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ABSTRACT

In the search for new physics beyond the Standard Model (SM) of particle physics,
one promising set of probes are rare decays, due to the possibility of large
contributions from new physics relative to their SM prediction. Two examples of
such processes are the long distance dominated flavour-changing neutral current
decays KT — 7t(t(~ and Xt — plt{~, referred to as the rare kaon and rare
hyperon decays respectively. These processes contain the transition of a strange
quark into a down quark which can only occur at loop level within the SM, however
tree level contributions could exist from physics beyond the SM. Currently, the only
known method for making ab initio calculations of low energy hadronic quantities
such as these, is through the use of Lattice Quantum Chromodynamics (LQCD)
where correlation functions are computed numerically via Monte Carlo methods on

a discrete, finite and Euclidean space-time lattice.

Work from this PhD has contributed to a calculation of the rare kaon decay at
physical pion mass. We then investigate an alternative method utilising directly
integrated correlation functions in an attempt to reduce the large computational

cost of this and similar calculations.

In addition, we present work extending the existing theoretical framework for
computing the rare kaon decay using LQCD to the rare hyperon decay, including the
handling of exponentially growing intermediate states and the correction of power-
like finite volume effects. We also present the current status of the first exploratory
calculation of the form factors of this decay with unphysically heavy pions and 2+ 1

flavours of domain wall fermions.

In order to perform this work, multiple developments have been made to the Grid
and Hadrons C++ libraries, which are open-source tools for performing large scale
lattice field theory calculations on both CPU and GPU based machines.



LAY SUMMARY

The Standard Model (SM) of Particle Physics is the theory that currently best
describes the universe at a subatomic level. It is known, however, to not be
a complete description of the universe as it fails to include the gravitational
interaction, as well as not being able to explain the domination of matter over
antimatter that is observed in the universe. In almost all direct measurements
of subatomic interactions, the results have been statistically consistent with the
theoretical predictions of the SM, and the few that are not in good agreement have
not yet reached a confidence level necessary to be classified as evidence for New
Physics (NP) beyond the SM. One of the key goals of the particle physics community
is to improve both the experimental observations and theoretical predictions in order

to achieve this threshold for a discovery of NP.

One such type of observation is how often certain particles decay into collections
of other particles. ~Amongst others, some promising processes to investigate
are the so-called rare kaon and rare hyperon decays, K+ — «t/*/{~ and
YT — plt0~ respectively. These decays have been observed by several particle
physics experiments, and measurements are currently being improved by the NA64

and LHCDb experiments located at the CERN particle accelerator facility.

In addition to improvements in the experimental measurements, the theoretical
predictions must also be improved if any NP is to be discovered in these decays.
Currently, these predictions are only calculable using pen-and-paper techniques
with certain approximations made. However, these approximations leads to large

uncertainties in the predictions, that limit our ability to identify any NP.

In the past several decades, huge advances in computing power have been
made which allow for an alternative method known as Lattice Quantum Field
Theory (LQFT) in which calculations are performed numerically on large-scale
supercomputers. In this thesis, we describe the how calculations of these rare
processes can be performed using LQFT, and present the latest developments

towards making improved SM predictions of these decays.

i



DECLARATION

I declare that this thesis was composed by myself, that the work contained herein
is my own except where explicitly stated otherwise in the text, and that this work
has not been submitted for any other degree or professional qualification except as
specified.

Parts of this work have been published in [1] and [2].

(Raoul Hodgson, June 2023)

1l



ACKNOWLEDGEMENTS

First I must express my deepest gratitude to my supervisors Antonin Portelli and
Vera Giilpers for all their guidance throughout the PhD, and for providing me
the freedom to explore my research interests. Without you none of this would
be possible.

In addition, I would like to thank the whole lattice group here in Edinburgh for
their assistance and contributions, especially to Felix Erben who put in much of the
technical groundwork for the project.

A special thanks should go to Alessandro Lupo and Nelson Lachini for the invaluable
discussions we’ve had throughout the PhD. Without these conversations I wouldn’t
be half the scientist I am today.

Of course, many thanks to all the members of office 4301 over the years for providing
an excellent environment, and more importantly their friendship. I should especially
thank William Lindved for his wonderfully distracting thoughts during the thesis
writing process, without which I would have submitted significantly earlier.

Finally, I must thanks all of my family and friends, without whom I would not be
where I am today.

iv



CONTENTS

Abstract

Lay Summary

Declaration

Acknowledgements

Contents

Introduction

1 The Standard Model and the search for new physics

2

1.1

1.2

Quantum Chromodynamics ..........oooviiiiiiii e

Electroweak phySics ........ooiiiiiiii

Lattice QCD

2.1

2.2

2.3

24

Discretisation of QCD ... ..o
Fermion doubling and chiral fermions .....................ccoiiii.
Baryons on the Lattice...........ooo

Simulating Lattice QCD ...

11

iii

v

11

16



3 The rare kaon decay K™ — nt(t(~
3.1 Theoretical Background....................c.o

3.2 Physical Point Calculation .......................coo.

4 The summed method in lattice simulations
4.1 3-point functions............ooooiiiiiiiiiiii

4.2  4-point functions and the rare kaon decay..............

5 Prospects for the rare hyperon decay X" — plt(~
5.1 Phenomenological background.............................

5.2  Extracting the amplitude from Fuclidean correlators

5.3 Finite-volume effectS.......oovuveme i

6 Exploratory calculation of the rare hyperon decay

6.1 Measurement Setup ...........cooviiiiiiiiiiiii
6.2 Numerical Results ...,
0.3 DISCUSSION ..ot

7 Conclusions and Outlook

A Wick Contractions

B Form factors

C Rare hyperon form factor traces

D Spin 3/2

Bibliography

vi

118

120

130

142

144

147

150

153

155

157



INTRODUCTION

The rare kaon and rare hyperon decays, K™ — 77 ¢T¢~ and ¥ — plt{~ respectively
with ¢ = e, u, are Flavor Changing Neutral Current (FCNC) processes in which a
strange quark transitions into a down quark. These processes are highly suppressed
within the Standard Model (SM) since it does not include any interactions that allow
FCNCs at tree-level, and therefore they can only occur at loop level. The rarity of
these decays makes them, amongst other processes, ideal probes in the search for
New Physics (NP) beyond the SM.

With recent improvements to the branching fraction measurements of these decays
by the NA64 and LHCb experiments, and further improvements expected to come
in the future, the large uncertainties from existing theoretical predictions are the
limiting factor in the search for NP in these decays. With Lattice Quantum
Chromodynamics (LQCD) being the only known systematically improvable ab initio
method for calculating low energy hadronic processes, it is the the ideal tool for
making predictions of these processes. In this thesis, we present direct computations
of both the rare kaon and rare hyperon decays using LQCD, and investigate potential

methodological improvements for these calculations.

The structure of this thesis is as follows. Chapters 1 and 2 provide a description of
the broader framework, and specific methods utilised throughout this work. A brief
overview of the SM is given in chapter 1, separated into Quantum Chromodynamics
(QCD) (section 1.1) and Electroweak sector (section 1.2). Chapter 2 then describes
the method of LQCD which allows for non-perturbative calculations of QCD

processes to be computed numerically.

Chapter 3, discusses the experimental and theoretical status of the rare kaon decay,
K* — nt¢*{~, and describes the existing framework for calculating this decay on
the lattice. The first calculation of this decay on the lattice directly at physical

pion mass is then presented, and the challenges involved in future improvements are



identified.

In chapter 4, the use of directly integrated correlation functions is discussed, in which
the time coordinate of an operator is integrated /summed over all time via sequential
inversions of the Dirac operator. This can be used to reduce the measurement costs
of many calculations, and so far has only be used in the context of degenerate initial
and final states. We discuss the applicability of this method to systems where this
degeneracy is broken. In addition, we show how this method can be applied to the
rare kaon decay, although in a restrictive kinematic setup, and a numerical study is

performed to demonstrate the validity and cost reduction of this method.

The theoretical framework for extracting the rare kaon decay on the lattice is
then extended in chapter 5 to allow for calculations of the baryonic equivalent,
rare hyperon decay ©* — pl*¢~. While there are many similarities between
these decays, the extra spin degrees of freedom of the baryons, as well as the
qualitatively different spectrum of baryonic states, introduce modifications to the
methods that are described in detail. These modifications include the handling
of residual intermediate state time dependence, extending the so-called “scalar-
shift” method to baryonic systems, and the removal of the power-like finite-volume

corrections from on-shell intermediate states.

Chapter 6 presents the first exploratory calculation of the rare hyperon decay on
the lattice using the framework from chapter 5. This calculation is performed at
unphysically heavy pion mass to act as a proof of concept calculation where the
practicality of the methods can be evaluated. In addition, we identify challenges
that must be addressed before this calculation can be performed at the physical

point.

Finally, chapter 7 concludes this thesis with a summary of the work presented, as

well as the outlook for further research on these topics.



CHAPTER

ONE

THE STANDARD MODEL AND THE SEARCH FOR
NEW PHYSICS

The SM of particle physics is currently the best model for describing the subatomic
world. Using the framework of Quantum Field Theory (QFT), it combines the
strong and weak nuclear forces, and electromagnetism into a single theory. While
there is an overwhelming abundance of experimental verifications of the SM, it is not
a complete theory of everything, as it does not include (and is incompatible with)
the theory of General Relativity (GR) which describes the universe at astronomical

scales.

Aside from the inconsistency between the SM and GR, the SM also fails to
explain the observed matter-antimatter asymmetry of the universe, and provides
no candidates for dark matter which accounts for a large portion of the content of
the universe. In addition, there are several experimental observations that are in
tension with predictions of the SM. These are anomalies that are statistically unlikely
to be random chance, but nonetheless have not yet achieved the community decided
threshold to be classed as a discovery of NP beyond the SM.

For these reasons, a key goal of the particle physics community at the present time
is to find, and confirm, these anomalies as they provide the smoking gun that can
lead us to a new theory beyond the SM. In order to confirm the existence of an
anomaly, both an experimental observation and a SM prediction must be made, and

a discrepancy between the two must pass some statistically significant threshold.



As a result of the amazing predictive power of the SM, any NP must necessarily
have very subtle effects on any observation. For this reason, there are two major

approaches to searches for Beyond the Standard Model (BSM) physics:

e Searches for small deviations in high frequency processes, using high precision

measurements.

e Searches for large relative deviations in rare/forbidden processes.

The former utilises ever improving statistical precision to find tiny deviations from
the SM predictions, for example in the muon magnetic moment (¢ — 2),, and
Cabibbo-Kobayashi-Maskawa (CKM) matrix unitarity tests. The latter looks for
signals that are rare or forbidden within the SM, where deviations resulting from
NP can have a large relative influence that can be observed with significantly less
precision. In this thesis, we focus on making SM predictions of rare decays for use

in this latter approach.

The SM is a quantum theory based on the gauge group

where the subscript ¢ indicates the color group that describes the strong nuclear
force, L and Y indicate the left-handed and hypercharge sectors that describe the
electroweak interactions. We shall discuss these two separately in the following

sections.

1.1 Quantum Chromodynamics

QCD is the theory of the strong nuclear force which describes the spectrum and
interactions of the hadronic particles. These hadrons can be separated into the
mesons (m, K, ¢, p, ...) and the baryons (p, X, A, €2, ...), which are all described by
the SU(3), part of the SM gauge group.

The fundamental quantum fields of this theory are the N; flavours of quarks, gy,

and gluons G, ,, with a Lagrangian given by

Ny

1 a,uuv —~ N ’
L= —@GaWG Ll Z qr (iy, D" —my) gy, (1.2)
F=1



where D, = 0, —1G,,T* T* are the generators of the SU(3) group, g is the (bare)
QCD coupling, my is the (bare) mass of the quark flavour f, and the gluonic field

strength tensor is given by
Guw=1D,,D)=0,G,—0,G,—iG, G, =GquT". (1.3)

This Lagrangian is constructed such that it is invariant under local SU(3).

transformations where the fields transform as

q(z) = Q(z)q(z), (1.4)
q(x) = q(z)Q"(z), (1.5)
G, — G, —iQ(1)9,0(z), (1.6)

where Q(z) € SU(3). The Feynman vertices that arise from this Lagrangian are
shown in fig. 1.1, where the first indicates the interaction of the quarks and gluons,
and the remaining two diagrams are 3 and 4 gluon interactions that arise as a result

of the non-abelian nature of the SU(3) group.

Figure 1.1 Quark and gluon interaction vertices for continuum QCD.

As with all quantum field theories, the parameters of the theory must undergo a
renormalisation procedure which results in the running of the QCD coupling g and
masses my¢. Most importantly for this discussion, the coupling, g, becomes a function
of the renormalisation scale u, and its behaviour is governed by the renormalisation

group equation

p—> = B(g), (1.7)

where (g) is the beta-function. In perturbation theory, this beta-function at one



loop is given by

Blg) = — (1 - %) (497:))2 , (1.8)

and defining a quantity analogous to the fine structure constant (qey, = %), the

solution to the renormalisation group equation gives

_ 92(N) _ (o)
as(p) == == | el (11 - %> m(ﬂ) : (1.9)

3 )

where 1 is some reference scale at which a, can be measured. Figure 1.2 shows the
running of the QCD coupling extracted from various experimental measurements,

which shows a very good agreement with the theoretical scaling.

0.35 T T T y
I T decay (N°LO) o ]
low Q2 cont. (N’LO) e |
03 L HERA jets (NNLO) i ]
“t Heavy Quarkonia (NNLO)
ete jets/shapes (NNLO+res) H*— ]
\ pp/pp (jets NLO) =
0.25 I EW precision fit (N>LO) Fe— ]
pp (top, NNLO) v 4
&
2 02 ]
7
0.15
0.1 F
F == ay(Mz%) = 0.1179 £ 0.0009
0.05- el il il
1 10 100 1000
August 2021 Q [GeV]

Figure 1.2 Running of the QCD coupling. Figure reproduced from ref. [3].

Within the SM, there are at most 6 flavours of quarks active in QCD (u, d, s, ¢, b, t),
and therefore the factor 11 — % will always be positive, causing ay; — 0 as the
scale increases, known as asymptotic freedom where the quarks and gluons behave
as free particles. Conversely, o, increases as the scale decrease, resulting in the
breakdown of the perturbative expansion below a certain scale known as the QCD
scale Aqcp ~ 200 — 300 MeV in the MS renormalisation scheme at 2GeV. This
makes non-perturbative methods such as LQCD crucial for calculations of hadronic

quantities at low energies.



