there is a mass gap between the decaying
particle and the intermediate states generated by the emission of the photon, so that all of
these states have higher energies than the mass of the initial hadron (in the rest frame of
the initial hadron).

In the previous chapter, we have limited the discussion to real photons with energies
which are much smaller than the QCD scale Aqcp. This is not a limitation of the method
and one can envisage numerical simulations of contributions to the inclusive width from the
emission of real photons with energies which do resolve the structure of the initial hadron.
Such calculations can be performed in Euclidean space under the same conditions as above,
i.e. providing that there is a mass gap, and are currently in progress. In the present chapter
we will present some preliminary results for the axial and vector form factors contributing
to the amplitudes for the radiative decays of pseudoscalar mesons P — (v,7.

We here illustrate the first implementation of the method so far described in an actual
numerical simulation. The leading e.m. and strong IB corrections to the 7t — u*v,(v) and
K* — p*v,(v) leptonic decay rates have been evaluated for the first time on the lattice,
using the gauge ensembles produced by the European Twisted Mass Collaboration with
Ny =2+ 141 dynamical quarks [I3] [16]. The QED effects are included by adopting the
RM123 approach described in Chapter [Il The attractive feature of that approach is that it
allows one naturally to work at first order in isospin breaking, computing the coefficients of
the two small parameters ., and (mq—m,,)/Aqcep directly from simulations of isosymmetric
QCD.

Before presenting the details of our lattice calculation, for reader’s reference we briefly
sketch the outline of the adopted strategy. When computing hadronic amplitudes, the
e.m. corrections due to the exchange of a virtual photon and to the emission of a real one can
be computed non-perturbatively, by numerical simulations, on a finite lattice with the cor-
responding uncertainties. The exchange of a virtual photon depends on the structure of the
decaying meson, since all momentum modes are included, and the corresponding amplitude
must therefore be computed non-perturbatively. On the other hand, the non-perturbative
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evaluation of the emission of a real photon is not strictly necessary [10]. Indeed, it is possible
to compute the real emission amplitudes in perturbation theory by limiting the maximum
energy of the emitted photon in the meson rest-frame, AE,, to a value small enough so
that the internal structure of the decaying meson is not resolved. The IR divergences in
the non-perturbative calculation of the corrections due to the exchange of a virtual photon
are cancelled by the corrections due to the real photon emission even when the latter is
computed perturbatively, because of the universality of the IR behaviour of the theory (i.e.,
the IR divergences do not depend on the structure of the decaying hadron). Such a strategy,
which requires an experimental cut on the energy of the real photon, makes the extraction
of the relevant CKM element(s) cleaner.

In the intermediate steps of the calculation it is necessary to introduce an IR regulator. In
order to work with quantities that are finite when the IR regulator is removed, the inclusive
rate D(PT — (Tuy[y]) is written as [10]

L(P* = fiyly]) = Do+IY(AE,)
lim [To(L) = T§'(L)] + lim [T (1) + T3 (AE,, )]
Hy =

L—oo

(4.1)

where the subscripts 0,1 indicate the number of photons in the final state, while the su-
perscript pt denotes the point-like approximation of the decaying meson and p., is an IR
regulator. In the first term on the r.h.s. of Eq. the quantities To(L) and I'D'(L) are
evaluated on the lattice. Both have the same IR divergences which therefore cancel in the
difference. We use the lattice size L as the intermediate IR regulator by working in the
QED/, [54] formulation of QED on a finite volume. The difference [Fo — th] is independent
of the regulator as this is removed [8§]. As already pointed out, since all momentum modes
contribute to it, I'((L) depends on the structure of the decaying meson and must be com-
puted non-perturbatively. The numerical determination of I'y(L) for several lattice spacings,
physical volumes and quark masses is indeed the focus of our study.

In the second term on the r.h.s. of Eq. P is a point-like meson and both T§(u.)
and Flft(AEV, ft) can be calculated directly in infinite volume in perturbation theory, using
a photon mass ji, as the IR regulator. Each term is IR divergent, but the sum is conver-
gent [I1] and independent of the IR regulator. In Refs. [I0] and [88] the explicit perturbative
calculations of [T + I'T'(AE,)] and I'§'(L) have been performed with a small photon mass
ft, or by using the finite volume respectively, as the IR cutoffs (see, e.g., Secs. and @

In Ref. [16] we have calculated the e.m. and IB corrections to the ratio of K, and
decay rates of charged pions and kaons into muons [16], using the Ny = 24+1+1 ETMC gauge
ensembles [45], [65)] in the quenched QED (qQED) approximation in which the charges of the
sea quarks are set to 0. The ratio is less sensitive to various sources of uncertainty than the IB
corrections to 7,2 and K, decay rates separately. In Ref. [I3], we have evaluated the e.m. and
strong IB corrections to the decay processes 7,2 and K separately. Since the corresponding
experimental rates are fully inclusive in the real photon energy, structure-dependent (SD)
contributions to the real photon emission should be included, however according to the ChPT
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predictions of Ref. [103] these SD contributions are negligible for both kaon and pion decays
into muons (see the bottom right panels of Figs. [3.7.1] and [3.7.2] in Sec. B[7)). The same is
not true to the same extent for decays into final-state electrons and so in our calculations we
have focused on decays into muons. The SD contributions to I'; are being investigated in an
ongoing dedicated lattice study of light and heavy P-meson leptonic decays and preliminary
results will be presented at the end of this chapter (see Sec. @ later on).

The main results of the calculation are presented in Sec.[]f] together with a detailed
discussion of their implications. Here, we anticipate some key results: After extrapolation
of the data to the physical pion mass, and to the continuum and infinite-volume limits, the
isospin-breaking corrections to the leptonic decay rates can be written in the form:

I(r* — pFvuy]) = (1.015340.0019) TO (% = n*v,), (4.2)

T(K* = pFu,y]) = (1.0024 4 0.0010)TO(K* — p*v,), (4.3)

where I'®) is the leptonic decay rate at tree level in the Gasser-Rusetsky-Scimemi scheme [46]
(see Sec.[1][10.2.2] below). The corrections are about 1.6% for the pion decays and 0.3% for
the kaon decay, in line with naive expectations. Taking the experimental value of the rate
for the K, decay, Eq. together with TO(K* — p*1,) obtained using the lattice
determination of the kaon decay constant we obtain |V,s| = 0.22567(42), in agreement with
the latest estimate |V,s| = 0.2253(7), recently updated by the PDG [3] but with better
precision. Alternatively, by taking the ratio of K, and 7,y decay rates and the updated
value |V,q| = 0.97420 (21) from super-allowed nuclear beta decays [15], we obtain |V, =
0.22538(46). The unitarity of the first row of the CKM matrix is satisfied at the per-mille
level; e.g. taking the value of V,, from the ratio of decay rates and |V,;| = 0.00413(49) [3],
we obtain |V,g|? + [Vis|? + [Vie|> = 0.99988(46). See Sec.[d]F] for a more detailed discussion
of our results and their implications.

The plan for the remainder of this chapter is as follows. In Sec.[l2] we present the
calculation of the relevant amplitudes using the RM123 approach. The renormalization of
the bare lattice operators necessary to obtain the effective weak Hamiltonian in the W-
regularization scheme is performed in Sec.[]3] while the subtraction of the universal IR~
divergent finite volume effects (FVEs) is described in Sec.[dl] The lattice data for the
e.m. and strong IB corrections to the leptonic decay rates of pions and kaons are extrapolated
to the physical pion mass, to the continuum and infinite volume limits in Sec.[d][p]

4.2 EVALUATION OF THE AMPLITUDES

At first order in aey, and (mg —my)/Aqep the inclusive decay rate (4.1)) can be written as
[(P* = F0,[y]) = TP [1 4+ 6Rp] + O [0y, (Mg — my)?, Qem(ma — my)] (4.4)

where I'QCP is the tree-level decay rate given by

2
G m; 0)2 4 (0
PO = |V, [P (1 - M(&) 1M (4.5)
P

131



CHAPTER 4

s A

K+
U Vy

Figure 4.2.1: Feynman diagram for the process K+ — {Tvy. In the effective theory the interaction is given
by a local four-fermion operator denoted by the two full dots in the figure.

and M }()0) and f g)) are the mass and decay constant of the charged P-meson mass defined in
isosymmetric QCD in the chosen scheme.
The decay constant f](go) is defined in terms of the matrix element of the QCD axial

current AES) (in the continuum) as
AR = (0@r0rsa | PO) = MY (4.6)

where the initial state meson P® is at rest. The decay rate is obtained from the insertion
of the lowest-order effective Hamiltonian

GF . Grp e (- _
=75 Vo O1 = 5 Vi (@1 = 2)ar) (70" (L =5)1) (4.7)
as depicted in the Feynman diagram of Fig. [£.2.1], where the decay of a charged kaon is
shown as an example. At lowest order in «,,, the two full dots in the figure represent the
two currents in the bare four-fermion operator

Hw

O1 = (@1.(1 = v)a) (7™ (1 — 5)0) (4.8)

whereas at order ae, they will denote the insertion of the renormalized operator in the
W-regularization as defined in Sec.[3[2]

In order to compare our results for the e.m. and strong IB corrections to those obtained
in Ref. [22] and adopted by the PDG [3], 104] however, we will use a modified expression:

[(PE — Fpy]) =T [1+ 0Rp] + O [l (mg — my)?, Gtem(ma — ma)] (4.9)

where I'©) is given by
G2 m2 2 SE
10 = eV (1= 1) [187) ae (4.10)

and Mp is the physical mass of the charged P-meson including both e.m. and leading-order
strong IB corrections.

The quantity 6 Rp encodes both the e.m. and the strong IB leading-order corrections
to the tree-level decay rate. Its value depends on the prescription used for the separation
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between the QED and QCD corrections, while the quantity

L(P* — (55,[y]) _ [ 072

Fh=— s P] (1+ 6Rp) (4.11)
Vol (1= 58) Mo

is prescription independent [48] to all orders in both ey, and (mg — my,).