1.1.1 Chiral symmetry and its breaking

Chiral symmetry, and specifically its breaking, is hugely important for the phe-
nomenology of low energy hadronic physics, and will cause issues when attempting

to put fermions on the lattice in section 2.2.

In the continuum, the fermionic component of the Lagrangian for N; massless

fermions has the form
Ny
Lp=)Y tpiDiy, (1.10)
f=1

where D = v#D,,. In the absence of a mass term, this Lagrangian separates into

two terms corresponding to two non-directly interacting Weyl fermions

Lp=)Y _ (bfiDf +fiD ) (1.11)
f

where ¢t = PRly and PRE = %(1 + 75) are the right- and left-handed chiral
projectors. It is clear that this Lagrangian is invariant under a global chiral

transformation defined by the group
U(Ng)r x UNf)g (1.12)

where the fields transform as 5% — URRQBE with UL € U(Ny)gy in the

fundamental representation acting on the flavour space.

Explicit Symmetry Breaking

The simplest mechanism for breaking this chiral symmetry is to add a term to the
Lagrangian that breaks it explicitly. Introducing a mass term in which all flavours

have the same mass m, the fermionic Lagrangian has the form
Lr =) by (iD —m) iy (1.13)
f
=3 (WFiD ¢} + ¢FiD Y] — mypf — mofer) (1.14)
f

which couples the different chiralities and breaks the symmetry. The Lagrangian
is, however, still invariant to the vector subgroup U(1)y x SU(Ny)y where the
left and right chiral fields transform in the same way, ¥»% — Vy¢bE for



V e U(l)y x SU(Ny)y. The symmetries that are broken by the mass term are
the axial symmetries, where the two chiralities transform opposite to one another,
Y, — Ay and Y — A MR for A € U(1)4 x SU(Ny)a. The elements of these two

groups can be written as
V = ¢lovie and A = eaTars (1.15)

where af, and a9 parametrise the transformations with generators 7, and 7,7

respectively.

With just the vector flavour symmetry remaining after the addition of the universal
mass term, this can be further broken by the introduction of a different mass for

each flavour, as is realised in nature, giving the Lagrangian
Lp=Y ¢ (iD—my) ¢y, (1.16)
!

which now has only Ny independent U(1) symmetries corresponding to rephasing
cach flavour independently. By Noether’s theorem, this gives a set of N; conserved
charges that are the flavour quantum number of type f. As a result baryon number
is also conserved, which corresponds to the charge of the subgroup in which all the

fields are rephased in the same way.

In the SM, there are 6 flavours of quarks all with different masses. However, at
energies below Aqgcp, only the lightest 3 of these remain active. So we shall only

consider Ny = 3 in the discussion of chiral symmetry breaking in QCD.

Spontaneous Symmetry Breaking

Spontaneous symmetry breaking is a process where the equations of motion
governing a system posses a symmetry, however, the ground state of that system
is not symmetric. In the case of QFT, this corresponds to the Lagrangian having
a symmetry transformation that the vacuum is not invariant under. This non-
symmetric vacuum can be transformed into another equally valid, but distinct,
vacuum. The Nambu-Goldstone theorem [4], says that for every generator that

is broken spontaneously, there is an associated massless Goldstone boson.

It was shown in ref. [5] that, given some reasonable assumptions, a theory such as
QCD with no #-term cannot spontaneously break the vector symmetry U(Ny)y,

otherwise it would be possible to construct massless particles from arbitrarily



massive quarks.

The axial symmetry, however, is not protected from breaking spontaneously. If
the U(Ny)4 symmetry were respected by the vacuum, it can be shown that all
particles would have a degenerate opposite parity partner, known as parity doubling.
Table 1.1 shows the masses of the lowest positive and negative parity hadrons
observed. It can be clearly seen that no parity doubling is observed, suggesting

the axial symmetry must be broken.

JP  Particle Mass [MeV] || J& Particle Mass [MeV]
70(500) 500 . 140

0t f,(980) 930 - 550
a0(980) 980 o 960

o N 940 T N(1535) 1535

2 N(1440) 1440 2 N(1650) 1650

Table 1.1 List of the lightest experimentally measured particles in the positive
and negative parity sectors for the unflavoured (pseudo)scalars and the
baryons [6].

The quantity that parametrises the spontaneous breaking of the axial symmetry is

known as the chiral condensate, X2,

(Ypipp) = N bpp (1.17)

which is only non-zero if the axial symmetry is spontaneously broken. While this
quantity is not experimentally measurable, it can be calculated from first principles
on the lattice, giving the value ¥ = —(245(12) MeV)? [7], which is significantly
different from zero. From the Nambu-Goldstone theorem, we should expect the
presence of N]% massless bosons of negative parity from the total breaking of U(Ny) 4,

however, no massless hadrons have been observed experimentally.

Since chiral symmetry is explicitly broken by a small mass term for these lightest
quarks, the axial symmetry is not exact at the level of the Lagrangian. This small
explicit breaking corresponds to the production of pseudo-Nambu-Goldstone bosons

that have a small, but non-zero mass, which should of course go to zero as my — 0.

In QCD, we would then expect the existence of 9 pseudoscalar mesons that are
lighter than the rest of the hadronic spectrum. However, only 8 have been observed,
the three pions, four kaons and the n meson. The next lightest is the n" which
has nearly twice the mass of the n. This is to be expected if the group that is
spontaneously broken is SU(Ny) 4, with NJ?— 1 generators, instead of the full U(Ny) 4.



The remaining U(1)4 axial symmetry is in fact broken by some other mechanism,

known as anomalous symmetry breaking.

Anomalous symmetry breaking
In the following, we consider a theory with only a single massless quark (N; = 1,
mys = 0) to describe the breaking of the residual U(1),4, without loss of generality.

The axial U(1)4 transformation acts on the field as
P — e ) and W — 1 el (1.18)

which is a symmetry of the massless Lagrangian due to the anti-commutation
relation {v,,7s} = 0, and is therefore a symmetry of the classical theory. However,
for this symmetry to survive to the quantum theory it must not break during the
quantisation procedure. Ifit does so, this is known as anomalous symmetry breaking.
By considering the path integral approach to quantising the theory, we can gain

insight by investigating the partition function of the quantum theory

7= / DIG, &, 4] 5105 (1.19)

where S is the full action, and G is the set of gluon fields. The action is invariant
under the axial transformation, however, the fermionic measure D[¢), ] is not. Since

both the field and conjugate field transform in the same way, it can be seen that
7 — / DG, ), ] det(e’m%)Qeis[G»iM’ (1.20)

which can be evaluated using the identity det (eX ) = ¢MX]. The determinant then

becomes
det (") ? = gmi2aTrhs] (1.21)

where Tr[vs] is a trace over the fermionic spectrum. Defining the eigenvalues of the
Dirac operator A corresponding to an eigenvector |\), i.e. D |\) = A |A), then the

trace is simply

Tr[ys] :Z (Als [A) - (1.22)

A

Due to the anti-hermiticity of the Dirac operator, all of the eigenvalues \ are

10



imaginary. In addition, the anti-commutation {D,~5} = 0 results in the relation
(A= X*) (\|75]A) = 0, and therefore, only values of A € R can have a non-zero value
for (|5 |A\). Therefore, only the zero-modes of the Dirac operator can contribute

to the trace.

It can be shown that [D,7s]|a=0 = 0, that is the Dirac operator and 75 commute
when restricted to just the zero-mode subspace, and therefore both operators can
be diagonalised simultaneously. The eigenvalues of 5 are simply 41 corresponding

to the modes with positive or negative chirality. The trace therefore becomes
Trfys] = ny =, (1.23)

where n. is the number of zero-modes of the Dirac operator with £ chirality. The
values of n4 are in general a function of the background gauge field, so the partition

function then transforms as

2= [ DiG.d.ples05 (1.24)

— / DIG, 1, p]e2ens )G o =S(Gbv] (1.25)

which is not invariant. Therefore the axial U(1)4 symmetry must be anomalously
broken, preventing it from breaking spontaneously, and preventing the ' from being

a pseudo-Goldstone boson.

It is clear to see from our discussion, that the low energy spectrum of QCD involving
the 3 lightest quarks has a rich connection with chiral symmetry and its breaking,
which must be present in order to to make accurate predictions of the physical world.
It shall be seen later that this is in fact problematic when discretising this theory

on the lattice.

1.2 Electroweak physics

The electroweak sector of the SM is described by the SU(2), x U(1)y gauge group.
The subscript L indicates this gauge symmetry applies to the left-handed chiral
components described in the previous section, while the right handed particles don’t

participate in the transformation.

The matter particle content of the electroweak sector is described by the up-type

quarks wu,c,t, the down-type quarks d,s,b, the charged leptons e, u, 7 and the

11



neutral-leptons v, v, v;. These are arranged into the SU(2);, doublets

U c t

L= g L Qo= " C Qar=1| "), (1.26)
dL ST, bL

Ly = ( cel ) , Lop = ( Vil ) , Lsp= ( “nt ) ) (1.27)
er, ur TL

which transform as Q;, — UQ,r and L;, — UL, for U € SU(2). The singlets

are

Ui, g =(UR, Cr;tR)i (1.28)
di,R :(dR> SR, bR)i (1-29)
lir =(er: LR, TR) (1.30)
ViR =(Ve.R, Vu,Rs Vr.R)i - (1.31)
In addition, each of these fields has a hypercharge
1 1
Y(QL) = 5 Y(Lp) = -3 (1.32)
2 1
Y(ug) = 3 Y(dr) = —3 (1.33)
Y(r)=-1 , Y(vg)=0. (1.34)

These are then accompanied by the SU(2),, gauge fields W, = W01+ W20y +Wios
and the U(1)y gauge field B,,. The Lagrangian for this theory is

1 ) v 1 v
,C - — ZWNVWiM - ZBIU/BM (135)
+ 3" Fp (7, D) L+ fr (17.D%) fr (1.36)

F f

where F'=Q, L and f = u,d,l,v. The covariant derivatives are given by

Dy, =0, — ig W, —ig,Y (F)B, (1.37)
Dy, =0, —ig,Y (f)B, . (1.38)

The chiral nature of the SU(2), interaction prevents this Lagrangian from containing
a naive mass term for the fermions or vector bosons. Since these term are not gauge
invariant, all particles are naively predicted to be exactly massless. In practice
however, the fermions and the weak vector bosons are observed to have non-zero

masses. These can both be added to the theory in a gauge invariant way via the Higgs

12



mechanism [8, 9]. This mechanism includes an additional scalar SU(2),, doublet field

_ [ ™
o (2) o

that has a hypercharge Y (®) = %, that has the Lagrangian
Lo = (D,®) (D) — V(D)) (1.40)

with a quartic potential V(®) = —p?2®fd + ) (@T(I))Q. The final part of the
Lagrangian couples this scalar field to the left and right handed fermions via a

Yukawa interaction
Ly =—QrY"®dp — Q1Y "Dup — L Y'®ly — Q1Y Prg + h.c. (1.41)

where Y/ are 3 x 3 matrices of couplings, and = 109®* transforms in the same
way as ® under SU(2)., but has the opposite hypercharge. In order for this scalar
field to generate mass terms from these interactions, it needs to acquire a non-
zero vacuum-expectation-value, which is done through the process of spontaneous

symmetry breaking. In the event the scalar potential parameters satisfy

p?>0 and A>0, (1.42)

the potential is minimised when ®'® = %, v = \/“72. The value of this vacuum

expectation that corresponds to our physically observed reality is

1 (0
@:E<U>. (1.43)

Note that this vacuum is not invariant under SU(2) x U(1)y, but only under the
U(1)em subgroup corresponding to electromagnetism. Therefore the SU(2), x U(1)y
gauge group gets spontaneously broken down to U(1)e,. Expanding the scalar field

around this vacuum gives

1 0
@:E<U+H> (1.44)

where H is the Higgs field that has a zero vacuum expectation value. Writing the
Lagrangian in terms of this new field H, it can be see that the vacuum expectation

value gives rise to terms bilinear in the W,, B, and fermion fields. These mass

13



eigenstates correspond to the charged weak vector bosons
W =W"'+iW?, (1.45)
and the neutral vector bosons

Zy \ cosf, sinb, w (1.46)
A, —sin#,, cosb, B, '

Jy

where 6, is the Weinberg angle sin 6, = W

In addition, the flavour eigenstate quark fields get mixed into mass eigenstates by

the CKM matrix V' by

d d
s |=V]s|. (1.47)
b/

It is this CKM matrix that is responsible for the mixing between the different
generations of quarks when undergoing a charge current weak decay. Note that
the neutral Z, and A, fields do not change quark flavour and therefore there are
no FCNC iterations at tree-level within the SM. Instead this can only occur at loop

level with charged W boson interactions.

4-quark Fermi Interaction

The experimentally measured masses of the weak vector bosons are
my ~80GeV and my ~91GeV, (1.48)

which are much heavier than the low energy scales involved in the hadronic processes
of interest here. The flavour changing processes of particular relevance to the rare

kaon and hyperon decays are shown in fig. 1.3.

The momentum space W-boson propagator has the form

v

q"q

Ny — 2= y
Sp(q) = —i “2 W (1.49)
q° — My myy

where the low momentum transfer limit ¢, < my is taken. In this limit, the

propagator looks like a point-like 4-quark interaction in position space.

14



q d q d
S q S q
Figure 1.3 Feynman diagrams for the s — d 4-quark interactions relevant for the
rare kaon and hyperon decays within the SM.
This is described in a systematic way as an effective field theory know as the Fermi-
theory of weak interactions, and the corresponding vertices for fig. 1.3 are shown

in fig. 1.4. Ref. [10] gives a detailed analysis of the relevant operators and Wilson

coefficients for flavour changing decays in this effective field theory.
q d q d
S q S q
Figure 1.4 Feynman diagrams for the s — d 4-quark interactions relevant for the
rare kaon and hyperon decays within the Fermi effective theory.
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CHAPTER

TWO

LATTICE QCD

Due to the non-perturbative nature of QCD at low energies, it is important to
have alternative methods of calculating quantities in this theory. One of these
non-perturbative methods is the use of effective field theories. An effective field
theory of QCD is Chiral Perturbation Theory (ChPT), in which the hadrons are
the degrees of freedom rather than the quarks and gluons. This method has the
benefit that many calculations can be performed perturbatively in some small scale,
e.g. particle momenta and/or flavour symmetry breaking parameters, giving access
to analytic forms of the results. However, these effective theories are generally non-

renormalisable and therefore require additional inputs as higher orders are included.