The quantity F, may be used to set the lattice scale instead of the {2 baryon mass. The
physical value FP'¥s can be obtained by taking the experimental pion decay rate I'(m~ —
pwo,[y]) = 3.8408(7) - 107 s7! from the PDG [3] and the result for |V,4| = 0.97420(21)
determined accurately from super-allowed (-decays in Ref.[15]. Consequently, one may
in the ratio Ry (when working at leading order in aep,) and set the electron charge directly
to its Thomson’s limit (instead of using the ratio Rj), namely

aM,To

Rl(aN;gsaea m) = CZFTF (aN;gS7€7m>7
M
Ry(aN; gs,e,m) = aa;:o (aN; gs, e, m)
M
Rg(CLN;gS,G, m) = aafis (GN, gsaeam) )
M+ —aM
Ry(aN;gs,e,m) = a4 K+]__a K2 (aN;gs,e,m) . (4.12)
((var

Note that for the present study we were unable to use Mg to determine the lattice
spacing because the corresponding baryon correlators were unavailable. The choice of using
F, instead to set the scale clearly prevents us from being able to predict the value of |V,4|.
As already explained above, in this work we renormalize the QCD theory using the same
set of hadronic inputs adopted in our quark-mass analysis in Ref. [66], since we started the
present calculations using the RM123 method on previously generated isosymmetric QCD
gauge configurations from ETMC (see Sec.. The bare parameters of these QCD gauge
ensembles were ﬁxed in Ref. [66] by using the hadronic scheme corresponding to MOTEAG
134.98 MeV, MY = 494.2(3) MeV and " = 130.41(20) MeV, while MY was
chosen to be equal to the experimental D -meson mass, Mp+ = 1969.0(1.4) MeV [3]. Note
that in the absence of QED radiative corrections JF, reduces to the conventional definition
of the pion decay constant f,(ro). The superscript FLAG has been used because the chosen
values of three out of the four hadronic inputs had been suggested in the previous editions
of the FLAG review [4]. For this reason we refer to the scheme defined from these inputs as
the FLAG scheme.

We have calculated the same input parameters (4 used in the FLAG scheme also in
),GRS

the GRS scheme (Correspondlng to the MS scheme at © = 2 GeV) obtaining: MO =
135.0(2) MeV, M-SR — 494 6(1) MeV, MRS — 1966 7(1.5) MeV and f"9™ = 130.65(12) MeV

(see Egs. (2.16)), (|2 17), 2.19) in Sec.PIf] and Eq. (£.70) in Sec.[[j| below). Therefore, the

133



CHAPTER 4

values of the inputs determined in the GRS scheme differ at most by ~ 0.15% from the
corresponding values adopted in Ref. [66] for the isosymmetric QCD theory and the differ-
ences are at the level of our statistical precision. Thus, the result of our analysis of the
scheme dependence can be summarized by the conclusion that the FLAG and GRS schemes
can be considered to be equivalent at the current level of precision. Nevertheless, we have
used the results of this analysis to estimate the systematic error on our final determinations
of the isospin breaking corrections 0 Rp induced by residual scheme uncertainties (see the
discussion at the end of Sec..

In light of this quantitative analysis, given the numerical equivalence of the two schemes
at the current level of precision, in the rest of the chapter we shall compare our results
obtained in the GRS scheme with the results obtained by other groups using the FLAG
scheme and we shall not use superscripts to distinguish between the two schemes.

The correction 6 Rp, defined in Eq. (4.9), is given by (see Ref. [10])

em, [ M2 §Ap M
SRp = O; log (M—VQZV) 2= —2—q + TRV (AE,) (4.13)

AY

where

i) the term containing log(M%/M3,) comes from the short-distance matching (3.9) be-
tween the full theory (the Standard Model) and the effective theory in the W-regularization [12];

ii) the quantity 5F5§°t)(AE7) represents the O(aey,) correction to the tree-level decay rate
for a point-like meson (see Eq. ), which can be read off from Eq. . The cut-
off on the final-state photon’s energy, AE,, must be sufficiently small for the point
like-approximation to be valid;

iii) dAp is the e.m. and strong IB correction to the decay amplitude P — (v with the
corresponding correction to the amplitude with a point-like meson subtracted (this

subtraction term is added back in the term 5F§§t)(AE7), see Eq. (4.1))).

iv) dMp are the e.m. and strong IB corrections to the mass of the P-meson. The correction

proportional to 29Mp /M }()o) is present because of the definition of f ﬁ?) in terms of the
amplitude and of the meson mass in Eq. (4.6)).

Since we adopt the qQED approximation, which neglects the effects of the sea-quark electric
charges, the calculation of §Ap and dMp only requires the evaluation of the connected
diagrams. These are shown in Figs. - for the case of Ky decays. At O(cem)
the diagram in Fig. [4.2.1] corresponds to the insertion of the operator renormalized in the
W-renormalization scheme.

In Eq. 0Ap and 6Mp contain both the e.m. and the strong IB leading-order cor-
rections

0Ap = SAY +0AFP+ Y 0Ap +0AL + AP, (4.14)
i=J,T,P,S
SMp = oM™+ > oM}, (4.15)
1=J,T,P,S
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Figure 4.2.2: Connected diagrams contributing at O(cem) to the KT — (*v, decay amplitude, in which
the photon is attached to quark lines: (a) exchange, (b, c) self-energy and (d, e) tadpole diagrams. The labels
are introduced to identify the individual diagrams when describing their evaluation in the text.

5 a 5 a
u vy u vy
(a) (b)
Figure 4.2.3: Connected diagrams contributing at O(cem) to the K™ — {Tv, decay amplitude corresponding
to the insertion of the pseudoscalar density related to the e.m. shift of the critical mass, 5mjf”, determined

in Ref. [7] (see Sec. @

where §AY is the e.m. correction from both the matching of the four-fermion lattice weak
operator to the W-renormalization scheme and from the mixing with several bare lattice
four-fermion operators generated by the breaking of chiral symmetry with the twisted-mass
fermion action which we are using. Both the matching and the mixing will be discussed
and calculated in Sec.[]3] As already pointed out, the renormalized operator, defined in the
W-renormalization scheme, is inserted in the diagram of Fig. As for the diagrams of
Figs.[4.2.2]-[4.2.5 which are already of order O(cter) and O((mgq — my,)/Aqep), it is sufficient

to insert the weak current operator renormalized in QCD only.
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s a s a
e O e o<
(a) (b)
Figure 4.2.4: Connected diagrams contributing at O(cem) and O(mg — my,) to the KT — Yy, decay
amplitude related to the insertion of the scalar density (see Ref. [7]).

+ + - +
l - l S l
Kt Kt C<:>
vy b vy 0 vy
(b) (c)
Figure 4.2.5: Connected diagrams contributing at O(em) to the K+ — (*v, decay amplitude corresponding
to photon exchanges involving the final-state lepton.

In Egs. (4.14) and (4.15) the quantity §A$® (§ME™®) represents the strong IB corrections
proportional to mg —m, and to the diagram of Fig.[4.2.4(b), while the other terms are QED
corrections coming from the insertions of the e.m. current and tadpole operators, of the
pseudoscalar and scalar densities (see Refs. [8, [9]). The term A% (5MJ) is generated by
the diagrams of Fig. 4.2.2(a-c), AL (§M}) by the diagrams of Fig. [4.2.2(d-e), dAL (§ME)
by the diagrams of Fig. [4.2.3|a-b) and §A% (§M3) by the diagrams of Fig. 4.2.4(a-b). The
term A% corresponds to the exchange of a photon between the quarks and the final-state
lepton and arises from the diagrams in Fig.h(a—b). The term 5Af;se” corresponds to the
contribution to the amplitude from the lepton’s wave function renormalization; it arises from
the self-energy diagram of Fig. 4.2.5(c). The contribution of this term cancels out in the
difference To(L) —T5*(L) and could be therefore omitted, as explained Sec. .. The different
insertions of the scalar density encode the strong IB effects together with the counter terms
necessary to fix the masses of the quarks. The insertion of the pseudoscalar density is peculiar
to twisted mass quarks and would be absent in standard Wilson (improved) formulations of
QCD.

In the following subsection we discuss the calculation of all the diagrams that do not in-

volve the photon attached to the charged lepton line. The determination of the contributions
5AY and 6 A% will be described later in subsection .
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2. EVALUATION OF THE AMPLITUDES

4.2.1 QUARK-QUARK PHOTON EXCHANGE DIAGRAMS AND
SCALAR AND PSEUDOSCALAR INSERTIONS

The terms 0 A% and 6Mp (i = J, T, P, S) can be extracted from the following correlators:

SOHE) = Amaeny 37 O {H0) Ju)hla) 65(@ )} 000 ) 2 (416)

FCHW) = Amaan O {6.0) Tuly) 6b(, 0} 000, 0) 22 (4.17)

GOE®) = Araan 3 om0 { I 07, sarty) 6@ —0} 02 (119
f=r.f2 Iy

SR = Ao 3 m 2 S0 {40 o] s} o
f=h.fz
(4.19)

where A, (y1,y2) is the photon propagator, J{j,(x) is the local version of the hadronic (V —A)
weak current renormalized in QCD onlyff]

(@) =@ |20 = 299 | ap (@) . (4.20)

and J, and T}, are the lattice conserved e.m. currentEl and the tadpole operator, respectively,
defined in Eqgs. Eb . In Egs. @ 1) p(T, —t) = iq;, (T, —t)75qy5, (T, —1) is the
interpolating field for a P-meson composed by two valence quarks f; and f, with charges eje
and ege. The Wilson r-parameters ry, and ry, are always chosen to be opposite ry = —ry,.
We have also chosen to place the weak current at the origin and to create the P-meson at a
negative time —t, where ¢ and T' — t are sufficiently large to suppress the contributions from
heavier states and from the backward propagating P-meson (this latter condition may be
convenient but is not necessary). In Eq. Zm is the mass RC in pure QCD, which for our
maximally twisted-mass setup is given by Z,,, = 1/Zp, where Zp is the RC of the pseudoscalar
density determined in Ref. [66]. The quantity Z7 is related to the e.m. correction to the mass
RC according to Eq. . The values of the coefficients Z/%, corresponding to the non-
factorisable e.m. corrections to the mass RC, are collected in Table [V]
Analogously, the term [§Ap]"™ and [§Mp]*™ can be extracted from the correlator

0

SCSIB(t) = — Z MZ(Q’T J2(0) [3,(n)ar(y)] (&, —t) !0>p—P, (4.21)
Zy L Mp

f=rf,f2

In our maximally twisted-mass setup, in which the Wilson r-parameters r s, and 7y, are always chosen
to be opposite ry, = —ry,, the vector (axial) weak current in the physical basis renormalizes multiplicatively
with the RC Z4 (Zy) of the axial (vector) current for Wilson-like fermions, i.e. Z‘(/O) = Z4 and Zgo) =Zy
(see Appendix .

2The use of the conserved e.m. current guarantees the absence of additional contact terms in the product

(Y1) (y2)-
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where, following the notation of Ref. [7], we indicate with m; and m; the renomalized masses
of the quark with flavor f in the full theory and in isosymmetric QCD only, respectively. We
stress again that the separation between QCD and QED corrections is prescription dependent
and in this work we adopt the GRS prescription of Refs. [7, [0} [16], where

M (MS, 2 GeV) + mg(MS,2GeV) = 2m,q(MS,2GeV) = 2m,q(MS,2GeV) ,
ms(MS, 2 GeV) = m,(MS, 2 GeV), me(MS, 2 GeV) = m.(MS,2GeV) .
(4.22)

Thus, in Eq. , the only relevant quark mass difference is mg — muqg = —(My — Mua),
whose value in the (MS,2GeV) scheme was found to be equal to 1.19(9) MeV [7] (see
Eq. ) using as inputs the experimental values of the charged and neutral kaon masses.

Following Ref. [9] we form the ratio of 6C%(¢) with the corresponding tree-level correlator

C () = SO {4 O0h(w. —) } 0) 22 (4.23

T

and at large time distances ¢ we obtain (i = J, T, P, S, QCD)
0CH(t) |GpAP]
O](_-?) (t) t>a,(T—t)>a GES)AES)

. _ MmO MO T
0Mp MY r ) & Plye @ t)—l—M(O)— 4.24

(0) P 2 7]\/[(0) a0 P D) ( )
My e—Mp't _ o—Mp (T—t)

where

G = (0lop(0)|PV) (4.25)

is the coupling of the interpolating field of the P-meson with its ground-state in isosymmetric
QCD. The term proportional to dM% in the r.h.s. of Eq. is related to the e.m. and
strong IB corrections of the meson mass.

The function in the square brackets on the r.h.s. of Eq. is an almost linear function
of t. Thus, the correction to the P-meson mass, dM5, can be extracted from the slope
of the ratio 6C%(¢)/C¥(t) and the quantity 6[G% A% from its intercept. As explained in
Ref. [10], in order to obtain the quantity d A% the correction §G% is separately determined
by evaluating a correlator similar to those of Egs. - , in which the weak operator
Ji, % /Mp is replaced by the P-meson interpolating field ¢p.

For illustration, in Fig. we show the ratios C'% for the charged kaon (P = K') ob-
tained from the ensemble D20.48 (see Sec. . The top panel contains the ratio 5C'IS<IB(t)/C§?) (1),
the ratio 5C’I"((t)/C’§?) (t) is shown in the middle panel and the ratios 5017;(15)/6’9(75) and
5C’§(t}/0§?)(t) are presented in the bottom panel.

We find: i) the contributions 5017;(75)/01(30)(75) and 50%(25)/01(30) (t) are separately large,
but strongly correlated, since the tadpole insertion dominates the values of the e.m. shift of
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Figure 4.2.6: Top panel: The strong IB correction 5C'[S<IB(2€)/C’§?) (t) for the charged kaon obtained on
the ensemble D20.48 (see Sec. @@ The solid line is the “linear” fit applied in the time inter-
val where the ground-state is dominant. Middle panel: contributions of the exchange (4.2.2a) and self-
energy b)+c) diagrams. The circles represent the sum (fma)vL(fmb)vLﬂc), i.e. the

ratio 6CIJ<(t)/C(0) (t). Bottom panel: contributions of the tadpole operator 5017;(75)/0?)(15), i.e. diagrams

d)—/— e), and of the e.m. shift of the critical mass (50}?(25)/0?) (t), i.e. diagrams a)—/—b).

The sum S[CL(¢) +C§(t)]/0§?)(t), shown by the circles, is non vanishing and it is determined quite precisely
(see the right-hand plot where it is presented on an expanded scale). Errors are statistical only.

the critical mass 5m§f” (see Sec. . In the chiral limit they would cancel, but at finite
masses the sum is small and linear in ¢. Because of the correlations it can nevertheless,
be determined quite precisely (see the bottom right-hand plot of Fig.[4.2.6) where the sum
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is presented on an expanded scale. ii) the time dependence of the ratio dC}:(t)/ C’}?) (t) is
almost linear in the time interval where the ground state is dominant.

4.2.2 (CROSSED DIAGRAMS AND LEPTON SELF-ENERGY

The evaluation of the diagrams |4.2.5(a) - (b), corresponding to the term §A% in Eq. (4.14)),
can be obtained by studying the correlator [10]

SCH(t) = —47maem HZ (0|7 {J@(O)Jﬂ(xl)@(f, —t)} 0)A (21, o) eBet2—iFr 2
u(py)7vp(1 — ¥5)S°(0, z2) 7, v(pe) [5(]9@)%(1 — 75>u(p”)£} , (4.26)

where S*(0, z3) stands for the free twisted-mass propagator of the charged lepton. For the
numerical analysis we have found it to be convenient to saturate the Dirac indices by inserting
on the r.h.s. of Eq. the factor [U(pe)7y,(1 — v5)u(p,)], which represents the lowest order
“conjugate” leptonic (V' — A) amplitude, and to sum over the lepton polarizations. In this
way we are able to study the time behaviour of the single function §C%(t).

The corresponding correlator at lowest order (O(a?)) is

em

CH(E) = D001 T { T (01847, =) 10 p)3,(1 = 35)0(pe) [7(pe)1o (1 = 25)u(p,) 1o

—

x

In Egs. and the contraction between the weak hadronic current Jij,(0) [see
Eq. (4.20)] and its leptonic (V — A) counterpart gives rise to two terms corresponding to the
product of either the temporal or spatial components of these two weak currents, which are
odd and even under time reversal, respectively. Thus, on a lattice with finite time extension
T, for t > a and (T —t) > a one has

a0 2 : » (0) (0
¢ P 4j xbi | ,—Mp't o~ Mp (T—t)
SCH) st 5y 0 04 XF [ Mg e 0] (408
P =0
where 59 = —1, s123 = 1 and
Xf;j =Tr [Vj(l — 75)@70(1 — 75)Vﬂ (4.29)

is the relevant leptonic trace evaluated on the lattice using for the charged lepton the free
twisted-mass propagator and for the neutrino the free Wilson propagator in the P-meson
rest frame [p% = (Mp,0)].

Similarly, for the lowest-order correlator one has

Gy

t>a,(T—t)>a QMI(JO)

(1) AR XR | - 0] (4.30)
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2. EVALUATION OF THE AMPLITUDES

where AES) is the renormalized axial amplitude evaluated on the lattice in isosymmetric QCD

in the P-meson rest frame, namely

Z0(01@7,7v50: | PO = 6,049 .

(4.31)

The effect of the different signs of the backward-propagating signal in Eq. (4.28)) can be

removed by introducing the following new correlators:

_ 1 SCH(t—1) = 6ChL(t+1) o GV
SCH(t) = =605t + —£ £ SAL XE0 P
P( ) 2 { P( ) 6M1(’O) _ e_Mz(DO) t>a,(T—t)>a PP QMI(;.O)
£(0 £(0 0
P 2 P eM1<°O> _ e—Mg)) t>a,(T—t)»a =P 7P QMSJ
where

4
1 . .

P j=0

MOt
MOt
(4.32)
(4.33)

Thus, the quantity §A% /AES) can be extracted from the plateau of the ratio (5653(15) /553(0) (1)

at large time separations, viz.

5T (1) AL
653(0)(@ t>a,(T—t)>a Aﬁg) :

(4.34)

Note that the diagrams in Fig. 4.2.5(a)- (b) do not contribute to the electromagnetic correc-
tions to the masses of the mesons and therefore the ratio (4.34) has no slope in ¢ in contrast
to the ratios |D Moreover, the explicit calculation of X ] on the lattice is not required.

In terms of the lattice momenta ap, and ap,, defined as

ape = > sin? (apa)

k=1,2,3

ap, = 2 Z sin? (%),

k=1,2,3

(4.35)

(4.36)

the energy-momentum dispersion relations for the charged lepton and the neutrino in the

P-meson rest frame are given by

~ 1 2002 22 474 4
aFE, = 2 arcsinh |- ammy +a pg_;f— @“'Pe/ ,
2 1+ a?p;/2

aE, = arcsinh(apy).
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The 3-momentum of the final-state lepton p, (p, = —p;) must be chosen to satisfy the
equation o
Ey+E,=MY (4.39)

Thus, for any given simulated P-meson mass M }f ), the 3-momentum py = |py|(1, 1, 1), is cal-
culated from Eq. (4.39) and is injected on the lattice using non-periodic boundary conditions
[105], [106] for the lepton field. A simple calculation yields

X5 =Tr [Y0(1 = 75) 0o (1 — v5)v7] = 8apy [sinh(aEg) - aﬁg] . (4.40)

In Fig.}4.2.7 we show the correlators C%) (1), 0CH(¢), Ui(o) (t) and 6C"(t) for 7, decays,
multiplied by the ground-state exponential. These were obtained on the gauge ensembles
A40.24 and D30.48 of Sec. The subtraction of the backward signals, needed for extracting
directly the quantity d A% given by Eq. , is beneficial also for extending the time region
from which §A% (as well as the ratio 6 A% /AES)) can be determined.

The quality of the signal for the ratio 55;(75)/6;(0)(15) is illustrated in Fig. 4.2.8 for
charged kaon and pion decays into muons for the case of the ensembles B55.32 and D30.48.

The calculation of the correction due to the diagram [4.2.5{c) is straightforward, since it
is obtained by simply multiplying the lowest order amplitude, AE:?), by the one-loop lepton
self-energy evaluated on the lattice.