Currently, the only known method of computing non-perturbative quantities in QCD
directly, is through the use of Lattice Quantum Field Theory (LQFT). This allows
one to perform non-perturbative calculations numerically, which requires discretising

the theory to put it onto a computer.

The partition function of a theory, with field(s) ¢, in real valued time is the path
integral weighted by a phase factor dependent on the value of the action, S,

2= [ D, 2.1)
which gives rise to a sign problem when performing the integrals numerically. It

is therefore advantageous to perform a Wick rotation of the time variable taking

t — —it which gives rise to a Euclidean space-time. The partition function this
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then given by the path integral with a Euclidean action Sg as

7 = / Digle5eW (2.2)

which can be interpreted as a statistical field theory that can be sampled via Monte

Carlo methods where fields are drawn from a probability distribution

Pl¢] = %G_SEM : (2.3)

The physical information is extracted through correlation functions which are simply

the expectation of certain operators

o = (Old]) = [ DloOfgle >+, (2.4

If a series of N fields ¢; are draw following the probability distribution of eq. (2.3),

the correlation function can then be estimated as

1 N
Lo~ N ZZI Ol (2.5)

and taking N — oo recovers the exact correlator.

The relevant fields for the study of QCD on the lattice are the gauge link field,
U,(z), and the quark fields ¢(z), g(z). Since the quark fields are fermionic, they are
Grassmann valued fields and therefore cannot be sampled directly (without massive
computational overhead). However, since the QCD action is quadratic in these
fields, they can be integrated out exactly, leaving only the integral over the gauge
links to be performed via Monte-Carlo methods, which we shall refer to as the gauge

average.

2.1 Discretisation of QCD

In order to discretise a theory, we must define a discrete version of the field
content of that theory, as well as the Lagrangian and all the operations therein.
The discretisation of Euclidean space-time is done by simply considering all points

separated by a distance a in each dimension which is referred to as the lattice spacing,
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giving the (infinite) lattice

A =aZ*. (2.6)

When defining a discrete version of fields and operations, they should recover the
continuum value when the continuum limit is taken, a — 0. There are infinitely
many discretisations that all give the correct continuum limit, however, often a
simple choice arises. We shall describe this first with the simple case of a real scalar

field ¢ with continuum action

S = %/d4x ¢(x) (—9,0, + m?) (). (2.7)

The discretised scalar field can simply be taken to be the field evaluated at only
sites on the lattice A, and the integral can be discretised by replacing it with the

Riemann sum
/d4x — a* Z . (2.8)
zEA

The discretisation of the derivative is somewhat less obvious. The two simplest

choices are the forward and backward single step finite difference

sto@) =200 _ g o)+ Loy 1O (29)
sho(@) =D OELD) _ g o0y o) 4 OW)  (210)

where /i is a unit vector in the direction u. We can see that these derivatives give
the continuum one up to O(a) discretisation effects, however, they can be combined

into the symmetric finite difference

5u0(2) = 5(0F + 3o e). (2.11)

which has discretisation effects of O(a?). One common choice to construct the second

order derivative is from one forward and one backward finite difference

157 p(ar) — LT = 20(2) + 6w = )

)
(12

(2.12)

which gives a symmetric, nearest neighbour second derivative with discretisation
effects at O(a?). This gives us all the ingredients for the simple scalar field theory

on the lattice. Fermions come with additional complications that will be discussed
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in the next section.

The final type of field we will be interested in discretising are gauge fields. As we
have seen in the previous chapter, the gauge fields are often described with non-
compact vector fields A,(x) that are valued in the group algebra. In lattice field
theory we instead generally use a compact, group valued parallel transporter field
U,(z) known as a gauge link. Since it is the parallel transporter of the theory, this
field can be considered as not living on the lattice site x, but instead living on the
grid line joining two neighbouring sites = and x + ji. Importantly, under a gauge
transformation, the matter fields transform as ¢(z) — Q(z)¢(x), while for the gauge
links

V() = Q@)U (@) (2 + ). (2.13)

which makes the combination ¢f(z)U,(z)¢(z + fi) a gauge invariant quantity. This

allows us to define a gauge covariant symmetric derivative as

Dyp(x) = Up(z)p(x + 1) = U_p(x)p(x — 1) . (2.14)

With this new gauge field defined, it must also have a kinetic term in the action in
order to be dynamical field. One such action that has the appropriate continuum

limit is the Wilson gauge action [11] that is constructed from the plaquette

P, (x) =U,(x)U,(x + p)U_,(x + o+ 0)U_,(x + D) (2.15)
=U,(2)U,(x + @)U, (z + 0)'U, (), (2.16)

where we have used the fact that U_,(z + 1) = U,(z)". The gauge action is then
given by

Se :% > ) ReTi[l— P, (2.17)

zeEAN p>v
where N is the degree of the gauge group SU(V).

These important lattice objects and their relationship to the lattice are summarised

in the schematic diagram fig. 2.1.
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Y

¢
I g

I L 1

Figure 2.1 Schematic of a lattice of size L with lattice spacing a. The matter field
Y lives on the sites, the gauge link U, connects neighbouring sites, and
the plaquette P,, connects 4 nearest sites in the p — v plane.

2.2 Fermion doubling and chiral fermions

The continuum action for a Dirac fermion with bare mass m in Euclidean space-time

is given by
Se = /d%z/?(x) D+ m] (), (2.18)

where D is the massless Dirac operator D = v, D, and D, is the gauge-covariant
derivative, which in the free theory is simply given by D, = 0,. The naive free
fermion action on the lattice is then obtained by replacing the derivative with the

symmetric finite difference (2.11),
Sy =a' Y () [ +m]p(x). (2.19)
xEA

The massive Dirac operator for this action Dy = § + m is easily diagonalised by

P with corresponding eigenvalues

i
A=m+ — in? . 2.20
mE /zu:sm ap, (2.20)

The poles in the propagator corresponding to physical particles occur when these

plane wave solutions e

the eigenvalues vanish, and therefore for a fixed spatial momentum p, py is given by

po = £ iE(p), g +iE(p), (2.21)

20



ECont ENaive EWiIson

0.6

0.2

T

|
|
|
L
|
|
l :
: O.8j
|
|
|
|
|
|
|

|
|
|
|
|
|
|
|
|
|
|
|
|
|
|
|
|
|
|
|
|
|
|
|
|
l
T

|
S
|
I
oISk

Figure 2.2 Fermion dispersion relation for momentum p = (p,0,0) within the 1%
BZ (p € (—n/a,m/al]) for continuum fermions, naive lattice fermions
and Wilson fermions.

where the real part of py is restricted to the 1% Brillouin zone (BZ) (=2, 7], and the

dispersion relation is given by

a
%

E(p) ! \/ (am)? + Z sin? ap; . (2.22)

Taking the continuum limit a — 0, the solutions py = +iE(p) recover the positive
and negative energy particles. There are however two additional poles with Re(pg) =
7. These extra poles become infinitely far away from the origin in p, space as a — oo,
however, they remain as light degrees of freedom and therefore do not decouple from
the theory when the continuum limit is taken. Since the number of particles in the

continuum theory has doubled, these extra particles are called the doublers.

In addition, looking at the lattice dispersion relation in eq. (2.22) that is depicted
in fig. 2.2, it can be seen that the global minima corresponding to the rest energy of
the particle is actually a set of 8 degenerate points p = (0,0,0), (%,0,0),...(%, =, ),
which corresponds to a doubling of the particles in each spatial dimension. There are
therefore 16 fermions in total generated by the naive fermion discretisation, while

the target continuum theory contains only a single fermion.

While the doubling problem may seem somewhat innocuous, there are greater (and
related) issues with this naive fermion discretisation. Unlike the continuum QCD
discussed previously, this naive fermion discretisation does not suffer from the same

anomalous breaking of the U(1)4 axial symmetry. This is because, in the massless
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limit, each doubler has an opposite chirality, and therefore n, —n_ = 0 in eq. (1.23)
for all background gauge configurations. The lack of axial anomaly is a major issue
since it cannot be recovered by taking the continuum limit, and therefore will not

accurately reproduce the structure of the QCD spectrum.

An important result of the work in ref. [12] is the Nielsen-Ninomiya no-go theorem
that states there are four desirable properties of a lattice fermion discretisation that
cannot all be realised simultaneously.

These properties are:

1. The fermion action S is local.
2. The Dirac operator D has the correct continuum limit.
3. The theory is free from fermion doublers.

4. The massless Dirac operator possesses chiral symmetry {D, 75} = 0.

When constructing the naive fermion discretisation, we implicitly satisfied the no-go
theorem by accepting the doublers into the theory. There are many alternatives to
the naive discretisation to choose from, and the exact one used should be guided by

the specific needs of the calculation being performed.

Generally, it is undesirable to give up either of the first two properties. The locality
of the action is very beneficial for practical simulations at finite lattice spacing,
and must be recovered in the continuum limit. Alternatively, it would be very
problematic to give up the requirement that the Dirac operator obtained in the
continuum is the correct one. Some commonly used discretisation give up the third
property and accept the doublers (although usually not all 16 of them from the

naive case). Finally, many of the most used actions instead give up chiral symmetry

{D775} 7& 0.

Wilson Fermions

The original solution to the fermion doublers was proposed by Wilson in ref. [11],
where the doublers can be given a mass that diverges as a — 0, and therefore
decouple from the theory in the continuum limit. In momentum space, this can be

thought of as having a 4-momentum dependant mass

m(p) =m + 2 Z(l — cosap,,) (2.23)
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which can be achieved by the inclusion of the Wilson term to the naive Dirac operator
a
Dw =Dy =5 > 8,0, (2.24)
m

It should be noted that since this Wilson term is effectively generating a mass-like
term, it explicitly breaks chiral symmetry ({Dw,5} # 0}) in order to satisfy the

Nielsen—Ninomiya no-go theorem.

One very important consequence of this is that the quark mass is no longer protected
from additive renormalisation. Therefore, in the interacting theory the chiral point
(mx = 0) no longer corresponds to zero bare mass m, = 0. Instead, the bare quark
mass must go through a tuning process to obtain the chiral point in the continuum.
Chiral symmetry of the Dirac operator can greatly simplify operator mixing during
renormalisation of higher-point vertices, as will be seen later in the case of the
4-quark effective Weak Hamiltonian. Because of this, the Wilson fermion action
usually suffers from a more complicated renormalisation procedure than for chiral

actions.

There exist improvements to Wilson fermions, such as the O(a) improved Wilson-
Clover fermions [13] and more recently stabilised Wilson-Clover fermions [14], but

we shall not go into details of these actions here.

Other actions

A wide range of other fermion actions have been proposed since the inception of
lattice field theory that attempt to circumnavigate the no-go theorem and incur the
minimal side effects while satisfying the constraints. There are the “perfect fermion
actions” which are constructed as a fixed point in the renormalisation group via
a blocking procedure from the continuum theory [15]. In this way they preserve
the chiral properties of the continuum theory, however the price they pay is that
the lattice action is generally non-local and in practice is very difficult to perform

computations.

Another approach is to accept the presence of the doublers, but reduce their number.
This is done in the staggered formulation [16] where, in 4 dimensions, the number
of fermions can be reduced from 16 down to 4 by a spin-diagonalisation procedure.
Defining new fields ¢’ and ¢ by

Y(n) =2t (n) and  P(n) = ¢ ()RR (2.25)
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it can be seen that the naive Dirac operator becomes diagonal in spinor space, giving
4 degenerate 1-component fields. The staggered action takes only one of these
components, discarding the other 3. This also discards their associated doublers
which takes the number of fermions down to just 4. One advantage is that the
fermion fields no longer have spinor structure, and are therefore are a factor 4 smaller
objects. The disadvantage is that the remaining doublers must be accounted for,

which can be non-trivial.

Finally, one can give up the exact continuum chiral symmetry, and instead have a

lattice analogue of chiral symmetry given by the Ginsparg-Wilson relation [17]
{D7 ’75} - CL.D’}/5_D7 (226)

which corresponds to a Dirac operator that is invariant under the modified axial

transformation [18§]
P — e@BU=3D)y, and b — e 172Dy, (2.27)

that tend to the original chiral transformation as a — 0. It can be shown that
any action satisfying eq. (2.26) has complex eigenvalues A = |[A|e® that satisfies
cos® = §|A|, which is the equation of a circle centred on the real axis at é with
radius % It is therefore clear that as a — 0, this simply gives a set of eigenvalues

on the imaginary axis, as is the case for the massless continuum Dirac operator.

The overlap formulation is one such solution to the Ginsparg-Wilson relation with

a Dirac operator of the form
1
D, = a((l +m)+ (1 —m)ys sgn[H]) (2.28)

where H = 5D is a hermitian kernel related to a ys-hermitian lattice Dirac operator
D. The sign function acting on an operator is given by the spectral representation,
where the function is applied to each of the eigenvalues of that operator. This is
of course prohibitively expensive to compute exactly in a practical simulation, and
therefore polynomial or rational approximations to this exact sign function are often

used.

The simplest choice of kernel operator H = ~5Dw(—M;) is the Wilson Dirac
operator with a negative mass — M. This is required since a strictly positive mass
does not recreate the entire circle of eigenvalues, and in the free theory, My = 0 has

a zero mode of H for which the sign function is ill-defined.
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The overlap action is very closely related to the domain wall fermion action which
is heavily utilised in this work, and therefore we shall discuss this action in more
detail.

2.2.1 Domain wall fermions

Kaplan’s Formulation

The central concept of domain wall fermions is instead of considering a theory of
chiral fermions in 2n (n € NT) dimensions, we consider a non-chiral theory in 2n+ 1
dimensions with some feature in this extra dimension that 2n dimensional chiral
modes adhere to. In Kaplan’s original formulation [19], the mass parameter of the
fermion is promoted to a function of the position in this new dimension labelled s.