4.3 RENORMALIZATION OF THE EFFECTIVE HAMILTONIAN

When inserted into the expression for amplitude for the decay P — fv, the term of or-

der e of the renormalized operator O 8(My,) of Eq. (3.27) given in Sec. namel
50,5 (M) = O)"8(My,) — O, provides the contribution denoted as §AY in Eq. (4.14)
(01 T {80}**%(Miy o1 — 35)0 | |P©)

w
AW = — X7

(4.41)

)

where X3° is the leptonic trace defined in Eq. (4.40). We then note that O} and O defined in
Eq. (3.25)) and entering in Eq. (3.27)) give opposite contributions to the tree-level amplitude,

1.e.
(0] Tr { O Pyo(1 — ~5)r} [PO) = — (0] Tr {08 Py (1 — 5)w} [PO) = —AD X5° | (4.42)

with Agf) given in Eq. 1} . Therefore, after averaging the amplitude over the values of
the parameter ¥ = +1, in order to cancel out the contribution of the mixing with O3 and

Oy, one obtains
SAW = ZWres g0 (4.43)
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Figure 4.2.7: Time dependence of the correlators C¥O)(t) (left panels) and SCH(t) (right panels) for T2
decays. These are given in lattice units and multiplied by the ground-state exponential, and were obtained from
gauge ensemble A40.24 (top panels) and D30.48 (bottom panels). The blue squares represent the correlators

6CL(t) and GZ(O) (t) given by Egs. - . Errors are statistical only. For details of the simulations

Sec. @@
with

g W-reg _ Zﬂ [2 (1 _ M) log (GQMI%V) — 15.0032 + 7711(055(1/@)) - 7712(058(1/a)):|

m 47
(4.44)
As already noted, the contribution § A% of the matching factor at order ., to the decay
amplitude, expressed by Eqgs. and , is gauge independent. It then follows that
also the order oy, contribution of the bare diagrams to the amplitude, expressed by the other
terms in Eq. , is by itself gauge independent. Therefore, we can numerically evaluate
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Figure 4.2.8: Results for the ratio 6C'p(t )/C“( )( t), given by Eq. , for K5 and 7,5 decays obtained
from the gauge ensembles B55.32 (top panel) and D30.48 (bottom panel). The vertical dashed lines indicate

the time region used for the extraction of the ratio § A% /A( Errors are statistical only.

the two contributions separately by making different choices for the gluon and the photon
gauge in the two casesﬂ In particular, we have chosen to compute the matching factor

3It should be noted, however, that while ZW¢¢ of Eq. (4.44)) is gauge independent at any order of
perturbation theory, its actual numerical value may display a residual gauge dependence due to higher order
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3. RENORMALIZATION OF THE EFFECTIVE HAMILTONIAN

ZWVree of Fq. in the Landau gauge for both gluons and photons, because this makes
RI” equivalent to RI up to higher orders in the perturbative expansions. On the other hand,
in the calculation of the physical amplitudes described in Sec.[d][2] we have used a stochastic
photon generated in the Feynman gauge, which has been adopted also in the calculation of
I'P"(L) in Ref. [88] (see Sec. @

As already discussed, when we compute the difference To(L) — I'5*(L) in Eq. at
leading order in avy,, the contribution from the lepton wave function RC cancels out provided,
of course, it is evaluated in To(L) and TE*(L) in the same W-regularization scheme and in
the same photon gauge. Since I'f'(L) has been computed in Ref. [88] by omitting the lepton
wave function RC contribution in the Feynman gauge, we have to subtract the analogous
contribution from Eq. in the Feynman gauge. The QCD and QED corrections to
the the lepton wave function RC at O(aen) factorize, so that their contribution does not
enter into the non-perturbative determination of the matrix n, which only contains, by its
definition, non-factorisable QCD+QED contributions. Therefore, as discussed in Sec. 3|3}
the subtraction of the lepton wave function RC only requires the replacement of ZWV-"°¢ in

Eq. (4.44) by the subtracted matching factor [10]

- 1
gW-reg _ 7 W-reg 55227‘/-1“6% , (445)
where o

47

We have verified with an explicit calculation that the contribution to the matching given in
Eq. (4.46) is the same whether evaluated for an on-shell or an off-shell external lepton. The
final expression to be used in Eq. (4.14)) is therefore

SAW = ZWres g0 (4.47)
with

ZW—reg — ZL; |:<§ _ 2%71((1)) log (a2M5V) — 8.3270 + n11<043<1/a>> - 7712(04s(1/a>>]
(4.48)

To make contact with the factorization approximation introduced in Refs. [7, B7], we

rewrite Eq. (4.4]) as ~
FW-reg — 7 fact | Z:;\;-éeg (449)

where Z,‘;i’éeg is the result in the factorization approximation (i.e. with n = 0)

em 5 S 1
ZWes — Z—W [(5 - 2%75“)) log (a>M2,) — 8.3270 | | (4.50)

terms in the non-perturbative determination of 7;; which are neglected in the perturbatively evaluated
matching coefficient.
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and Z < is the factor correcting the result for ZW7°8 to include the entries of the matrix 7

em 11 (@s(1/a)) —ma(as(1/a))
4m Z:}Z’Seg

Ztet =1 4 : (4.51)

The values of the coefficients Z;Z'geg and Z™ are collected in Table |VI| for the three values
of the inverse coupling S adopted in this work and for 4 = 1/a. The two methods M1 and
M2 correspond to different treatments of the O(a?u?) discretization effects and are described
in Ref. [66]. The difference of the results obtained with these two methods enters into the
systematic uncertainty labelled as ()input in Sec.. below. The results in Table show that
the non-factorisable corrections are significant, of O(12-25%) for ZW-ree,

Zfact

B Z0® Method M1 | Method M2
1.90 [ 0.00542 (11) 1184 (11) [ 1.126 (7)
1.95 | 0.00519 (10) 1172 (9) | 1.123(5)
2.10 || 0.00440 (7) 1160 (6) | 1.136 (4)

Table VI: Values of the coefficients vazgag (see Eq. ) and Z2°t (see Eq. ) calculated for the
three values of the inverse coupling § adopted in this work and for = 1/a. The evaluation of the RCs in
the RI’-MOM scheme has been carried using the methods M1 and M2 of Ref. [66)].

We close this section by noting that Eq. implies that the contribution to ) Rp from
the matching factor in Eq. is 2ZWree  Such a term is mass independent. Thus, all
the matching and mixing contributions to the axial amplitude in Eq. (4.14)) cancel exactly
in the difference between the corrections corresponding to two different channels, e.g. in
0Rr — 0R,. A similar cancelation also occurs in the difference between the corrections to
the amplitudes corresponding to the meson P decaying into two different final-state leptonic
channels.

4.4 FINITE VOLUME EFFECTS AT ORDER O(aep)

The subtraction I'o(L)—I'0" (L) in Eq. (4.1 cancels both the IR divergences and the structure-
independent FVEs of order O(1/L). As discussed in Sec. @, the point-like decay rate 'y (L)
is given by

IPY(L) = (1 +2Oj;‘: Yﬁ(L)) [tree (4.52)
where
¢ by oy’ by _MpL
Yp(L) = bir log(MpL) + b + oL + (MpL)? + (VpL) +0(e™"Y) (4.53)
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with the coefficients b; (j = IR, 0,1) and b7 (j = 2, 3) given explicitly in Eq. (3.63). Eq. (4.14)
is therefore replaced by

0Ap = 0AY +0AF + N 0AL +0AL — YA(L) A (4.54)
i=J,T,P,S

where 6 A% is given by Eq. (4.47).
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Figure 4.4.1: Results for the corrections 6R, and SRy for the gauge ensembles A40.20, A40.24, A40.52
and A40.40 sharing the same lattice spacing, pion, kaon and muon masses, but with different lattice sizes
(see Table[l]). Top panel (a): the universal FVEs, i.c. the terms up to order O(1/MpL) in Eq. [{-53), are
subtracted for each quantity. Bottom panel (b): the same as in (a), but in addition to the subtraction of
the universal terms, bgt/(MpL)Q, where bgt is the pointlike contribution to by in Fq. , is also removed.

The solid and dashed lines are linear fits in 1/L?. The maximum photon energy AE, corresponds to the
fully inclusive case AE, = AETF = Mp(1 —m?2/Mg)/2.

In order to study the FVEs in detail we consider four ensembles generated at the same
values of # and quark masses, but differing in the size of the lattice; these are the ensembles
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A40.40, A40.32, A40.24 and A40.20 (see Sec. .. The residual FVEs after the subtraction
of the universal terms as in Eq. are illustrated in the plots in Fig. for R, and
0R in the fully inclusive case, i.e. where the energy of the final-state photon is integrated
over the full phase space. In this case AE, = AEMF = Mp(1 — m2/M3)/2, which
corresponds to AE;“aX’K ~ 235 MeV and AEF™T ~ 29 MeV, respectively. With a muon as
the final state lepton, the contribution from photons with energy greater than about 20 MeV
is negligible and hence the point-like approximation is valid. In the top plot the universal
FV corrections have been subtracted and so we would expect the remaining effects to be of
order O(1/(MpL)?) and this is indeed what we see.

In the bottom plot of Fig. [£.4.1] in addition to subtracting the universal FVEs, we also
subtract the contribution to the order O(1/(MpL)?) corrections from the point-like contri-
bution to by, which can be found in Eq. . We observe that this additional subtraction
does not reduce the O(1/(MpL)?) effects, underlining the expectation that these effects are
indeed structure dependent.

It can be seen that after subtraction of the universal terms the residual structure-
dependent FVEs are almost linear in 1/L?, which implies that the FVEs of order O(1/(MpL)?)
are quite small; indeed they are too small to be resolved with the present statistics.

A more detailed description of the full analysis, including the continuum and chiral
extrapolations, is given in the following section. As far as the FVEs are concerned, the
central value is obtained by subtracting the universal terms and fitting the residual O(1/L?)

corrections to
Kp n K 1‘;
(MpL)? ~ (ELL)*’

(4.55)

where Kp and K5 are constant fitting parameters and E% is the energy of the charged
lepton in the rest frame of the pseudoscalar P (see Eq. below). Such an ansatz is
introduced to model the unknown dependance of by on the ratio m,/Mp. For the four points
in each of the plots of Fig. me/Mp takes the same value, but this is not true for
all the ensembles used in the analysis. We estimate the uncertainty due to the use of the
ansatz in Eq. by repeating the same analysis, but on the data in which, in addition to
subtracting the universal terms in Eq. , we also subtract the term b5'/(MpL)?, where
by is contribution to by from a point-like meson [70]. Since b5 depends on my/Mp, the result
obtained with this additional subtraction is a little different from that obtained with only
the universal terms removed and we take the difference as an estimate of the residual FV
uncertainty.

4.5 RESULTS FOR CHARGED PION AND KAON DECAYS INTO
MUONS

We now insert the various ingredients described in the previous sections into the master
formula in Eq. (4.13) for the decays 7™ — p*v[y] and KT — p [yl
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The results for the corrections 0 R, and d Rk are shown in Fig.|4.5.1] where the “universal”
FVEs up to order O(1/L) have been subtracted from the lattice data (see the empty symbols)
and all photon energies (i.e. AE, = AE?F = Mp(1 —m?,/Mp)/2) are included, since the
experimental data on 7w and Ky decays are fully inclusive. As already pointed out in
Section [T, structure dependent contributions to real photon emission should be included.
According to the ChPT predictions of Ref. [I03], however, these contributions are negligible
in for both kaon and pion decays into muons, while the same does not hold as well for decays
into final-state electrons (see Sec. .. This important conclusion needs to be explicitly
validated by an ongoing dedicated lattice study of the real photon emission amplitudes in
light and heavy P-meson leptonic decays (see Sec. [l[6] below).