In the continuum the Dirac operator has the form (for a 5D theory)
Dsp = Dap + 7505 +m(s) , (2.29)

where Dyp is the regular (massless) Dirac operator, and the 5D fields are V(z, s)

and ¥(z,s). The name domain wall comes from considering the mass function

m for s>0

m(s) = : (2.30)
—m for s<0

that separates the space into two domains with mass of a different sign. The 4-

dimensional chiral modes Pg 11(z) are then bound to the wall as their wavefunction

has the form

V(x,s) =[a(s)Pr + B(s) Pl (x) (2.31)
a(s) =Ne ™l (2.32)
B(s) =N'etmlsl, (2.33)

Clearly, for m > 0 with an infinite s extent, §(s) in non-normalisable and therefore
N’ must be zero. For a finite s extent, however, this other chirality is normalisable,
but will be exponentially suppressed at s = 0. This opposite chirality mode is
instead predominantly bound to an anti-domain-wall that must be induced by the

periodicity in the finite 5** dimension.
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Shamir Formulation

Inspired by Kaplan’s formulation of domain wall fermions, Furman and Shamir
developed a similar formulation that is advantageous for numerical simulations [20,

21]. The 5-dimensional Shamir domain wall Dirac operator takes the form
DDW(x7 8’y7 T) = DH (x|y)5s,r + DL(S|T)5$,y (234)

where there is a parallel component, D, that only depends on the 4D position and is
diagonal in the 5 dimension, and a perpendicular component, D, that is diagonal
in 4D space and is only dependent on the position in the 5* dimension. These

operators are given by

Dy =Dy(—Ms) + 1 (2.35)

D, =—[Prost1,(1 =05 p1,—1) + Pros—1,(1 — ds0)] (2.36)
+ m(PLds 1,01, + Prosior, )

= [Pudyirs + Prisr,] (2.37)

+ (m + 1) (PL(Ss,Lsél,r + PRés,léLs,r> .

Note that D, as written in its second form, looks like a hopping term with periodic
boundary conditions (V(z, Ls+1) = ¥(z, 1)) plus a boundary term. Consequently, it
can be seen that for m = —1, the full operator Dpw becomes simply a 5-dimensional

Wilson fermion with mass —M5.

It has been shown in ref. [22] (and in [23] for the more general forms discussed
later) that with an appropriate change of field variables V(z,s) — x(z,s), the
Schur complement with respect to the s = r = 1 component of Dpw gives the

reduced operator for that component

_ I+m 1-—-m
Dy=—(1+T")s 5 T vser,(Hr)| (2.38)
where ¢, (Hy) = %, T is the transition matrix defined by 7! = }J_rg;, and
Dy
Hr = 2.39
T 752+ D ( )

is the Shamir kernel. The Wilson Dirac operator Dw = Dw(—Mj5) is always

evaluated at the negative mass parameter so we leave the argument implicit. It
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can be seen that
er,(z) = tanh (L, tanh ™" ) (2.40)

is the tanh approximation of the sign function. Note that this new operator D, is a
purely 4D operator acting on a 4D field x;(z). Performing the path integral of the

x1(x) field gives the fermionic determinant

1+m 1-—m

det(—(l + T_LS)’VS) det( 9 + 5 Y5€L, (HT)) s (241)

where the first factor is independent of the mass m, and the second is an
approximation to the overlap action with the kernel Hy and the sign function ey, .
Therefore, up to the extra non-trivial factor coming from the 5D theory, this is an
approximation to the overlap Dirac operator, BOV. Notice that at m = 1 the overlap
determinant goes to 1, giving only the determinant of the 5D artefacts. Therefore,
these artefacts can be removed by introducing a 5D pseudofermion field, ®, that
obeys the domain wall operator with mass m = 1, known as the Pauli-Villars (PV)

field. The partition function then has the form

7z - / DUV, T, ®, 8] exp{ — 5, — T Dpw (m)¥ — ®Dpyy (1)) (2.42)
= / D[U]%exp{—sg} (2.43)
:/D[U]%’;(g))]] exp{—9,} (2.44)
_ / DIU) det | Do (m)] exp{~5,} (2.45)

It can be seen that the tanh approximation to the sign function becomes exact in the
limit Ly — 0o, corresponding to an infinite extent in the 5" dimension, although any
practical simulation is limited to a finite value of L,. When evaluating the quality
of this approximation, we must take into account the difference between the target

and approximate function, but only over the range of eigenvalues of the kernel.

For the Shamir kernel with M; = 1 in the free theory, it can be seen that
the maximum eigenvalues have a magnitude of 1. Figure 2.3 shows the tanh
approximation to the sign function on the range —1 < x < 1 for several values
of L, along with the relative error of that approximation. Of course the quality of
the approximation used must be weighed against the computation cost of simulating

a larger 5" dimension.

27



€1,(x) €. [x1-sgnix]
1.0 sgn[x]

— L
Le=4
L=8

— L=12

— L=16

— L=20

0.5

0.5

Figure 2.3 Tanh approzimation to the sign function for different Ls on the range
x € [—1,1] (left), and the relative error of these approximations (right).

General Mobius Formulation

A generalised version of the Shamir setup is the Mobius domain wall formulation
from Brower, Neff and Orginos [23-25]. It is designed in such a way as to construct a
kernel operator that is a Mobius transformation of the Wilson-Dirac operator. The
most general form available also allows this transformation to be dependent on the
position in the 5" dimension. The parallel part of the 5D domain wall operator Dy

becomes

D(S) B bs Dw +1

- 2.4
I =1 c. Dy’ (2.46)

where two new sets of parameters have been introduced which are dependent on the
position in the 5" dimension s. It can be seen that the Shamir result is recovered

when b, = 1 and ¢, = 0 for all s.

The effective overlap operator obtained here is given by

~  14m  1-m_ I(14+ HY) - T,(1 - HY)

Dy, + Y5 . =7 (2.47)
2 2 UL+ HY) + 1,010 - HY)
where the generalised Mobius kernel is
O = gy b ) Do (2.48)

T T by — o) Dw
which is a Mobius transformation, defined by the parameters by, ¢, and Ms.

A few important limits of this general form should be discussed. As already observed,
the Shamir kernel with a tanh approximation is given by b; = 1 and ¢; = 0. A similar

limit is the scaled Shamir fermion with b, + ¢, = o and by — ¢s = 1. The scaling
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Figure 2.4 Relative error of the scaled Shamir sign function compared to the
Shamir sign function at Ly = 24.

parameter « gives the same sign function approximation, but scales the argument
by a. Note that since sgn(x) = sgn(ax) for all & > 0, the Shamir and scaled Shamir
actions are two approximations of the same overlap action. This scaling allows the
optimal region of the tanh approximation to be applied over different parts of the

spectrum of Hp. A reasonable approximation of this scaled sign function is

er,(ax) >~ eup, (), (2.49)

where the relative error is shown in fig. 2.4 for the case of Ly = 24. Since this
approximation is relatively good, the scaled Shamir action can be thought of as
allowing for the reduction of L, by a factor of a compared to the standard Shamir

action, significantly reducing the computational cost.

The final case relevant for this work is when b, — ¢, = 1 and b, + ¢, = wi The

approximation to the sign function then becomes

I (ws + ax) — I (ws — ax)
I, (ws + az) + My (ws — ax)’

sgn(ax) ~ (2.50)
which is the Zolotarev rational approximation to the sign function with scaled
argument. The values of w, and can be tuned to give a more evenly spread error
than the tanh approximation, or to reduce the error in regions where the eigenvalue

density of Hr is large.

Note that for this to be a real valued function, the w, must be real or come in
complex conjugate pairs. This approximation is referred to as the zMobius action.
An example of this approximation with L, = 10 for a target of an L, = 24 scaled
Shamir kernel (a = 2), is shown in fig. 2.5, and other examples of this approximation

are given in ref. [26].
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Figure 2.5 Relative error of the Zolotarev approzimation (with Ly = 10) to the
scaled Shamir sign function.
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2.2.2 MADWEF Algorithm

The Mé&bius Accelerated Domain Wall Fermion (MADWF) algorithm, as originally
demonstrated in ref. [27], is a method of inverting the 5D domain wall Dirac operator
approximately, using a different domain wall action that is cheaper to invert. We
shall refer to the target of the approximation as the outer action, and the inner
action as that used for the approximation. For example one might use this method
to accelerate a Shamir (outer) action with Ly = 24, by solving a scaled Shamir
(inner) action with Ly = 12 and scaling factor o = 2. Neglecting any overhead from

the MADWEF algorithm, this would lead to a factor ~ 2 improvement in solve times.

The algorithm is entirely based around the domain wall - overlap correspondence,
as discussed previously, where the inversion of both the outer and inner actions
correspond to the same approximate 4D overlap linear system. Therefore the outer
solve can be transformed into an inner solve and the solution can be transformed

back. This is then iterated in a restarting defect correction process.

Consider a linear system with the outer domain wall 5D action of mass m, Dpw(m),

and a source b

By applying the transformation to the x field alluded to earlier, this system is

equivalent to
Epw(m)y = ¢, (2.52)

where the new source, solution and operators are defined as

c =P ' Dy (1)b (2.53)
y=P 'z (2.54)
Epw(m) =P~ ' D5 (1) Dpw(m)P, (2.55)

where Dpw (1) is the PV operator, and Py, = P0s, + PrOs+1(mod L), 18 the chiral

permutation operator in the 5" dimension. The operator Epw(m) has the form in

31



the 5 dimension

Dy, 00
Ay 0

Epw=| 4 0 1 -~ 0 |, (2.56)
A, 00 --- 1

s

where D,, is the approximate overlap operator corresponding to Dpw, and the A,
are additional operators related to D,,, the form of which is not important for this

discussion. The first element of the linear equation is simply given by
Dovyl =C1, (257)

which is a 4D system, and the field ¢; can be simply extracted from c.

Considering a second domain wall operator Dpy that, following the exact same
procedure, has a corresponding overlap operator D! that is tuned such that D! ~
D,,. If we require that the effective overlap systems are approximately equivalent,
ie. ¢ ~ ¢, the source of the second system can be replaced by that from the

original system
Dl = 1. (2.58)

The domain wall - overlap correspondence can then be inverted by constructing the

5D boundary source
V = Dy (1)P (c1,0,0, ). (2.59)
With the new source constructed, the inner 5D system
Dpyw(m)z' =¥ (2.60)

can then be inverted using a standard Conjugate Gradient (CG) solver to acquire
2. Once this solution is found, it must be translated back to the outer domain wall
system. This is done by constructing y; = (P~'2’);, and making the approximation

y1 ~ y;. The full 5D y is obtained from the relation ys~1 = ¢; — Asy;. It can be
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Solve
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AN
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Figure 2.6 Workflow of the MADWE solver (black) and the standard solver (blue).
The outer operator is designated Dpw and the inner operator Dy,
Steps are labelled with the domain wall - overlap correspondence (DW-
OV) and its inverse (OV-DW). x indicates step requiring a PV solve.

seen from the form of Epw(m) in eq. (2.56), that

@/:EDV\/V(m)(_yLCQac&”')T (261)
:(_DovyL Co — A2y/17 e )T (262)
:(_Dovyhy%y?n """ )T7 (263)

which gives us approximately the remaining elements of y. If P is a projector that

selects only a single 5" dimensional slice, then we can construct

y =Py +Y P, (2.64)

s>1

which is trivially related to the final solution via x = Py.

A schematic of the workflow of the MADWTF solver is given in fig. 2.6. While this
process may seem computationally quite simple, there are two steps that require the
inversion of the PV operator Dpw/(1), which is generally much cheaper than inverting
Dpy(m) for lighter quarks, but can still add a significant overhead. The inner and
outer actions, and solver tolerances must then be tuned in order to evaluate any

improvements in time-to-solution.

For use in work performed during this PhD, the MADWF algorithm was imple-
mented in the Hadrons codebase [28] as an additional solver module using a restarted
defect correction. It grants users full access to the CG solver parameters of the inner,
outer and PV steps to allow for maximum flexibility when performing tuning. In
addition, there is the option to accelerate the inner solve with a guesser function

such as a low-mode deflation step (see 2.4.2). Finally, the implementation accepts a
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precision change between the outer and inner fields allowing for further acceleration.

The MADWEF algorithm was used in the published works [1, 29], to accelerate a
scaled Shamir outer solve with L, = 24 and o = 2, with a zMobius inner solve with
L = 10 and low-mode deflation with 2000 exact eigenvectors. The MADWF tuning
was performed on the Tesseract supercomputer which is a CPU based machine
located in the Edinburgh EPCC facility. Figure 2.7 shows the time-to-solution as
a function of the inner solver residual for different choices of the PV residual, and
for one choice where the PV and inner residual remain equal. It can be seen that
the minimum is when the inner and PV residual both equal 107, and is 8.8 times
faster than without the MADWEF algorithm.

10000 |

S

PV10344+4:
PV 107 —e
PV102
PV 10°
1000 PV 104 :
= Inner —e—1
Mobius |

| |
102 103 104- 105 106 107 108

Time-to-solution [sec]

Inner Residual

Figure 2.7 MADWEF solver solution time for light quarks on the CO ensemble (see
table 2.2) with an outer scaled Shamir action (o = 2 and Ly = 24)
and zMébius inner action (Ls = 10 and 2000 eigenvector exact low-
mode deflation). Shown is a scan over inner and PV solver stopping
residual. The time taken for a standard scaled Shamir solve is shown
for reference.

It is unfortunate however, that the situation is different on GPU based machines.
After a retuning for this new architecture, the MADWTF solver only gives roughly a
factor 2 speed-up over the standard Mobius solve. This is due to the fact that the
inner low-mode deflation is significantly slower than on a CPU machine, and the
optimisations that can be applied are not simple to propagate into the MADWF

solver.
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Particle | Flavour | JP | I I3 Interpolator
p uud 3 e (ulTdy)u,
n ddu 5 —3 eabe (dTFub)
xt uus 11 e (ulTsy)u,
»0 uds 4110 e (ulTsp)d, + (dETsp)uc)
¥ dds |2 |1 -1 € (dITsy)d,
A uds 0 0 | e ((uITdy)s. + (ulTsp)d. — (dXTsp)u,)
=N ssu T 2 €¢(sITuy)s,
=" ssd 5 —3 abe(sTTdy)s
Q- sss 1o o0 (s ,sp) 5.

Table 2.1 Baryon label, flavour structure, spin-parity(J* ), Isospin (I) and its third
component (I3), and lattice interpolator for the QCD stable octet and
duplet baryons. q € {u,d,s} are quark fields with spinor structure and
q’ are tmnsposed fields. a,b, c are color indices and p is a Lorentz index.
For the spm—f baryons the gamma structure is I' = C~s, while for the
spm- Q baryon ', = Cvyy, where C' = —v,; is the charge conjugation
operator

2.3 Baryons on the Lattice

While the methodology of extracting baryonic quantities from the lattice is
conceptually very similar to extracting mesonic observables, there are practical

differences that are introduced by the additional spin degree of freedom.

The fundamental objects of interest on the lattice are correlation functions. The

simplest is the 2-point correlation function
Zem x)1(0)) , (2.65)

where () is an interpolation operator that has the quantum numbers of the baryon
of interest. One set of interpolators for the ground state baryons is given in table 2.1.

The expectation value in eq. (2.65) corresponds to the spectral trace

((t, )1 (0)) = Tr[e™" Ty (t, )¢ (0)] / Tr[e™T], (2.66)

where H is the Hamiltonian operator, T is the temporal extent of the lattice, and

the trace is given by
=> ) Nup(n,p|O|n,p) (2.67)
n p
with the sum running over the states n, spatial momentum p, and N,
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1/ (n,p|n, p) being the state normalisation. Similarly, the identity can we written
1= ZZNn,p|n7p> <n7p| : (268>
n p

For this work we consider the normalisation (n, p|n, p) = 2E,(p) where E, (p) is the
energy of the state |n, p). By inserting the identity in-between the two interpolators,

and using the space-time translation property
O(x) — 6Ht€ip-w0(0)€fip-m€th 7 (2.69)
the spectral representation for the 2-point function is given by

L2(t,0) =Y ) Nupik Nk (m, k[ 4(0) [0, p + k) (n,p + K| (0) [m, k) (2.70)

nm k

w e~ Em(k)(T—1) ;—En(p+k)t

Note that if using Domain-Wall Fermions, the quark propagator contains additional
unphysical poles that can contribute negative eigenvalues of the transfer matrix
e~ for certain values of Mj [30, 31]. This has the effect of introducing oscillatory
contributions of the form (—1)%e™%* to eq. (2.70) which can in principle be included
in fits. Since these unphysical poles are at the level of the cuttoff, these oscillatory
states generally have large masses and can therefore be considered as excited states

that are relevant only at small times.

If the time, ¢, is very far from the end of the lattice t < T', this will suppress all
states m apart from the lowest energy state, corresponding to the vacuum with
Ey = 0. Therefore the 2-point function can be taken to be

(0]%(0) n, p) (n, [ ¥(0) [0) _p, (

Pt<T,p)=) 35 (p) e~ Bt (2.71)

n

and similarly if the time is far from the origin

(n, —p[¥(0) |0) (0] &(0) |n, —P) BTt

(> 0,p) =) 2E,(p)

n

(2.72)

So far this process is no different from mesonic systems, however, baryonic

36



interpolators are spinor objects, and therefore the overlap factors are given by

(O] \n+>57P> =7, us(p) (2.73)
(n*,5,p|¥(0)|0) =(Z})"u.(p) (2.74)
(0l ¢(0) |n* ,S,P> =7, 0s(p) (2.75)
(n*,5,0| ¥(0)]0) =(Z,) " vs(p), (2.76)

where the states have been given 2 additional labels to indicate they have positive

parity, and spin projection s. us(p) and vs(p) are the positive and negative energy

spinors respectively. Similarly for the negative parity states

(0] 4(0) |n~ sp) =Z, v5us(p) (2.77)
(n™,5,p| ¥(0)|0) =(Z;) " us(P) s (2.78)
(0[4(0) |n~, s p> =27, 05(P)7s (2.79)
(n”,5,p|9(0)[0) =(Z, ) 5vs(p) - (2.80)

Since the sum over states includes the different spin projections and parities, and the
spinor completeness relations are ) | uy(p)ts(p) = ip+m and ) vi(p)vs(p) = —ip +m,

the spectral representation becomes

Zr Zmn
(t.p) Z' | ( L)W LB (p)e W) (281)

where the projectors P*(p) = WH

P* = 1(1+,). Taking the trace Wlth Pt gives

, which at zero momentum are simply P%(0) =

1 _
5T [P2(,0)PT] = 3 |ZPe PO 1 N |7 2o Br (T =0, (2.82)

nt

which isolates the positive parity baryon in the first half of the lattice, and the

negative parity baryon in the second half.

Finally, in the limit of large time separations, the exponentials isolate only the
ground states of these sums which correspond to the baryon of interest, and its
negative parity partner propagating backwards from the boundary at T'. If the time
separation is not large enough, the ground state will not be properly isolated and

the low lying excited states provide a non-negligible contribution. This is known as
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excited state contamination, and is a large problem in the measurement of baryonic
observables, where a usable signal is only observed for a early time windows. This

is the signal-to-noise problem which is described in the next section.

2.3.1 Signal-to-noise Problem

It is observed in lattice simulations that baryonic correlation functions have a
degradation of signal as the source-sink separation increases. This is contrary to
what is observed in zero momentum pseudoscalar meson correlation functions, which
maintain a constant relative signal throughout. A description of this degradation
was originally given by Parisi [32] and Lepage [33], where the variance of the 2-point
function is related to higher point correlation functions, and the contributing spectra
are examined. We shall follow the same reasoning, but extend the argument to gain

additional insight into the statistical behaviour of the correlators.

Consider an arbitrary interpolator O for a particle P, then the corresponding 2-point

function is given by

L(t) =(O(t)O'(0)) (2.83)
~ (0| O |P) (P| O |0) e~ Ert, (2.84)

where we have taken the ground state dominance for large t. The statistical noise

associated with taking N measurements of the gauge average can be approximated

(for large N) by
o(t) =/ Va;(t) (2.85)

Var(t) = <(0(t>of(0) —1(#)" (0)0t0) - F(t))> (2.86)
—(0(0)0! (OO (0)) — THB)T(1), (2.87)

where the variance is given by

and is therefore described by the combination of a 4-point function and the original
2-point function. Interestingly this is a physical observable rather than an artefact of
the Monte-Carlo sampling procedure, and therefore the properties of the uncertainty

of our measurement can be reasoned about purely on physical grounds. Before doing
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so, we shall extend the argument slightly by considering the covariance

Cov(t,t') = <((’)(t)(9T(O) —1)) (0ot (0) - F(t’))> (2.88)
=(0(0)0"(1)O(t) O (0)) — TTH)T(1'), (2.89)

of which the variance is simply the diagonal Var(t) = Cov(¢,t). The off-diagonal part

gives rise to the statistical correlation between the different times of the correlator

Cov(t, )

Corr(t,t') = Var(t)Var(t')

(2.90)

such that Corr(¢,t) = 1. The spectral decomposition of the covariance for the time
ordering t' > ¢ > 0 has the form

Cov(t,t') =(O() O (t)OT(0)0(0)) — TT(H)T(t) (2.91)
~ (0| O |P) (P| O |0) (¢| OTO |0) e~™et e~ EPE =)
— (0] O |P) (P| O |0)|" e 2Pt e Prit=n) (2.92)

where the state ¢ is the lightest state that couples to the OTO operator. Note that
we can construct an unflavoured state PP from a P and it’s antiparticle with zero
back-to-back momentum. Therefore, ignoring any finite-volume energy shift, the
lightest state should satisfy m, < 2mp, giving the dominant contribution to the

covariance at large time separations
Cov(t,t') ~emet e Erlt'=t) (2.93)
and by the same reasoning, the variance goes like
Var(t) ~ e ™", (2.94)

The signal-to-noise ratio therefore behaves as

NG m
Rp(t) RAGNY e~ (Fr=3)t (2.95)
o(t)
where we see that it decays exponentially in time with a scale defined by (Ep— %)*1.
The correlation has the form

e—mz t e—Ep(t/—t)

o—me/2(t+)

Corr(t,t') ~ = ¢~ (B0 ~1) (2.96)

As should be expected, for large enough ¢, ', the correlation is only a function
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of the separation of the two points being compared. It is however less expected
that this function has the same exponential decay rate as the signal-to-noise ratio
Corr(t,t') ~ Rp(t —t').

We shall now examine some examples in iso-symmetric QCD at the physical point.
If P is the pion, then the lightest unflavoured state that couples to 4 quarks is
the wm state, and therefore m, = 2m, . In this case the energy difference in the
signal-to-noise ratio is E, — m,, which for a stationary pion gives a constant R, (t).
Therefore the relative signal does not degrade in time. Alternatively, for a moving
pion, E,. > m,, and therefore R,(t) decays exponentially in time with the pion’s
kinetic energy, which is only a small exponential signal-to-noise problem unless the

momentum is sufficiently large.

If we instead consider P to be a nucleon, the lightest unflavoured state for which
{(l]Yn1hn [0) # 0 is not the NN state, but instead can be a 37 state since there
are 3 light quark-antiquark pairs. Therefore Ry decays with the energy difference
my — %mm which is very large (~ 730MeV) at the physical point. With exactly the
same reasoning for the other baryons, it is clear that baryonic correlation functions

generally have a severe exponential signal-to-noise problem.

While baryonic observables suffer greatly from this signal-to-noise problem, there is
one advantage we observe over the light pseudoscalar mesons. This is due to the
fact that the correlation matrix behaves in the same way as the signal-to-noise ratio,
and therefore is asymptotically constant for the light pseudoscalar mesons, while it

decays exponentially for baryonic correlation functions.

A simplified model of the correlation matrix that only incorporates this asymptotic

behaviour is given by
Corr(t,t") =6 + ce ™11 — 6,) (2.97)

which has only two parameters, the coefficient ¢ and the “mass” of the exponential
decay m = Ep — my/2. Figure 2.8 shows the scaling of the condition number of this
correlation matrix with its size, for a fixed coefficient ¢ = 0.5 and a range of masses.
In practice this is a measure of the difficulty of inverting this matrix during the
fitting procedure. Of course, with only finitely many data samples, the estimation
of this correlation matrix is noisy, and at some point the matrix inversion will become
numerically unstable. We can see that the m parameter acts as a regulator on the

condition number preventing the matrix from becoming arbitrarily ill-conditioned.

40



e m=0 m=0.05 m=0.10 e« m=0.20

Cond[Corr]
40f

30+
20}

10f

.....................................
........
......
....
Se
Yy

: : : : : — Matrix Size
60

Figure 2.8 Scaling of the condition number of the correlation matriz with the
matrix size, using the model in eq. (2.97). The coefficient used is ¢ = 0.5
and several mass parameters m are shown.
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Name | ™! [MeV] | L[fm] | N} x Ny | Ny | Action | my [MeV] | mg [MeV] | Ref.

Co 1730(4) 5.5 | 483 x 96 | 24 | Mobius 139 499 [37]
C1 1785(5) 2.6 | 24> x64 | 16 | Shamir 340 620 [37, 38
C2 1785(5) 2.6 | 243 x 64 | 16 | Shamir 432 626 [37, 38
MO 2359(7) 5.4 | 643 x 128 | 12 | Mdbius 139 507 [37]

Table 2.2 Details of the RBC-UKQCD domain wall fermion ensembles used in this
work. The action lists the type of fermion action used, and all ensembles
use the Twaskai gauge action. The specific Mobius action used in the CO
and MO ensembles are the scaled Shamir fermions with o = 2.

2.4 Simulating Lattice QCD

The software used throughout the work presented in this thesis are the open-
source C++ libraries Grid [34, 35] and Hadrons [28]. Grid is a massively parallel
software package that provides cross-platform functionality for performing large scale
LQFT simulations. It provides many heavily optimised operations with support for
CPU multithreading, multi-node MPI decomposition, SIMD vectorisation, SIMT
and GPU acceleration. Hadrons is a workflow management library that packages
commonly used Grid functionality into modules, manages object lifetimes, and
provides module scheduling to minimise the peak memory requirements. It also
provides support for resource monitoring and output file organisation via sqlite

databases.

Several improvements and new functionalities required for the work presented in this
thesis have been implemented in both of these libraries. This includes improvements
to the baryon 2-point and 4-quark contractions, as well as the implementation
of general baryonic quark bilinear 3-point function contractions, which have been
critical to the measurements presented in chapter 6. In addition, the MADWEF
solver has been implemented in Hadrons to accelerate solves of domain wall fermion
propagators with large L (see section 2.2.2). Finally, much work has been done
to optimise low-mode deflation (see section 2.4.2) for use with GPU architectures,
including the implementation of batch-deflation, local-coherence deflation and a

batched multi-right-hand-side mixed precision solver.

All of the numerical results presented in this thesis are measured on the RBC-
UKQCD ensembles with an Iwasaki gauge action [36] and various domain wall
fermion actions. Table 2.2 shows some key details for these ensembles and gives

the names by which they will be referred in this thesis.

42



2.4.1 Setting the Scale

In lattice simulations, all quantities are calculated in lattice units as dimensionless
numbers, where the corresponding dimensionful quantity comes with an appropriate
power of the lattice spacing a. Since a is not an input to the theory, it must be
obtained by matching a lattice observable, X, to its desired physical value in the

target theory. In the case where X has mass dimension 1

(aX)lat
X .

phys

a= (2.98)
One commonly used observable is the mass of the {2~ baryon since it has a clear
experimental value with which to match. It does however suffer from an exponential
signal-to-noise problem (see section 2.3.1) which makes fitting the effective mass
problematic. In addition, it is relatively expensive to compute compared to purely

gluonic observables, since it requires the computation of fermion propagators.

Lattice simulations of many quantities are now reaching sub-percent precision, and
therefore need to include the effects of Quantum Electrodynamics (QED) and the
mass difference of the up and down quarks. These effects are referred to as isospin
breaking effects. In this section, we present the calculation of the {2~ baryon mass
with the full theory of QCD+QED. Since the 2~ baryon consists of 3 strange quarks,
the non-zero m,-my mass difference only enters through disconnected diagrams
which are not considered here. On the ensembles used, the strange quark is slightly
mistuned away from its physical value by some amount dmg, and therefore this

mistuning must be corrected for in the calculation of the 2~ mass.

Since the electric charge e and dm, are small quantities, both effects can be
included perturbatively. The next-to-leading order expansion of the 2~ mass in

these parameters is given by

8277’19
Oe?

8TTLQ

1

ED

mg = mal, + _CI§€2 S om
S

5 +om

0

+ O(e*, om?), (2.99)

0

where the subscript 0 indicates the quantity is evaluated at e = 0 and dm, = 0,

omgq
de 10

which is a result of the fact that the mass shift must be independent of the sign of

called the simulation point, and the first order derivative = 0 has been used

the electric charge.
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The zero momentum two-point function used to extract the {2~ mass is given by
1 i i
Pa(t) = 3 > > Tr[(h(t2)d5(0))PT] (2.100)

where the operator 4 (z) = gT(x)vo denotes the spin-3/2 interpolating operator
for the 2~ baryon, and the spatial direction ¢ is summed over. The point source
interpolator is given in table 2.1, and an alternative interpolator replaces the quark

fields with Gaussian smeared fields
§<t7 CU) = Z exp [—(JJ - y)2/(202>]8(t7 y) ) (2101>
y
with some width o. Since this smearing is not gauge covariant, it requires gauge

fixing of the QCD gauge configurations.