The combined chiral, continuum and infinite-volume extrapolations are performed using
the following SU(2)-inspired fitting function

Rp = RES) + Rg‘) log(muyq) + Rg)mud + Rg)mid + Dpa?

p Ko Ke e agrer) (4.56)
MpL? — (Ep)*L? T '

where myq = pua/Zp and p,q is the bare (twisted) mass (see Table in Sec. below),
EY% is the lepton energy in the P-meson rest frame, Rg)’(l)’@), Dp, Kp and K% are free

parameters. In Eq. 1} the chiral coefficient Rg) is known for both pion and kaon decays
from Ref. [107]; in QED the coefficients are

aem

RO = ‘%‘: (38-2X), RY=-"X, (4.57)
while in qQED they are
(x) _ Yem _QX (X):_aemgX 4
RY y (3 5 , Ry 1 9 (4.58)

where X is obtained from the chiral limit of the O(aem) correction to M2, (i.e. M2 =
47 e X 18 + O(myq)). In Ref. [7] we found X = 0.658(40).

Using Eq. we have fitted the data for R, and dRi using a y*-minimization pro-
cedure with an uncorrelated x?, obtaining values of x?/d.o.f. always around 0.9. The uncer-
tainties on the fitting parameters do not depend on the y2?-value, because they are obtained
using the bootstrap samplings of Ref. [66] (see Sec. [J2). This guarantees that all the cor-
relations among the data points and among the fitting parameters are properly taken into
account.

The quality of our fits is illustrated in Fig. £.5.1 It can be seen that the residual SD
FVEs are still visible in the data and well reproduced by our fitting ansatz in Eq. .
discretization effects on the other hand, only play a minor role.
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Figure 4.5.1: Results for the corrections SR, (top panel) and SRy (bottom panel) obtained after the
subtraction of the “universal” FSE terms up to order O(1/L) in Eq. (empty markers). The full
markers correspond to the lattice data corrected by the residual FSEs obtained in the case of the fitting
function including the chiral log. The dashed lines are the (central) results in the infinite volume
limit at each value of the lattice spacing, while the shaded areas identify the results in the continuum limit
at the level of one standard deviation. The crosses represent the values 6 REM* and 6R’;(hy5 extrapolated at

the physical point m?"**(MS,2 GeV) = 3.70 (17) MeV [66]. The blue dotted lines correspond to the values

SRPMS = 0.0176 (21) and REM™® = 0.0064 (24), obtained using CRPT [22] and adopted by the PDG [T0F).

At the physical pion mass in the continuum and infinite-volume limits we obtain

SREMS = +0.0153 (16)starsrit (4)input (3)ehirat (6)rve (2)aise (6)q@ED
= +0.0153 (19) ,

SRY™ = 40.0024 (6)stats fit (3input (Denirar (3)rve (2dise (6)q0mn
= +0.0024 (10) ,
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5. RESULTS FOR CHARGED PION AND KAON DECAYS INTO MUONS

where

o ()siat indicates the uncertainty induced by both the statistical errors and the fitting
procedure itself;

()input is the error coming from the uncertainties of the input parameters of the quark-
mass analysis of Ref. [66];

()enir is the difference between including or excluding the chiral logarithm in Eq. (4.56)),
i.e. taking R, # 0 or R, = 0;

()rve is the difference between the analyses of the data corresponding to the FVE
subtractions up to the order O(1/L) alone or by also subtracting the term proportional

to b5 /(MpL)? (see Fig. and the discussion towards the end of Sec.;

()aise is the uncertainty coming from including (D # 0) or excluding (setting D = 0)
the discretization term proportional to a? in Eq. (4.56));

()goep is our estimate of the uncertainty of the QED quenching. This is obtained
using the ansatz (4.56) with the coefficient R, of the chiral log fixed either at the value
, which corresponds to the qQED approximation, or at the value , which
includes the effects of the up, down and strange sea-quark charges [I07]. The change
both in §RP™S and in §RY™® is ~ 0.0003, which has been already added in the central
values given by Egs. and . To be conservative, we use twice this value for
our estimate of the qQED uncertainty.

Our results in Egs. - can be compared with the ChPT predictions § RPhYS =
0.0176(21) and 6 RY™® = 0.0064(24) obtained in Ref. [22] and adopted by the PDG [3, [104].
The difference is within one standard deviation for §RP™S, while it is larger for SR,
Note that the precision of our determination of § RP™* is comparable to the one obtained
in ChPT, while our determination of (5R§(hys has a much better accuracy compared to that
obtained using ChPT; the improvement in precision is a factor of about 2.4. We stress that
the level of precision of our pion and kaon results depends crucially on the non-perturbative
determination of the chirality mixing, carried out in Section [3|2.3]by including simultaneously
QED at first order and QCD at all orders.

As already stressed, the correction 6 Rp and the QCD quantity fI(DO) separately depend
on the prescription used for the separation between QED and QCD corrections [48]. Only
the product f 1(;0)\/ 1+ 0Rp is independent of the prescription and its value, multiplied by the
relevant CKM matrix element, yields the P-meson decay rate. We remind the reader that
our results - are given in the GRS prescription (see the dedicated discussion in
Sections and in which the renormalized couplings and quark masses in the full
theory and in isosymmetric QCD coincide in the MS scheme at a scale of 2GeV [46]. We
remind the reader that, to the current level of precision, this GRS scheme can be considered
equivalent to the FLAG scheme.
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Taking the experimental values I'(m~ — p~17,[y]) = 3.8408(7) - 107 s~* and (K- —
W ,[v]) = 5.134(11) - 107 s from the PDG[3] and using our results - we
obtain

FONWVoal = 12728 (2)exp (12)n MeV = 127.28 (12) MeV | (4.61)
SOV = 3523 (4)exp (2)in MeV = 35.23 (5) MeV | (4.62)

where the first error is the experimental uncertainty and the second is that from our theo-
retical calculations. The result for the pion in Eq. agrees within the errors with the
updated value f\” |Vaal = 127.12(13) MeV [3], obtained by the PDG and based on the model-
dependent ChPT estimate of the e.m. corrections from Ref. [22]. Our result for the kaon in
Eq. however, is larger than the corresponding PDG value f[(?)\Vus\ = 35.09(5) MeV [3],
based on the ChPT calculation of Ref. [22], by about 2 standard deviations.

As anticipated in the Introduction [|[I] and discussed in detail in Sec.[dl2] we cannot
use the result to determine the CKM matrix element |V,4|, since the pion decay
constant was used by ETMC [66] to set the lattice scale in isosymmetric QCD and its value,
A 130.41(20) MeV, was based on the determination of |V,,4| obtained from super-allowed
p-decays in Ref. [108]. On the other hand, adopting the best lattice determination of the
QCD kaon decay constant, f1(<0) = 156.11(21) MeV [4] 1097111], we find that Eq.
implies

Vis| = 0.22567(26) exp (33)in = 0.22567 (42) (4.63)
which is a result with the excellent precision of ~ 0.2%.

In Ref. [I6], we have calculated the ratio of the inclusive decay rates of kaons and pions

into muons, namely

2 2
T(Ku) Vi SO M3 ME —m?
B 5 1 4.64
D(m) | Vaa £ M2 —m? (L+0Rkx), (4.64)

where 0 Ry, = R — R,. Using the same ETMC simulation setup [45], 65], we have calcu-
lated d Ry, which, together with a lattice computation of f / f , allows us to determine
|Viis/Vua| from the ratio in Eq. (4.64 -

The quantity 0 Rg, is less sensitive to various uncertainties than the individual terms
0Ry and 0R,. Three main features help to reduce the systematic uncertainties in 0 Ry

e in ['((L) the residual SD FVEs starting at order O(1/L?) are found to be much milder
(= 3 smaller) in the case of 0Rk, (see Fig. below);

e the matching of the bare lattice weak operator with the one renormalized using W-
regularization and the mixing contributions to the axial amplitude in Eq. (4.14)) cancel
out in the difference d R ;

4The average value of fx+ quoted by FLAG [4] includes the strong IB corrections. In order to obtain
f g)) therefore, we have subtracted this correction which is given explicitly in Refs. [T09HITT].
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Figure 4.5.2: Results for the corrections 6R,, 6Rx and §Ry, for the gauge ensembles A40.20, A40.24,
A40.32 and A40.40 sharing the same lattice spacing, pion and kaon masses, but different lattice sizes (see the
supplemental material). The universal FVEs, i.e. the terms up to order O(1/L) in FEq. , are subtracted
for each quantity. The lines are linear fits in 1/L?. The mazimum photon energy AE., corresponds to the
inclusive case AE, = AET*"F = Mp(1 —m2 /M3)/2.

e within SU(3) ChPT the effects of the sea-quark electric charges depend on unknown
low-energy constants (LECs) starting at next-to-leading-order (NLO) for 0Rg and
dR,, but only at NNLO for Rk, [107]. Thus, the uncertainty due to the qQED
approximation, adopted in this work, is expected to be smaller for d Rx.

The inclusive data for 0 Rg, are shown in Fig.|4.5.3l The “universal” FVEs are subtracted
and the combined chiral, continuum and infinite volume extrapolations are performed using
the Ansatz in Eq. (4.56) for Rx — 0R,. At the physical pion mass in the continuum and

infinite-volume limits we obtain

5R1])?7€s = —0.0126 (10)stat+fit (2)input (5)chiral (5)FVE (4)dz’sc (6)qQED
— —0.0126 (14) , (4.65)
where the error budget has been obtained as in the case of Egs. (4.59) and (4.60)). Our result
(4.65) can be compared to the value §R2"* = —0.0112 (21) from Refs. [22, 104] adopted by

the PDG [3].
Using the pion and kaon experimental decay rates we get

Vas| £

[Vual £
Using the best Ny = 2 + 1 + 1 lattice determination of the ratio of the QCD kaon and pion
decay constants, f[(?)/ﬁ(ro) = 1.1966 (18) [4, [T09-111], we find

Vs
|Vud|

= 0.27683 (29) exp (20), = 0.27683 (35) . (4.66)

= 0.23135 (24) exp (39) 1, = 0.23135 (46) . (4.67)
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Figure 4.5.3: Results for the correction Ry (Eqgs. and (4.54)) after the subtraction of both the
universal FVEs in Eq. and the residual FVEs obtained from the fit. The dashed lines are the (central)

results at each (3, while the shaded area identifies the continuum limit at 1-sigma level. The cross is the
extrapolated value at m?"Y*(MS,2 GeV) = 3.70(17) MeV [66]. The blue dotted lines correspond to the value
—0.0112(21) from Refs. [22, [104)] adopted by the PDG [3]. Errors are statistical only.

Taking the updated value |V,4| = 0.97420 (21) from super-allowed nuclear beta decays [15],
Eq. (4.67)) yields the following value for the CKM element |V|:

Viis| = 0.22538 (24)exp (39)1n = 0.22538 (46) | (4.68)

which agrees with our result within the errors. Note that our result agrees with
the latest estimate |V,s| = 0.2253(7), recently updated by the PDG [3], but it improves the
error by a factor of approximately 1.5.

Taking the values |V,;| = 0.00413(49) [3] and |V,q4| = 0.97420(21) [15] our result in
Eq. implies that the unitarity of the first-row of the CKM matrix is confirmed to
better than the per-mille level

Vadl® + [Vis|? + |[Vin|* = 0.99988 (46) . (4.69)

With the same value |V,4| = 0.97420(21) from super-allowed nuclear beta decays [15],
our result (4.61]) implies for the QCD pion decay constant (in the GRS prescription) the
following value

F19 =130.65 (12)expsin (3)v,, MeV = 130.65 (12) MeV | (4.70)

which, as anticipated in Sec., agrees within the errors with the value fT(rO) = 130.41 (20) MeV
adopted in Ref. [66] to set the lattice scale in the isosymmetric QCD theory. This demon-
strates the equivalence of the GRS and PDG schemes within the precision of our simulation.
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In a recent paper [112], the hadronic contribution to the electroweak radiative corrections
to neutron and super-allowed nuclear 5 decays has been analyzed in terms of dispersion
relations and neutrino scattering data. With respect to the result V., = 0.97420 (21) from
Ref. [15], a significant shift in the central value and a reduction of the uncertainty have
been obtained, namely V4 = 0.97370 (14) [112]. The impact of the new value of V,4 on
our determinations of Vs and f, is Vs = 0.22526 (46) and f, = 130.72 (12) MeV, i.e., well
within the uncertainties shown in Eqs. (4.68) and (4.70)), respectively. On the contrary, the
first-row CKM unitarity will be significantly modified into

which would imply a ~ 3.40 tension with unitarity. A confirmation of the new calculation
of the radiative corrections made in Ref. [I12] is therefore urgently called for.

Before closing this section, we comment briefly about the comparison between our result
(5R1;(hys = 0.0024(10) and the corresponding model-dependent ChPT prediction 5R§(hys =
0.0064(24) from Ref. [22]. The latter is obtained by adding a model-dependent QED correc-
tion of 0.0107(21) and a model-independent NLO strong IB contribution equal to —0.0043(12).
Our result on the other hand, obtained in the GRS prescription, stems from a QED correc-
tion equal to 0.0088(9) and a strong IB term equal to —0.0064(7) (see also Ref. [36]). The
difference between our result and the ChPT prediction of Ref. [22] appears to be mainly due
to a different strong IB contribution. Thus, in the present Ny = 2+ 1+ 1 study, we confirm
for the strong IB term a discrepancy at the level of about 2 standard deviations, which was
already observed at Ny = 2 in Ref. [9].

4.6 REAL PHOTON EMISSION IN LEPTONIC DECAYS:
PRELIMINARY RESULTS

In the limit of soft-photon energies, the radiative decay rate P — {7y can be reliably calcu-
lated perturbatively by treating the meson as a point-like particle. This limit is however an
idealization and experimental measurements are inclusive up to photon energies that might
be too large to neglect structure-dependent (SD) corrections to the point-like approximation.
The region of hard photon energies, which is particularly important for heavy mesons, rep-
resents a fundamental probe of the internal structure of the mesons and can only be studied
in lattice QCD simulations. On the other hand, even in the case of light mesons, where
chiral perturbation theory can be used, the low-energy constants entering at O(p°®) can only
be estimated using model-dependent assumptions [94, 95, TT3HIT5].

In Ref. [I0] a strategy to compute QED radiative corrections to the P — (u,(7y) decay
rates at O(ae,) on the lattice has been proposed and we have described it in detail in Chapter
Bl That strategy has been subsequently applied to provide the first non-perturbative model-
independent calculation of the decay rates 7= — p~,(v) and K~ — p~v,(v) [13, [16]. The
real soft-photon contributions has been calculated in the point-like effective theory and the
SD corrections were estimated, by relying on the quoted chiral perturbation theory results,
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to be negligible (see Sec. . On the other hand SD corrections might be relevant for
the decays of pions and kaons into electrons when the energy of the photon becomes larger
than about 20 MeV. Moreover, in the single-pole dominance approximation proposed in
Ref. [97], the SD contribution has been estimated to be rather large in the case of heavy
flavors. This contribution can be precisely determined only in lattice QCD. Here we present
some preliminary results of a non-perturbative, O(a) improved lattice calculation of the
form factors entering the radiative decay rate P — {7,y in the case of pions, kaons, D and
D, mesons. The case of bottom mesons will be studied in a future work on the subject.
Results of a lattice calculation of real-photon emission amplitudes have also been presented
in Ref. [116]. Making contact with the discussion presented in Sec. [§|[7] the non-perturbative
hadronic amplitude for the process P — (1,7 is given by the T-product

Hyy (K, p) = €,(k) Hy' (k, p) = €, (k) /d4y€i’“'y OIT{ S5 (0)J* (W)} P(P)) , (4.72)

where ez(k) is the polarization vector of the photon with four-momentum k, J* is the electro-
magnetic current, J§, is the hadronic weak current, J3, = V* — A% = ¢ (v* — v*75) g2, and
p'is the momentum of the meson P with mass Mp. To this amplitude, at O(ae,), we have
to add the diagram in which the photon is emitted from the final-state charged lepton. The
latter contribution can however, be computed in perturbation theory using the meson decay
constant fp. The decomposition of H{j/ (k,p) in terms of form-factors has been discussed in
Sec. BI[7l By choosing a physical basis for the polarization vectors such that €, - k = 0 and

setting the photon on-shell, i.e. by taking k* = 0, we have [90]

Fy(z,) Fy(z,)  fp Ir
He (| — " (k . Y ,ua'yﬂk, Y ke ghY — P L O )
w (k,p) = €( ){ T 7p6+[ My ook (p-kg" —p )+p—_kpp

(4.73)

The terms proportional to fp correspond to the point-like infrared-divergent contribution
and saturate the Ward Identity satisfied by Hy'(k,p), i.e. k, Hy (k,p) = i(0|J5 (0)|P(p)) =
fpp® . At fixed meson mass the two form-factors Fy 4 are scalar functions of the Lorentz
invariant quantity p-k only. A convenient dimensionless variable is given by @, = 2p-k/M3.
Once the decay constant fp and the two SD axial and vector form-factors Fy and Fy, are
known, the decay rate can be calculated by using the formulae given in [90] and in Sec. ..

4.6.1 EXTRACTING THE FORM FACTORS FROM EUCLIDEAN
CORRELATORS

The Euclidean correlation function corresponding to Eq. (4.72)) is given by
Ciy (t.5.F) = ~i,F) [ d'y [ &7 QT{ 60 )}PO.2]0) 5T a7

where k = (iE,, k), with B, = |k|, p = (iE,p) and [ d®% P(0, %) e is the source of the
pseudoscalar meson with momentum p. The convergence of the integral over ¢, is ensured by
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Figure 4.6.1: The connected diagram on the left shows our choice of the spatial boundary conditions.
By treating the two propagators attached to the electromagnetic current as two different flavors, with the
same mass and electric charge but different boundary conditions, we may choose arbitrary values for the
meson and photon spatial momenta.The diagram on the right represents the contribution associated with
the emission of the photon by the sea-quarks. By neglecting this diagram we have been working in the
so-called electro-quenched approximation.

the safe analytic continuation from Minkowski to Euclidean space, because of the absence
of intermediate states lighter than the pseudoscalar meson. The physical form factors can
be extracted directly from the Euclidean correlation functions

R0 R = s p e CF PR = Highp) - (479)

where (P(p)|P|0) is the matrix element of the operator P between the vacuum and the
meson state and the dots represent sub-leading exponentials. It is useful to note that, in
order to separate the axial and vector form-factors it is enough to compute separately the
ratios R{7,(t; ) k) corresponding to the (renormalized) vector and axial component of the
weak current, see eq. below. For J* an exactly conserved lattice vector current is
employed. The previous discussion assumed an infinite time extent (7) of the lattice. In
our numerical calculations we have employed numerical estimators for the ratios {‘}f’A(t; D, E)
built in terms of finite-T" correlators that properly account for the fact that the simulated
quark and gauge fields satisfy respectively anti-periodic and periodic boundary conditions
in time.

Within the electro-quenched approximation, i.e. in the absence of the disconnected con-
tribution shown in the right-panel of Fig. [£.6.1] it is possible to choose arbitrary values of
the spatial momenta by using different spatial boundary conditions [106], 117] for the quark

fields. More precisely, we set the boundary conditions for the “spectactor” quark such that

Y(x + EL) = exp(2m@ -0,/L)¢(x). Then we treat the two propagators that are connected
with the electromagnetic current (the red and blue lines) as the results of the Wick contrac-
tions of two different fields having the same mass and electric charge but satisfying different
boundary conditions. This is possible at the price of accepting tiny violations of unitarity
that are exponentially suppressed in the volume (similar effects are induced in any case by
the electro-quenched approximation). By setting the boundary conditions as illustrated in
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Figure 4.6.2: Examples of plateaux fits for the ratios Ra(t,T/2) (left) and Ry (t,7/2) (right) in the
case of the gauge ensemble D20.48 (M, = 255(7) MeV, My = 535(14) MeV, Mp = 1933 (50) MeV, and
Mp, = 2023 (52) MeV).

the figure, we have thus been able to choose arbitrary values for the meson and photon spa-
tial momenta, p' = 27” (50 — é;) and k = 27“ (50 — 9:) by tuning the real three-vectors %J,s,
where the subscript ¢ = 0,%, s in the definition refers to the quark line emerging from the
source in the origin, 0; the quark annihilating in the sink given by the hadronic weak current
at time ¢t and the spectator quark respectively. The numerical results have been obtained by
choosing all the non-zero components of the spatial momenta to be along the z-direction,
ie. 7= (0,0,]p]) and k = (0,0, E.). With this particular choice a convenient basis for the
polarization vectors of the photon is the one in which the two physical polarization vectors
are given by ¢/, = <0, :F\/Li, !