One feature of lattice baryon interpolating operators is that, on a torus, they couple
to negative parity states propagating backward in time. As a consequence, assuming

ground state dominance, the correlator has the form
To(t) =|Zg|?> e ™ot + | Zg|? e~ (2.102)

where (g, is the energy of the state with negative parity ground state. The operator-
state overlaps for a state with spin projection s € {j:%, j:%} are defined by Zqu# =
(0] ¢5(0)1Q,s) and Zgysut = (0|¢h(0)|Q,s), where u# is the positive energy
solution to the spin-3/2 Rarita-Schwinger equation (see e.g. [39] for a recent review),
and |Q, s) and }Q, s> are states with positive and negative parity respectively. More

details regarding spin—% particle solutions are given in appendix D.

Since baryon correlators are significantly affected by an exponential signal-to-noise-
ratio problem, we are restricted to early times ¢ < T/2 where the backward

propagating contributions are negligible, giving just
Lo(t) = | Zg|? e ™et (2.103)

which can be computed at the simulation point and fit to extract mglo.

Taking the derivatives of this correlator with respect to the e.m. coupling and the
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strange quark mass, and taking the ratio with the original correlator, gives

1 621“9(15) 1 82‘ZQ‘2 82mg
em (4) — — t 2.104
RQ ( ) FQ(t) 662 0 |ZQ|2 862 0 862 0 ) ( O )
1 81“9(15) 1 GIZQF aﬂ”LQ
5 (5 _ _ _ 2.1
Ra(t) Lo(t) Oms |, |Zal?> Oms |, Oms)|, £ (2.105)

which are both linear in time, and can therefore be fit to a linear ansatz to extract

the quantities of interest.

We begin by considering the Wick contractions for the iso-QCD correlator given
in eq. (2.100), of which there are 6 contributions. These are shown diagrammatically
in fig. 2.9. The color structure of these contractions is not represented in these

diagrams.

For the QED corrections to this correlator, we require two insertions of the quark-
photon interaction i Zy ) 5/s, where A, is a stochastically evaluated photon field
in the QED; prescription and Zy is the vector current renormalisation factor. This
term corresponds to a photon propagator connecting the quark legs, as well as a
quark-disconnected contribution that is omitted in this work. Taking for example
diagram (a) in fig. 2.9, the corresponding QED corrections are shown in fig. 2.10
where (a), (b) and (c) are the exchange diagrams and (d), (e) and (f) are the self

. . . 621“9(15) .. . .
energy diagrams contributing to =%~. Similarly, quark-mass corrections are given

by the insertion of the scalar density ) 5s. Again taking diagram (a) in fig. 2.9 as
an example, the mass corrections are given by the diagrams in fig. 2.11, as well as a

disconnected contribution that is also omitted.

(d) (e) (f)

(a) (b) (c)

Figure 2.9 All Feynman diagrams corresponding to the tree-level correlation
function T'q(t). Points connecting two propagators are contractions of
a diquark pair, and dashed magenta portions of a propagator indicate
contraction with a transposed quark field.

Figure 2.10 All (connected) Feynman diagrams contributing to RG™(t) originating
from the tree-level contribution shown in fig. 2.9 (a). Similar diagrams
exist for the other contributions.
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Figure 2.11 All (connected) Feynman diagrams contributing to RE(t) originating
from the tree-level contribution shown in fig. 2.9 (a). Similar diagrams
exist for the other contributions.

Numerical Results

We now present numerical results for these quantities on the close to physical point
CO and MO ensembles from table 2.2. The data used on the CO ensemble is the
same as is used for QED scale setting in [29], however the analysis is independently
performed by the author of this thesis. The results of these different analyses agree

within statistical errors as expected.

Figures 2.12 and 2.13 show fits to the log effective mass

me(t) = h(%) : (2.106)

the ratios Rg"(t) and R, (1), and its (second) derivative with respect to m, and e

Omeg(t s .

(Smsmeﬁ = aTHS(> :RQ<t> - Rg(t + 1) (2107)
2

Sern et = 3”5—23‘“) —REN(t) — RV (¢ + 1) (2.108)

for the CO and MO ensembles respectively. The fit values are given in tables 2.3
and 2.4, along with the two-tailed p-value which is the probability that the x? test
statistic would be more extreme than the observed value under the assumption that
the fit describes the data. A 2-state fit ansatz is used for the simulation point €~
mass, while only a single state ansatz is used for the derivatives, due to a large
number of additional undesired parameters destabilising the fits. The {2~ mass in
the absence of QED or strange quark retuning is consistent with those measured on

these two ensembles in ref. [37].

On the CO ensemble, these quantities are combined to give the full Q= mass in
the presence of QED and with physical strange quark mass. It can be seen that the
statistical error on this quantity is heavily dominated by that of the simulation point
mass. A similar combined value is not given on the M0 ensemble since the strange
quark mass retuning in the presence of isospin-breaking effects is not currently known

on this ensemble.
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Figure 2.12 Fits to the Q™ baryon effective mass (top), the ratios of the corrections
in the e.m.
(middle right) and their derivatives (bottom) on the CO ensemble (see

table 2.2).
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Observable Value p-value
amq 0.9682(35) 0.351
Pama 1 117(11) x 1072 | 0.972
gamg 5.59(24) 0.707

am3"P 0.9637(35) -

Table 2.3 Fits results for the mass of the Q™ baryon and its derivatives in the e.m.

Table 2.4

coupling and bare strange quark mass on the CO ensemble. These are
combined to give the lattice result for the QED value using e? = %, and

dms = —0.0010(4) from [29].

Observable ‘ Value ‘ p-value
amg 0.7224(44) 0.141
Pama | 8.78(66) x 1073 | 0.408
Coma 6.18(19) 0.902

Fits results for the mass of the Q™ baryon and its derivatives in the e.m.
coupling and bare strange quark mass on the MO ensemble. These are
not combined to give a final result since the strange quark mass shift is
not yet known on this ensemble.

49



M x b
V5D S V51
Drys V55 Ui
D'D S D'y
DD' | (DN)71S | 7

Table 2.5 FEzample choices for creating a hermitian linear system that is equivalent
to eq. (2.109).

2.4.2 Deflation

Generally, the most computationally expensive part of making measurements of
fermionic quantities on the lattice is the (repeated) inversion of the Dirac operator

on various sources, i.e. solving the equation
DS =n, (2.109)

where S is the quark propagator sourced by n, and D is the Dirac operator. This
is a very large, but sparse, linear system which is often well suited to CG type
algorithms. However, since D is not a Hermitian operator, the linear system must

be modified to contain a Hermitian operator
Mz =b (2.110)

where M = MT. Some examples of M, = and b are listed in table 2.5, the first two
of which require the Dirac operator to be vs-hermitian, v5Dvs; = DF.

A measure of the difficulty of solving this linear system is the condition number of
the matrix M. If M has dimension NN, then the eigenvalues can be labelled \; for
i =1,2,..., N, where they are ordered by their magnitude |A;| < [A| < ...|]Ay|. The

condition number is then given by

Ay
M

, (2.111)

For a CG algorithm, once the initial transient behaviour has ended, each subsequent

iteration improves the norm-squared error of the solution on average by a factor [40]

%. (2.112)

Fore > 1, Y~1- \% showing that a larger condition number increases the number

of iterations needed to achieve a given precision on the solution. While the matrix
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to be inverted gives the general characteristics of the problem, the difficulty of the
inversion process is also dependant on the source b. If b has no support from certain
eigen-modes of M, then the corresponding eigen-directions will be trivially solved
for by a zero starting guess, and therefore the effective condition number can be

considered

>\max €b

(2.113)

Reff =

¢ ’ )\min cb
This effective condition number, and therefore the iteration count, can be reduced
by constructing linear systems in which the source has no support in the high and/or

low eigenspace of the matrix M.

Iterative algorithms like CG require an initial starting guess for the solution, x(, that
is commonly chosen to be a zero vector. If instead there exists a good approximation
to the solution, this can be used as the initial guess. Writing the full solution as

x = x9 + 2’ allows the linear equation to be rewritten as
Mz' =V =b— Muxy. (2.114)

This gives us freedom to modify the linear system to improve the effective condition

number.

Low-mode deflation is a technique that utilises a precomputed set of the lowest
n eigenvectors v; and eigenvalues \; of the operator M. A guess for the CG is

constructed specifically to remove support of the source on the lowest eigen-modes
of M.

Since the inverse of the matrix M can be written

Z% : (2.115)

this matrix can be inverted exactly on the low-mode subspace (using the n < N

lowest eigenvectors), giving the guess

— 1
Zo :Zr(vlﬁb)vi) (2116)

i=1 "

where (a, b) is the inner product of the complex vectors a and b. The effective linear
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Figure 2.14 Residual (left) and effective condition number (right) histories for
deflation of the light quark on the C1 ensemble, with several numbers
of exact eigenvectors, and 600 local-coherence compressed eigen-
vectors.

system to solve is then given by

N
Mz =b— Mz, = Z b;v; (2.117)
1=n+1
which has an effective condition number
AN AN
Koff = < | = 2.118
S DY el DY (2.118)

This can significantly reduce the number of iterations to solution, depending on the
number of eigenvectors used and the eigenvalue density of the low modes. Figure 2.14
shows the residual history and measured condition number for several numbers of
low modes used to deflate a light quark on the C1 ensemble listed in table 2.2. It
can be seen how the total number of iterations to solution, and the height of the keg

plateau, decrease with an increasing number of low-modes used in deflation.

Eigenvector Compression

Due to the fact that these eigenvectors are lattice sized objects, storing many of
them on disk or in memory can become problematic as lattices get larger and/or
finer. For this reason, it is hugely beneficial to compress these eigenvectors in some

way.

The simplest approach is to reduce the numerical precision with which they are
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stored, which can easily reduce the disk/memory footprint by a factor 2 when going
from double to single precision floating point numbers. This is a form of lossy
compression that has the advantage of only requiring the casting of fields to different
precisions, which is a relatively fast operation on modern hardware. It does, however,
throw away information about the physics indiscriminately, loosing information of

both high and low value to the system being solved.

A more physically motivated approach introduced by Liischer in ref. [41] utilises
the local coherence of the low-mode eigenvectors to remove redundant information.
This local-coherence deflation has previously been investigated on physical point
lattice ensembles in ref. [42], where it has been seen to yield a compression of up
to 90% for the eigenvectors of the red-black preconditioned 5D domain wall fermion

Dirac operator.

Local coherence is the observation that two fields ¥ (z) and ¢(x) can be orthogonal
globally (¢, 1) =Y, ¢'(2)¢(z) = 0, but not orthogonal when restricted to only a
local subvolume of the lattice Aq, 5,4 ¢f(x)p(x) # 0. Splitting the full lattice A
into several local sublattices A = A; UAs...UA 4, fields can be restricted to a specific

sublattice A, as

0 else

V(z) = { vw) for zeh : (2.119)

and an inner product on the sublattice A, can be defined as

(6, 9)a= 3 ¢ (@)ih(x) = (¢4 (2.120)

z€Mq
where it can be seen that (¢, ") oc §% since the sublattices A, and A, share no
sites if @ # b. Taking the lowest n normalised eigenvectors of the operator M, the
hermiticity of M guarantees these are globally orthogonal (v;,v;) = §;;, however
locally they may be coherent (v;,v;), 7# 0 for ¢ # j. Defining a set of orthonormal
basis vectors on the sublattice as ug, such that (uy,ug ), = g, the Dirac operator

eigenvectors can be decomposed as
o = 3 (g, o) (2.121)
k

By writing all fields in this local basis form, it can be seen that the exact deflation
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of source b is equivalent to

To=) A%-(”“ Dvi=>_ Y Al (Z(uk/, 0)" (e, b)a/> (ug, v)qul . (2.122)
% a,k 1

a’ k!

We can now associate the sublattice inner product of a field with a basis vector
(ug, ), = Ur(a) as a field in a new space where a behaves like a spatial position
coordinate and k like some internal degrees of freedom. We refer to fields on the
original lattice A as fine fields, while those on this new space as coarse fields, since
each sublattice A® corresponds to a single site of a coarsened lattice A. The inner

product on this new space is denoted as
(6, 0) = Z Z@k(a))*%(a) : (2.123)
a k

In this new notation, the exact low mode deflation from eq. (2.122) has the form

r0=Y Ful@u ,  Fola) = [Z%(@,b)’@k(a)l | (2.124)

7

This is exactly equivalent to using the basis vectors uj to project the eigenvectors
v; and the source b into the coarse space, then doing an exact low-mode deflation

with these fields to get Zgx(a), and finally promoting back to the fine space.

The only issue now is constructing the basis vectors uf. Note that in practice the
number of basis vectors in the complete set is larger than the number of low modes
eigenvectors used, and therefore only span a subspace of the basis. The source b is
arbitrary and therefore may span the whole basis, however, since the deflation only
takes the projection on the low-mode subspace, this extra span is irrelevant. This
allows for the basis to be truncated, while still being exact, to just the basis vectors

that span the space of eigenvectors on the sublattice.

In order to guarantee the truncated basis captures the subspace spanned by the
eigenvectors, it can be constructed from them via an orthonormalisation procedure
on the local sublattice A,, giving n basis vectors. Note however that with all n
basis vectors, this procedure is equivalent to exact low-mode deflation. Since no
information has been lost it is clear that no compression has taken place, and

therefore the total memory /storage required has not improved.

The local coherence of the eigenvectors (v;,v;), # 0 for i # j shows that the

eigenvectors on each sublattice overlap with some common set of local basis vectors,
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and have only small overlap with the rest. Therefore, we can truncate the basis
vectors further to only include these major axes, rendering the deflation inexact,
but also reducing the size of the basis that needs to be stored. This is done
by constructing the basis vectors by block orthonormalising the n < n lowest

eigenvectors.

Figure 2.14 shows the deflation of a light quark on the C1 ensemble with 600 local
coherence compressed eigenvectors, using a basis size of n = 150 and a local lattice
size of 2* x 16 on a 5D lattice of global size 243 x 64 x 16. This corresponds to
a compression of 65%. It can be seen that the effective condition number initially
plateaus to the same value as 600 exact eigenvalues, but later increases as the residual
error reaches the level of the inexactness from the compression. This inexactness

can be overcome using a restarting defect correction that redeflates at each step.

In the course of this project the local coherence deflation, as well as compression and
decompression of the eigenvectors, has been implemented in the Grid and Hadrons
libraries. This allows us to begin computing light quark observables on the MO

ensemble in table 2.2 with the Tursa supercomputer.

25



2.4.3 All-Mode-Averaging

When performing measurements on the lattice, the Dirac operator must be inverted
many times, which is often of great computational cost. The number of iterations
of a CG algorithm, and therefore the time to solution, is dependent on the stopping
residual chosen. This must be chosen appropriately to minimise the cost on each

inversion, but also achieve an accurate solve.

If a particular residual is deemed good enough to recover all the important properties
of the observable in question, i.e. improving the residual has no noticeable effect on

the observables, we call inversions to this residual “exact” solves.

Of course, solving to a worse residual will decrease the time-to-solution for an
inversion, but will also have some effect on the observable in question, which is an
artefact of the measurement and not the physics we wish to capture. We call this an
“inexact” solve. In performing an inexact solve, a bias has been introduced into the
measurement that must be corrected to get reliable results. This bias correction step
to guarantee our results are free from statistically significant measurement artefacts,
is known as the All Mode Averaging (AMA) procedure and was first described in
[43].

Consider a general exact observable to measure on the lattice Og,, and an inexact
observable Oy, that is some approximation of Og,. The unbiased gauge average

of this observable with N measurements is given by

N
1
OEX - N Z OEX z 5 (2125)

where [O]; indicates the measurement of the operator O on a single configuration i.

This is equivalent to

<OEX>N :<OIHGX>N + <OEx - OInex>N (2126)
(Oex) N + (Opx — Onex) 5 » (2.127)

12

where we have approximated the second gauge average with one over fewer
measurements N < N. ie. we are computing the biased estimator on the
full statistics relatively cheaply, and computing the bias correction on smaller
statistics. If the inexact operator is a sufficiently good approximation, then the
bias correction will be small and will have little effect on the result. Alternatively, if

the approximation is poor, the bias correction will be large and the statistical error
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will be dominated by the lower statistics of N measurements. The final estimator
will be unbiased to within statistical errors so long as N and N are large enough to

get reliable error estimates for the gauge averages.

In practice, the correlation between the inexact measurement and the bias correction
on a configuration-by-configuration level can be significant, and therefore it is
beneficial to have the inexact and bias correction measurements on the exact same
configurations. This can be achieved by computing the lower statistics of N as a

smaller number of measurements per configuration.

For example, for a 2-point correlation function, the time translation symmetry can
be used to make N; measurements per configuration. If ny, of these are used for the
bias correction, and the remaining N; — ny, are used for the inexact calculation, a

bias corrected observable can be constructed as

nb—l Nt—l
~ 1 1
) = — (A1) — O (t + 1 I et 11), (2,12
o(t) nb;«%wk) Or <+k>>+Nt_nbl;%OI (t+te), (2128)
that is an unbiased estimator, i.e.
lim (<6(t)>N . ((’)Ex(t))N> ~0. (2.129)
N—o0

The work presented in chapter 3 utilises the AMA procedure to correct for the bias
in solving propagators to an inexact residual, as well as in approximating the 5D

Mobius action with a zMobius action with smaller L,.
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CHAPTER

THREE

THE RARE KAON DECAY K+ — 744~

There exists a variety of rare decays of the charged and neutral kaons that can be
used as probes for new physics beyond the SM. Of particular interest are the s — d
quark FCNC decays: K — w¢*¢~ with the kinematically allowed charged leptons
¢ = e,u; and K — mvv where all generations of SM neutrinos contribute. This
work shall focus on the decay with charged leptons in the final state, however, the
neutrino modes are of great importance in their own right, and have been extensively
studied from the theoretical perspective, with recent developments given in refs.
[44, 45], and progress from the lattice community in refs. [46-48]. However, due to
the experimental difficulties caused by the neutrinos, these decays are not as well

measured experimentally as the charged lepton modes at the present time [6].

The charged lepton rare kaon decays have several channels corresponding to the
charged hadrons K* — 7(*(~, and the neutral hadrons K¢, — 7%¢*¢~. The
charged kaon decays are related to one another by Charge Parity (CP) symmetry,
however the two neutral decays have a very different structure to one another. The
K2 decay is dominated by the long distance virtual photon contribution since it has
a large overlap with the CP even state K, while the K decay has this contribution
suppressed due to its large overlap with the CP odd state K.

Tables 3.1 and 3.2 show the experimental measurements of the branching ratio for
the charged kaon decay in the electronic and muonic decay modes respectively,
where uncertainties at the level of a few percent are observed. Alternatively, the

neutral kaon decays are much more difficult to measure experimentally. The current
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Experiment | Value [x1077]

[
PDG Average [6] | 3.00(9)
NA48/2 53] | 3.11(4)(12)
E865 [54] | 2.94(5)(14)
Alliegro et al.  [55] | 2.75(23)(13)
Bloch et al. [56] | 2.7(5)

Table 3.1 FEzperimental measurements of the branching fraction of the rare kaon
decay in the electronic decay mode B(K™ — wteTe™). The first error
is statistical and the second is systematic unless only one is given, in
which case it combines the statistical and systematic error.

Experiment | Value [x10~%]
NAG2* 57] | 9.15(3)

PDG Average [6] | 9.4(6)
NA48/2 58] | 9.62(21)(13)
Hyper CP [59] | 9.8 (1.0)(5)
ES865 [60] | 9.22(60)(49)
E787 [61] | 5.0(4)(9)

Table 3.2 FEzxperimental measurements of the branching fraction of the rare kaon
decay in the muonic decay mode B(K™ — wtutp~). The first error is
statistical and the second is systematic unless only one is given, in which
case it combines the statistical and systematic error.

x Result more recent than the PDG average.

most precise values for the K are B(KJ — nlete) = 3.0715 x 1072 [49] and
B(KY — 7u*p~) = 58739 x 107 [50] from the NA48/1 experiment, while the
K? decay only has limits set at B(K} — mlete™) < 2.8 x 1071% [51] and B(K} —
moutu™) < 3.8 x 10719 [52]. The significantly lower precision of the neutral kaon
channels limits their sensitivity to new physics compared to the charged kaon decays,

and therefore we focus on the K™ — 7#¢"¢~ decay in this work.

3.1 Theoretical Background

It was shown in ref. [62], that the KT — #xt¢*¢~ decay is dominated by the
long distance contribution K+ — xty* ~* — (*{~ where the di-lepton pair
originate from a virtual intermediate photon. For this contribution first order
in electromagnetism, the amplitude factorises into a leptonic and hadronic part.
Due to the non-perturbative nature of QCD, the hadronic component gives rise to
the theoretical difficulty of this decay process. Once the heavy degrees of freedom

have been integrated out to give a Fermi effective theory, the hadronic amplitude is
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obtained as the matrix element of a point-like effective flavour-changing operator,
and a vector current that couples to the virtual photon, all between the initial and

final state hadron states. This is given by

A(q?) = / 'z (x* (p)| T{Hyw (2)J,(0)} | K+ (R)) | (3.1)

where k and p are the 3-momentum of the kaon and pion respectively, and ¢ = k—p
is the 4-momentum transferred by the virtual photon. J, = %VM“ — %Vud + %Vlf — %Vj
is the electromagnetic current, where V7 is the conserved flavour-diagonal vector
current for the quark ¢, and Hyy is the AS = 1 effective weak Hamiltonian given by
[10, 63]

Hy =——ViVia | > CiQ¥ = Q)+ > CiQi| +he (3.2)

GFV
us
V2 i=1,2 i=3,..,10

where V,, are the CKM matrix elements, and the @); are a set of known operators
with corresponding Wilson coefficients C;. This weak Hamiltonian accounts for the
effects of the heavy degrees of freedom of the electroweak theory that are integrated
out to get a low energy effective model. The dominant contributions for the long

distance s — d¢*{~ transitions are the so-called “current-current” operators

Qf =(siviva;)(@n" "di) (3.3)
Q5 :(gﬂﬁ%)(fjﬂL d;), (3.4)
where 7, 7 are summed colour indices and ’yﬁ = 7,(1—75). For arenormalisation scale
above the charm quark mass, the Glashow-Iliopoulos-Maiani (GIM) mechanism is

manifest as the difference of the up and charm quark contributions @} — ). The

operators (3. ¢ are the QCD penguin operators

Qs = (5y,d;) Z(CjﬂL “g;) , Qa= (Sivid;) Z(%VL “qi) (3.5)

Qs = (5ivd) Y (@7 "q) . Qs = Gvkd) > (7" "a), (3.6)

where the quarks ¢ with electric charge e, are from the set of active flavours at a

chosen renormalisation scale, and 75 = 7,(145). Finally the electroweak penguin
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operators Q7. 19 are given by

3 3

Q7 = 5(51'75651) D el @ ), Qs = §(§Wﬁdj) > eal@y™ Fa), (3.7)
3

Qy = 2(51,7 d;) Z eg(@V" "), Quo= (Sz%d )Z (@7 Hai).  (3.8)

VieVia
V'Lfsvud

(12, and therefore we are safe to ignore these penguin type operators at the current

The Wilson coefficients (' 19 are suppressed by a factor ~ 1072 relative to
level of precision. A detailed description of the AS = 1 effective weak Hamiltonian

is given in ref. [64] in the context of the K — 7/*¢~ and K — mvi decays.

It is most convenient for us to use operators where the spinor and color indices are
contracted within the same pairs of quarks. While the Q3 operator is already in
this form, the QY operator must undergo a Fierz transformation, under which the

’yﬁ ® I structure is invariant, resulting in the operator

Q1 =Sy di) (g™ "q;) - (3.9)

The amplitude (3.1) can be decomposed into a basis of all independent Lorentz
structures in the decay, which when combined with the requirement that it
must satisfy the Ward-Takahashi identity ¢*A, = 0 from electromagnetic gauge

. . . . 2
invariance, can be expressed in terms of a single form factor V(z = -4-)
K

Gr

Ay =~ i(47r)2 V(2) (¢*(k + p)u — (mic — m3)q,) - (3.10)

All of the hadronic information of this decay is contained in V'(z) and therefore this
is the goal of any theoretical calculation of this decay. The form factor has previously
been analysed using the methods of ChPT in ref. [65], and can be separated into

the contributions
V(z) =a+bz+ W™ (z) (3.11)

where the W™ comes from the 7m — 7* intermediate contribution, and the part
linear in z absorbs all other contributions from higher mass intermediate states. It
is known up to O(p*) in the chiral expansion that W™ (0) = 0.

While we have focused on the charged kaon decay here, the K decay amplitude
has exactly the same form, and therefore results quoted in the literature are given

a subscript + or 0 to indicate the form factor contributions to the K or K§ decay.
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Origin ‘ l ‘ a ‘ b
NA48/2 53] e | -0.578(16) | -0.779(66)
NA48/2 [58] | -0.575(39) | -0.813(145)
NAG62 [57] po| -0.575(13) | -0.722(43)

D’Ambrosio et al. [66] | - | -1.59(8) -0.82 (6)

Table 3.3 FExperimental and theory results for the form factor coefficients of the
KT — nt0t 0~ decay.

Table 3.3 gives the experimental measurements of the a and b coefficients in the
form factor, as well as the existing theory result which utilises a two-loop low-energy
expansion of V(z) in three-flavor QCD, with phenomenological inputs for unknown
quantities. It can be seen that the a and b coefficients are consistent between all
the experiments, and while b is also consistent with the theory prediction, the a
coefficient has a clear discrepancy between theory and experiment. Due to this
discrepancy, it is important to produce an alternative SM prediction of this form
factor in an ab initio manner, which currently can only be done using the methods
of lattice QCD.

3.1.1 Lattice Theory

Ref [67] gives a detailed description of the methodology for extracting the K — 7™ ¢~

form factor from the lattice, which we summarise in this section.

The amplitude in eq. (3.1) can be written in spectral form as

Ay =i /OOO d: (EK(kj(iul) —ie  w— gﬂ(z}p)) * “) o
i <w—;§;>+z‘e+w—f§$+“) |

the second line of which will be most convenient for comparison with lattice objects.

The two spectral functions in eq. (3.12) are given by

ple) = X0 T () o) e i | OB (313)

o) =Y 0@ = EBo®)) v ()| o 18)) (B)| Ju [T (R)), (3.14)

where the states that contribute to the |a(k)) spectrum have strangeness S = 0 and

momentum k as the weak Hamiltonian operator does not impart any momentum.
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Figure 3.1 Quark contraction topologies for the weak Hamiltonian 3-point function
with kaon and pion external states. Topologies are given the names:
Connected (top left); Wing (top right); Eye (bottom left); and Saucer
(bottom left). The paired black dots represent the two V — A quark
currents that are located at the same space-time point.

At the physical point, the lowest elements of this spectrum are the 7, 77 and 777w
states. The states |G(p)) have S = 1, the lowest of which are the K, Kn, Knm

states.

In order to compute this amplitude on the lattice, it must be obtained from discrete,
finite-volume, Euclidean correlation functions. In the following discussion, we shall

assume all objects are evaluated in the continuum.

The Euclidean analogue of the amplitude in 3.1 is the 4-point correlation function

DO (ty, b5k, p) = / Bz (¢r(tr, p) Ju(0) Hw (i, ®) Ol (tie, ko)) (3.15)

where ¢p(t, p) is an interpolating operator for the pseudoscalar meson P in the time-
momentum representation, and the operators J, and Hy, are the electromagnetic
current and weak Hamiltonian in position space representation. The quark
contractions that are required for the computation of this weak Hamiltonian can
be separated into 4 different topologies shown in fig. 3.1, corresponding to the
contractions of the 3-point function ((;SWHWQSTK). The connected and eye diagrams
stem from the ), operator, while the wing and saucer diagrams stem from (J5. For
brevity, when referring to both the Eye and Saucer diagrams together, we shall
use the term “eye-type” diagrams, and “non-eye” diagrams for the Connected and
Wing diagrams. The full set of quark contractions for the 4-point function can be
obtained from those of fig. 3.1 by the insertions of a vector current vertex on each

of the quark legs, which are given in appendix A.
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Assuming ground state dominance and the time ordering tx < 0,ty < t., this

correlation function has the spectral representation

Fl(fl)(tKa tHa tﬂ? k>p) =

> pr(w) e~ k=it for ¢, <0
Trenltic i k. dw . (3.16
rerlbx P) /0 { op(w) e @Bt for 0 <ty (3.16)

where we have collected the creation, annihilation and propagation of the external

states into the factor

T
Zir(ti, tr k,p) = {0 ¢x(0. p) |7T4+;j§)(>k;<)[;+((§))‘ 9k (0,k)0) PRt o~ Bx(p)tn

(3.17)

and the two spectral functions p; and o are the finite volume equivalent of the
spectral functions in eq. (3.13). Specifically, they run over the finite volume
spectrum which is fully discrete, and the multi-particle energy levels that appear

are heavily influenced by the size of the lattice.