7 O). In this basis we have €,-p = ¢,-k = 0 and consequently

i 6?; mp 2fp
(k. p) o | Fatey + 2]
Y
. i(Eyén/\ﬁ—Ea/\lgy
HI (k,p) = Fy(z,) . (4.76)

mp

For t > 0 we get the following numerical estimators for the form-factors
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Figure 4.6.3: The extracted value of R4(z.), Eq. (3.5), as a function of z., for the K meson (left) and for
the D meson (right) in the case of the gauge ensemble D20.48. The (red) squares represent the point-like
contribution given by 2fp/(mpz.).
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_mp Ry (t; 7. k)
r=12j=121 (EWE; ANp—FE€ N E)

At finite 7', by using the formulae above which are valid for ¢ > 0, we fit the ratios R4 v (¢)
by searching a plateau in the region 0 < t < T'//2 . We also exploit time-reversal symmetries
to include the plateaus of R4y (t) obtained at t > T/2. The values of the meson energies
and of the matrix element (P(p)|P|0) needed to build these estimators are obtained from
standard effective-mass/residue analyses of pseudoscalar-pseudoscalar two-point functions.
The pseudoscalar-axial two-point function is used to extract the decay constants fp in order
to separate F)4 from the point-like contribution 2fp/(mpx.).

4.6.2 NUMERICAL RESULTS

All the results presented in this section are preliminary. We have used the gauge configu-
rations given in Sec. 2] produced with 2 4+ 1 + 1 twisted mass fermions at three different
values of the lattice spacing, a[fm] = 0.0085(36), 0.00815(30),0.0619(18), with meson masses
in the range 250-2110 MeV. In total we have included 125 different combinations of mo-
menta obtained by assigning to each of the 6;—y; s five different values; making the same
assignements for all choices of the quark masses. All the plots below correspond to the
case of m, K and D4 mesons at unphysical values of the MS renormalized light-quark mass,
mua(2 GeV) = {11.7, 17.5} MeV, and have been obtained from a simulation at a = 0.0619 fm
(ensembles D20.48 and D30.48, respectively). The reference meson masses are collected in
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Figure 4.6.4: The extracted value of the pion form factors Fa(z.,) (left) and Fy (z.) (right) as a function of
2~ in the case of the gauge ensemble D30.48 (M, = 312 (8) MeV, My = 550 (14) MeV, Mp = 1937 (49) MeV,
and Mp_ = 2025 (52) MeV). The blue dashed lines correspond to the ChPT predictions obtained by using
the formulae discussed in the text.
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Figure 4.6.5: The extracted value of the kaon form factors F(z,) (left) and Fy (x.) (right) as a function
of x, in the case of the gauge ensemble D20.48. The (red) lines correspond to the ChPT predictions.

Table V] Similar plots can be shown for other values of the simulated parameters. In
Fig. we show examples of plateaux for the ratios R4y (t) for the K and D mesons.
This figure is representative of the signal quality, also for other values of masses and mo-
menta. In Fig. we show the extracted value of Ra(z,), Eq. ([£.77), for the K meson
and for the Dy meson. In both cases the point-like contribution, corresponding to the term
2fp/(Mpx,) dominates the form factor. From the measured decay constant and mass, we
can subtract the point-like term and extract Fa(z,). In the left-hand plots of Figs. [4.6.4]
and we show Fy4(z,) as a function of x, for the 7 and K mesons and compare it to
the lowest non-trivial order in ChPT, given by Fy4(z,) = const. = 8Mp(L§ + LY,)/ fp, with
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Figure 4.6.6: The extracted value of the D meson form factors F4(z,) (left) and Fy (x,) (right) as a
function of z, in the case of the gauge ensemble D30.48.
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Figure 4.6.7: The extracted value of the D, meson form factors Fu(z) (left) and Fy(z,) (right) as a
function of z in the case of the gauge ensemble D30.48.

L§+ Li, ~ 0.0017 [118]. On the right hand plots of Figs. 4.6.4| and 4.6.5| we can compare the
directly computed values of Fy, to their ChPT predictions, Fy () = const. = Mp/(47%fp).
Finally, in Figs. 4.6.6| and 4.6.7| we show preliminary results for F4(z,) and Fy (z,) in the
case of the D and D, mesons. In that first exploratory study we covered the full physical
range of =, in the pion and kaon cases (indeed we even have data for unphysical values
corresponding to x, > 1) and for 0 < z, < 0.4, corresponding to £, < 400 MeV, for the Dj
meson. We are currently improving our lattice data and, after a detailed analysis of all the
systematics, we shall provide first-principles phenomenologically relevant results for the form
factors in the full kinematical range for both light and heavy mesons. The form factors for
heavy mesons will represent in this respect a totally unexplored field of investigation while,
in the case of light mesons, our first-principle results will make it possible to avoid ChPT in
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phenomenological analyses.
In conclusion we have shown that, with moderate statistics, it is possible to extract with

good precision the form factors relevant for P — ¢,y decays for both light and heavy mesons
and that it is possible to study their momentum dependence.
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In this work we calculated the isospin breaking corrections to pion, kaon and charmed-meson
masses. We performed LQCD numerical simulations with Ny = 24141 sea quarks at three
values of the lattice spacing, using gauge configurations produced by the ETM Collaboration
and computed pseudoscalar meson two-point correlation functions to determine physical
quantities in the continuum and infinite volume limits and at the physical values of quark
masses. The RM123 method [9] here adopted is based on a perturbative expansion in
(Mg —my)/Aqep and Qe in order to evaluate isospin breaking corrections by starting from
simulations in the isospin-symmetric QCD theory.

The main sources of systematic uncertainties in our calculation are the one associated
with the chiral extrapolations, required because our up and down quark masses are heavier
than the physical ones, and the one related to the neglect of quark-disconnected diagrams and
to the use of the electro-quenched approximation. Another important source of systematics
errors comes from finite volume effects, which are only power suppressed because QED is a
long-ranged interaction.

One of our main result is the pion mass splitting, that receives at the leading order only
the QED contribution. Considering that the fine structure constant does not renormalize
at this order, this splitting is a very clean observable. However, it receives a disconnected
contribution coming from the neutral pion that is numerically very expensive to evaluate
and presumably very small (being of O(emmuq)) and that we neglected in the calculation.
We found

M+ — Mo =4.21 (26) MeV [4.5936 (5) MeV]ey -

Kaon and charmed-meson masses receive both electromagnetic and strong isospin break-
ing contributions. In order to separate the IB effects into such components we implemented
the Gasser-Rusetsky-Scimemi (GRS) prescription, in which the renormalized couplings and
quark masses in the full QCD+QED theory and in isosymmetric QCD coincide in the MS
scheme at a scale of 2 GeV [46]. This allows to determine the QED contributions to the
pseudoscalar meson masses and the associated values of the Dashen’s theorem breaking pa-
rameters €0, €, and exo. In this case we used the electro-qenched approximation which
consists in neglecting the charges of the sea quarks. Our result for Mg+ — Mgo is

(Mt — Myo)®"P (MS,2 GeV) = 2.07 (15) MeV ,
[Myc+ — Mo)'? (MS,2 GeV) = —6.00 (15) MeV
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from which we also obtained
(Mg — My )(MS,2 GeV) = 2.38 (18) MeV .
Analogously, for the charmed-meson we found
[Mp+ — Mpo]®FP (MS,2 GeV) = 242 (51) MeV |
(

[Mp+ — Mpo]*'? (MS,2 GeV) = 3.06 (27) MeV ,

Mp+ — Mpo = 547 (53) MeV [4.75 (8) MeV]ey, ,
SMp: = 2.3 (4) MeV .

The uncertainties of the above results contain also an estimation of the error due to the
electro-quenched approximation.

Besides the hadronic spectrum, we performed for the first time the ab initio calculation
of the leading electromagnetic and strong isospin breaking corrections to the 7+ — p*v,(7)
and KT — pu*v,(y) leptonic decay rates by implementing the method proposed in [10]
and described in Chapter [3] For these quantities the presence of infrared divergences in
intermediate stages of the calculation makes the procedure much more complicated than
is the case for the hadronic spectrum. In order to compute the physical widths, diagrams
with virtual photons must be combined with those corresponding to the emission of real
photons. After extrapolation of the data to the physical pion mass, and to the continuum
and infinite-volume limits, the isospin-breaking corrections to the m,, and Ko decay rates
were found to be [13]:

(1+ 5Rphys) (7rjE ty )
(1.0153 £ 0.0019) TO (7% — pFv,),
D(K* = p*nh]) = (1+RE)TO@* — phu,)

= (1.0024 +0.0010) TO(K* — pFv,),

I(r* = p*v.y]) =

where T'©) is the leptonic decay rate at tree level in the GRS scheme. These results can
be compared with the ChPT predictions dRP™S = 0.0176(21) and SRE™ = 0.0064(24)
obtained in Ref. [22] and adopted by the PDG [3],[104]. The difference is within one standard
deviation for §RP™S while it is larger for 5R‘;<hys. We also underline that our result |V, =
0.22538(46) in Eq. ([1.68)), together with the value of V4 determined in Ref. [I5] and |V,
from the PDG [3], implies that the unitarity of the first row of the CKM matrix is satisfied
at the per-mille level (see Eq. (4.69)).

The work presented in this thesis has allowed to determine some isospin breaking effects
with unprecedented precision. Still further important improvements and developments are
possible:

e In our calculation contributions from disconnected diagrams and from the ones present
in unquenched QED have been neglected (the latter because we used the electro-
quenched approximation). The only way to quantify precisely the associated system-
atic error is to actually compute them. We note, however, that, within the quoted
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uncertainties, our results are compatible with the experimental ones (when present)
and with previous lattice determinations. It is currently underway a theoretical study
that discusses how twisted mass lattice QCD can be conveniently combined with the
RM123 approach beyond the quenched-QED approximation [I19]; numerical simula-
tions are in progress.

Another source of systematic uncertainty is associated to the chiral extrapolation. Only
recently, thanks to the increased computational power, the first lattice computations
at physical light quark mass have been presented. An important improvement of the
present work would consist in performing the same calculation with simulations at the
physical point. In this respect new ETMC gauge ensembles at the physical pion mass
will soon become available.

Till now the experimental data on the decay P — f1y(7y) are inclusive, i.e. all photon
energies are included. In the case of pion and kaon decays the maximum value of
the photon energy is AE ~ 29 MeV and 235 MeV, respectively. This means that in
principle structure dependent (SD) contributions to the real photon emission might be
relevant, especially for kaon decays. Present estimates based on chiral perturbation
theory (ChPT) up to order O(p*) [90, 103] indicate, however, a negligible contribution
of the SD terms for the inclusive pion and kaon decays into muons studied in the present
work. In the case of heavy meson decays the maximum photon energy is much larger
than the QCD scale, Aqcp ~ 300 MeV. In this case real photons can be emitted with
a momentum much larger than ~ 300 MeV, so that they can probe distances definitely
lower than =~ 0.5 fm, becoming in this way very sensitive to the internal electromagnetic
structure of the decaying meson. Thus, a non-perturbative determination of the real
emission amplitudes is essential for the decays of heavy mesons and it is certainly very
important also for light and strange mesons in order to check the possible relevance
of higher-order ChPT contributions. In Sec. we presented a preliminary lattice
calculation of the form factors entering the radiative decay rate P — (1,7 in the case
of pions, kaons, D and D, mesons. We are currently improving our lattice data and,
in the near future, we will be able to compare precise theoretical predictions with
experimental measurements for both light and heavy mesons.

In the heavy flavor sector ChPT is not applicable and the method presented in this the-
sis could be applied to provide model independent theoretical estimates (not available
so far in the literature) of the radiative QED corrections to these hadronic decays. We
stress that in the limit of large heavy quark masses an enhancement of the radiative
corrections may be expected due to the presence of nearby resonances [97]. Thus, a
direct lattice computation of the leptonic decay rate of mesons with charm and beauty
is important both in itself and for our understanding of the QCD dynamics.

For the present study of the pion and kaon leptonic decay rates the choice of using the
quantity F, defined in Eq. (4.11)) to calibrate our simulations prevented us from being
able to predict the value of |V,4|. The physical value FP"* can be indeed obtained by
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taking the experimental pion decay rate and the result for |V,4| determined accurately
from super-allowed ([-decay (see discussion in Sec. .. Since we are currently pro-
ducing the 2 baryon correlators, we will soon be able to alternatively use Mg to set
the lattice scale. In this way, by repeating the calculation described in Chapter [4] we
could use the result for §RP™S to determine the CKM matrix element |V,4|. This is
one of the reasons supporting the use of hadronic schemes, as extensively proposed in
Sec. [I10] with hadron masses as experimental inputs for future lattice calculations.

In Chapter [4] we have discussed in detail a specific case, namely the first lattice calcu-
lation of the O(a,) corrections to the pion and kaon decays into muons. The adopted
strategy can however, be extended to many other processes, for example to the case
of final electrons and to the hadronic tau decays 7 — nv,, Kv,. Those investigations
could provide powerful tests of CKM unitarity and of lepton flavor universality of
electroweak interactions.

In Sec. Bl we discussed the theoretical framework required for the computation of
radiative corrections to semileptonic decay rates in lattice simulations, and in particular
to those for K3 decays. This is an extension of the framework we have developed and
successfully implemented for leptonic decays. New issues which arise for semileptonic
decays, include the presence of unphysical terms which grow exponentially with the
time separation between the insertion of the weak Hamiltonian and the sink for the
final-state meson-lepton pair. Such terms must be identified and subtracted. The
method needs to be implemented and tested numerically and could lead to improved
precision in the determination of the corresponding CKM matrix elements and other
tests of the Standard Model.
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MATCHING IN THE TWISTED MASS
REGULARIZATION

In the main text we have described the renormalization of the relevant operators in the
physical basis. This discussion is valid for a generic Wilson-like fermion regularization. In this
appendix we address instead some important aspects peculiar to the twisted mass fermions
used in our numerical calculation. We derive, in particular, the relations between RCs in the
so-called physical and twisted basis, for the bilinear and four-fermion operators considered
in this work.

The relevant observation is that the lattice action for twisted mass fermions at maximal
twist in the twisted basis only differs from the standard Wilson fermion lattice action for
the twisted rotation of the fermion mass term. The two actions become identical in the
chiral limit. It then follows that, in any mass-independent renormalization scheme, the RCs
for twisted mass operators in the twisted basis are the same as those of the corresponding
operators with standard Wilson fermions. It is customary to denote these RCs, for a generic
operator O, as Zp. They are valid for both standard Wilson and twisted mass operators
in the twisted basis and differ, in general, from the RCs for twisted mass operators in the
physical basis, that we denote here as Zg) ),

At maximal twist the rotation from the twisted to the physical basis for both quark and
lepton fields is given by

1 , 1 .
Qtwisted = E (1 + Wsrq) q, Ciwisted = E (1 + 2’757’4) 0, (4~78)

where ¢ and ¢ are the quark and lepton fields in the physical basis and r, and r, are the
corresponding r-parameters. In our simulations we use opposite values of the r-parameter for
the two valence quarks, ro = —ry (r; = £1). The quark and lepton bilinears then transform
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as

DT E£%) 0] visiea = T [Gvu (I £75)a]
[@2(1 + 75)@1]twisted = [52(1 + 75)Q1] )
[620-;111(1 + 75)Q1]twisted - [C_IQO-/UJ<1 =+ 75)(]1]

Pt =95 iwistea = 5 (L= r0) [P(1 = 75)4] (4.79)

[5(1 + 75)£]twisted = (1 + iTg) [5(1 + 75)&

[\ [\ [\)

701 (1 + 75)l yistea = 7 (L +ire) o (1 +75)0]

From Egs. (4.79) one readily derives the relations between the quark vector and axial
vector current in the two basis,

(Vi) twisted = [%%m]twiswd =ir1 (@Y 0] =ir Ay,
(Au)twisted = [62'7u75q1]twisted =1ir [62'7;1(]1] =ir 'V, (4-80)

which, in turn, determine the relation between the RCs in the two basis

~

‘7u = Z\(/O) Vu = —1 (&1 ( u)twisted = —1 (&1 ZA (A,u)twisted = ZA Vu y
Ay =20 Ay = —irs (V)wisted = —i71 Zv (Vi )owisted = Zv Ay | (4.81)

where O denotes the generic renormalized operator. One then sees from Eq. that the
RC Z‘(B ) of the vector current in the physical basis, with r; = —rg, is simply the RC of the
axial current in the twisted basis, which in turn is just Z4 computed with Wilson fermions
in the chiral limit. Analogously, fo) in the physical basis, with r; = —ry, corresponds to
Zy computed with Wilson fermions in the chiral limit.

From the transformations one can also derive the relations between the four-
fermion operators O; — O5 of Eq. in the physical and twisted basis

(Ol)twisted = _E T (1 - ”“z) O, , 0O, = +E T1 (1 + ZTe) (Ol)twisted ,
(0s)iwisted = +\% r1 (1 —irg) Oy O, = —% r1 (1 +i7¢) (O)iwisted »

1 1
(03)twisted - % (1 + i’f’g) 03 5 03 - E (]— - Z.TE) (OS)tWisted s (482)
(04)twisted - % (1 + 7:7“6) 04 5 04 - % (1 - iT’g) (04)twisted )
(Os)uwisted = % (1+irg) Os | 05 = % (1 i) (O3 -
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We can then obtain the relation between the renormalization matrix in the physical basis,
7 and the corresponding matrix Z for standard Wilson fermions. In particular, for the
weak operator O; one finds

~ 1 ~ )
O, = Z Z{Q) O; = —=11 (14 ire) (O1)twisted = —= 11 (1 +iry) Z Z1j (O;)twisted =
j=1,...,5 ! \/5 \/5 J=1,..5
7 1 1
= —r(1+3 —— (1 —1 Z1101 —Z1209) + — (141 Z1;0: 1 =
\/§T1( W’Z) \/57”1( ZW)( 11 U1 12 2) \/5( 27”2)]‘32’475 15 Y
= 7101 =210, —T Z Z1; 0j (4.83)

§=3.4,5
with 7 = ryr,. Therefore
720 =z, 29 =-2,, 20V =—2, 279=—r2, 2Z0V=—rF2z; (484)

Eq. shows in particular that the mixing coefficients Z314 15 for the operators Os 45
are proportional to 7 = ryry. Thus, we can eliminate the mixing with these operators by
simply averaging the numerical results over the two possible values 7 = £1.

In order to illustrate the above point, we mention the results of Ref. [10] obtained in per-
turbation theory at order O(a?), for the coefficients & ZleED = Zf?) /(Qem/4m). The evaluation
of the matrix o Zg ED \which relates the operators O; —Os in the lattice and W regularizations
requires the computation of the Feynman diagrams shown in Fig. [4.6.8in the two regulariza-
tion schemes. All the external momenta are chosen to be equal to p and all external particles

U Vy

e @Iy

d (a) A

Figure 4.6.8: One-loop Feynman diagrams computed for the renormalization of the four-
fermion operators Oxy = (dT'x u) (7, Ty ) =T'x @ T'y.

are taken to be massless. In Ref. [10] the main ingredients for the calculation in the lattice
regularization are deduced from the results of the corresponding QCD calculation performed
in [120]. The expression for the lattice wave function renormalization can be obtained from
121].

| \]?Ve now present results for twisted mass fermions and “naive” QED gauge action, for
which the tree-level lattice photon propagator in the Feynman gauge is given in Eq. . In
infinite volume the sum over momenta in Eq. is replaced by the corresponding integral.
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The O(ae,) matching matrix 5Zf]2-ED including the lepton wave function renormalization is
explicitly given in the physical basis by:

2Lw — 155389  —0.5357 —1.60727 3.21437 0.80367
—0.5357 Ly — 14.850 —3.21437 1.60727 —0.40187
§7QED _ —0.4018 7~ —0.8036 7 —3Lyw — 13.7017 —1.0715 0 7
0.8036 7£ 0.4018 7£ —1.0715 —2Lw —13.7017 {5 Lw —0.0574
9.6430 - —4.8215 7¢ 0 4Lw —2.7559 20 Ly, — 15.6920

(4.85)

where Ly, = log(a>?M3,).
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