We define the amputated 4-point function by removing this external state factor

F;(fl) (tx,tw, tx; k. D)
ZKw(tKa t7r7 k7p)

It k,p) = (3.18)

Then integrating the weak Hamiltonian in the window ty € (—7,,T}) around the

vector current (with Ty, Ty, > 0), we get the integrated 4-point function

T, R
LT Tikep) = [t P9tk p) (3.19)
7Tu.
00 1 — e~ (w=Ek(k)Ta 1— e—(w—Ew(p))Tb>
= dw w +or(w .
/o (pL( ) w— Ex(k) W) w — Ex(p)

(3.20)

It can be seen that the contribution to the integrated 4-point function that is
independent of T, and Ty is exactly (up to a trivial factor or —i) the amplitude
of interest eq. (3.12), with the infinite volume spectral functions replaced with their

finite volume counterparts.

For the regions of the w integral where w > Ek(k) and E,(p), the additional
contributions decay exponentially as T,, T, — oo. However, for regions of the
spectrum where w < Ex (k) the T, — oo limit blows up, and similarly for 7, when

w < E.(p). At the physical point, there are no such states in which w < FE.(p),
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since the ground state of the S = 1 spectrum is heavier than the pion, and therefore
the T, — oo limit can be taken without issue. However, for this same reason, there
do exist states in the S = 0 spectrum for which w < Ex (k). These exponentially
growing intermediate states are the single pion state, the finite-volume 77 and 7mwm-
like states below the threshold Ex (k). These states must be accounted for prior to
taking T, — oo.

3.1.2 Growing exponential removal

As is proposed in [67], there are two methods for removing these exponentially
growing intermediate state terms. The first is most general and can be applied to
all problematic contributions, as well as for contributions above the threshold that
only decay slowly as T,,T, — oo. The second method can only remove a single
growing exponential, however it is generally simpler to implement and can be used

in conjunction with method 1 for the rest of the states.

Explicit Construction

The first method, referred to as “Method 1”7 in [67-70], is where the exponentially
growing contributions are constructed explicitly from measured energies and matrix
elements, and removed from the integrated 4-point function. If we consider the

contribution from an intermediate state |«), the exponential term is

o( . _(m@)| Jula(k)) (a(k)| Hw [K(K)) (5, k) By k)12
ALY (T, k,p) = 25 (k) (Euk) — Bx(k)) € (Falk)=Erx(®)Ta = (3.21)

and therefore a full reconstruction requires measurements of the matrix elements of
the electromagnetic current and the weak Hamiltonian, as well as the energies of

the initial, final and intermediate state. These can all be extracted from various 2-

and 3-point functions.

Scalar Shift

The scalar shift method, referred to as “Method 2” in [67-70], modifies the weak
Hamiltonian in such a way as to remove the contribution from a state of our choosing,
while also leaving the total amplitude unchanged. There exists two operators with

which we can shift the weak Hamiltonian in such a way, the scalar and pseudoscalar
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s — d quark bilinears
HI//V = HW —ngd—Cp §Y5d. (322)

It is shown in [67] (and later in the context of the rare hyperon decay in chapter 5)
that as a result of the chiral ward identities, the amplitude of the rare kaon and
rare hyperon decays, as well as their finite-volume estimators, are unaffected by this
shift for arbitrary values of cg and cp. We wish to choose these coefficients such
that they cancel the matrix element of a problematic state, and therefore cancel the

growing exponential associated with it.

For this application, the convenient choice of problematic intermediate state is the

single pion state, and therefore we require
(m(k)| Hy, |K(k)) =0. (3.23)

Since the weak Hamiltonian matrix element has only a single form factor that
conserves the parity of the state, the pseudoscalar matrix element will identically
vanish, and therefore the shifted matrix element can be cancelled with only the

scalar operator. This fixes the coefficient of the shift to be

_ (w(k)| Hw |K(K))
(m(k)|5d |K(K)) °

(3.24)

which can be measured simply from a ratio of 3-point functions. Once cg has been
obtained, the shifted 4-point function can be constructed from the original 4-point
function with Hy, and a second 4-point function with Hy, replaced with this scalar
bilinear. The integrated 4-point function obtained from this shifted 4-point function
then has the same form as eq. (3.19), however, the single pion intermediate state
does not contribute to the p spectrum, and therefore there is no growing exponential

associated with this state.

3.1.3 Renormalisation

The renormalisation of the quantities relevant to the rare kaon decay come in two
forms. The first is the renormalisation of the individual operators J, and Hy . The
second is the renormalisation of divergences that can occur when the two operators

make contact (i.e. lim,_,o J,(0)Hw (x)). These will be taken in turn.

When using the lattice conserved vector current for the electromagnetic current J,,,
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the associated ward identity ensures no renormalisation is required for this operator

in isolation. This would not be true if the local vector current were used for example.

The operators entering the weak Hamiltonian are known and the corresponding
Wilson coefficients have been computed at next-to-leading order in the MS
renormalisation scheme in ref. [10]. Due to the perturbative nature of the MS
scheme, it is not accessible via purely non-perturbative renormalisation. Instead,
the Q7 operators can be renormalised non-perturbatively on the lattice with a scheme
such as RI-MOM [71] or RI-SMOM [72]. The operators can then be matched between
the two schemes using perturbation theory, so long as this is done at a high enough
scale. If a chiral formulation of fermions is used, the left-handed operators ); are
prevented from mixing with their right-handed counterparts. Finally, taking the

linear combination

Qs = Q1+ Q,, (3.25)

it can be seen that these transform in the (84,1) and (20, 1) representation of the
SU(4) x SU(4) group respectively, and therefore they cannot mix with each other
(or other operators from any other representations). A detailed description of this is
given in ref. [73]. The mixing structure in the original operator basis is then given
by

Hy =) CPQIS =) cro (3.26)
=3O (14 At L ZRer (3.27)
1,9,k

where the operators Q' are the bare operators computed on the lattice. The lack of
mixing of Qy results in ArRI=MS — ApRISMS o)) q ApRISMS — ApRISMS g wel] as
ZR} = ZR’ and Z} = ZRI. The coefficients (at a renormalisation scale of 2.15 GeV)
required to perform this calculation on the relevant C'0, C'l and C2 ensembles are

given in table 3.4.

The final type of divergence that must be accounted for comes from the contact of
the two operators, which is discussed in detail in [63]. By power counting it can be

seen that matrix elements of the operator
a* Y " Qi(x)J,(0) (3.28)

can diverge at most quadratically (~ 1/a?). However, since the electromagnetic field
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Coeff ‘ Value ‘ Ref.

M
C% —0.2967 10]
C) 1.1385
ArfES | —6.562 x 1072 74]
ArRIZMS 17521 x 1073
ZRL, 0.5916 73]
AL —0.05901
Cpt —0.2216
Clat 0.6439 i

Table 3.4 Renormalisation factors and Wilson coefficients required for the four-
quark operators Q1 and Q2 that contribute to the effective weak
Hamiltonian eq. (3.2).

couples to the lattice conserved vector current, the U(1) gauge invariance implies the
presence of a transversality factor ¢,q, —g*n,, which reduces the degree of divergence
by two down to a logarithmic one, which would not be the case if the local vector
current were to be used. The remaining logarithmic divergence is independent of the
quark mass, and cancels when performing the GIM subtraction Q¢ — Q¢. Therefore,

in this case there are no divergences coming from the contact of the two operators.

3.1.4 Finite Volume Corrections

In a finite volume, on-shell intermediate multi-particle states introduce power-like
volume corrections that should be corrected for when obtaining the amplitude in
question. As has been discussed earlier, the multi-particle states that can go on

shell in this case are the 77 and w77 states.

The finite volume corrections to this process from the 77 state can in principle be
calculated using the Lellouch-Liischer finite volume formalism for matrix element
calculations [76], and is described in the context of the K — Kg mass splitting

calculation [77], which has a very similar structure to the rare kaon decay calculation.

At the time of ref. [67], it was not yet known how to utilise the 3-particle formalism
[78] to compute the wwm finite volume effects to this decay. However, in the
intervening years, theoretical progress has been made towards 3-particle transitions

amplitudes [79] and the application to K° — K° mixing [80].
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3.2 Physical Point Calculation

The first proof-of-concept exploratory calculation of the rare kaon decay using the
theoretical framework discussed in the previous section is given in ref. [70]. This was
performed on the C2 ensemble in table 2.2, which importantly has an unphysically
heavy pion of mass m, = 430 MeV, and it was demonstrated that the rare kaon
decay amplitude can be extracted from lattice data in practice. The calculation
benefited from the heavy pion in several ways: the heavier light quark reduces the
cost of inverting the Dirac operator compared to a physical point simulation; with a
close to physical kaon mass, the 77 and w77 states lie above the Ex threshold and
therefore do not contribute growing exponentials or power-like finite-volume effects;
and finally, a smaller mass difference between the light and charm quarks provides

better cancellation of the noise from the eye-type diagrams.

The natural continuation of this proof-of-concept study is to perform this calculation
directly at the physical point in order to allow for a direct comparison with
experimental measurements and phenomenological predictions. Work from this PhD
has contributed to this physical point result presented below, and published in ref.
[1]. This includes the implementation and tuning of the MADWTEF solver (see section
2.2.2) which reduces the inversion times for this calculation; assisting with running
measurements for these Mobius solves; contributing to discussions during the data

analysis; and contributing to the writing of the manuscript.

3.2.1 Computational Setup

This calculation was performed on the CO ensemble listed in table 2.2, with near
physical pion and kaon masses of m, = 139.2(2) MeV and myg = 499.2(2) MeV

respectively. 87 statistically independent gauge configurations were used.

This ensemble utilises the scaled Shamir limit of the Mobius action, with o = 2
and L, = 24 for the sea quarks. Due to the large cost of inverting the light quark
Dirac operator, the valence light quark is simulated with the zMd&bius action with
L, = 10, and tuned to approximate the sea action. An AMA-style bias correction
is then performed to correct for this mismatched action setup, as is described in
section 2.4.3. In order to cancel the logarithmic UV divergence from the eye-type
diagrams, the charm quark is also computed with the zMobius action. Finally,
the light quark inversions are further accelerated by the use of low-mode deflation

described in section 2.4.2, with 2000 exact low modes used.

69



Since the domain wall formalism breaks down for physical mass charm quarks at
this lattice spacing [81], the rare kaon decay amplitude is computed at 3 values of
unphysically light charm quarks and extrapolated to the physical charm mass, set
by an extrapolation of the 7. meson mass to its physical value. The simulated bare
charm masses are am,. = 0.25,0.30, 0.35 and the physical charm mass is found to be

amP™s = (.51,

The chosen kinematics are a stationary kaon, k = 0, and a pion with 1 unit of
lattice momentum corresponding to |p| = 2= = 226 MeV. With this kinematic
setup, and the pseudoscalar masses on this ensemble, the momentum transfer is
¢®> = 0.0029 GeV? or z = % = (0.012. This is sufficiently close to the z = 0 limit
that this measurement of the form factor can be taken as a good approximation of

the a coefficient of the form factor in eq. (3.11)

Since this process is only governed by a single hadronic form factor, only one Lorentz
component of the amplitude is required, which we choose as the temporal component

p=0.

The source and sink operator times have been chosen to be tx = 0 and ¢, = 32, and
the electromagnetic current is inserted halfway between them at t; = 16. This is
to allow enough separation for ground state dominance of the external sates, while
also remaining in the ¢ < 7T'/2 region to suppress around-the-world effects on our

lattice with temporal extent T' = 96.

3.2.2 Loop Propagators

The eye-type diagrams contain a quark loop, requiring a propagator from a position
x to itself for all values of z on the lattice, i.e. S(x|z)Vz. However, due to the fact
that the Dirac operator gets inverted onto a fixed source, if performed exactly this
would require a new inversion for each lattice site which is completely infeasible on

modern lattices with O(107) sites or more.

An alternative is to evaluate this loop propagator stochastically [82] by inverting

the Dirac operator on a set of N noise “hits” 7;(x) that come from a distribution
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that satisfy

lim Z ni(x) =0 (3.29)

N—o0 <

lim — Z ni(x = Oy (3.30)

Nooo N

It can then be seen that a stochastic estimation of the loop propagator is obtained

as

N

S(alr) = S Sl (x) (331)

i=1
where we have used the shorthand notation S(z|n) = -, S(zly) n(y).

One very common choice of noise source is the full volume Z» noise source [83],
where the value at each lattice site is chosen independently from the set Zy X Z5 =

(1 +14), (1 —4), (=1 —14), (=1 +14)} with a uniform distribution.
V2 V2 V2 V2

Sparse Sources

In order to improve upon the full volume noise source, they can be “sparsened” in
a way similar to that used in [84] where a type of spatial dilution is applied. Here
the noise source is taken to only have support on sites that are separated by some

integer ng in all directions

(1)<x) _ { ni(x) for xz, = 0(mod ny) (3.32)

0 else

To cover the full lattice with D dimensions, n? sparse sources are required, which

are obtained by translating 77.(1)

,/ into the missing positions. The loop propagator is

then estimated as
1 N “ ;
S(z|x) ~ E E S( |77Z ) ( m; (m)) : (3.33)

The cost benefit analysis of this sparsening in the context of the rare kaon decay
with ny = 2, and therefore 2* = 16 sources per noise hit, is given in the appendix
of ref. [1]. Tt is observed that when normalised to equal cost, this sparsening

gives approximately 2-3 times smaller statistical error than using full volume noise
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Figure 3.2 4-point correlation function of the Q1 (left) and Q2 (right) operators
broken down by diagram topology, and demonstrating the GIM
subtraction of the eye-type diagrams for the lightest charm mass am, =
0.25. Figure reproduced from [1].

sources, and therefore this method of sparsening is chosen for the measurement of

the eye-type diagrams in this analysis.

In order to increase the loop propagator statistics for a given cost, we again use the
AMA procedure with 10 inexact hits inverted with a solver residual of 107%, the
first of these is also solved with a tighter solver residual of 10~® for light quarks, and
1071, 1072, 10~ for the three charm quark masses simulated, which are used for
the AMA bias correction.

3.2.3 Results

Figure 3.2 shows a breakdown of the contributions to the 4-point functions, separated
into the ()1 and )y parts of the weak Hamiltonian operator (without Wilson
coefficients applied). For the eye-type diagrams, the contributions are further
broken down into the light and charm loop contributions, as well as the GIM
subtracted contribution. It is clear that the eye-type diagrams dominate the
statistical uncertainties, and that there is a large cancellation between the light and
charm contributions in the GIM subtraction. In addition, there is a clear hierarchy
in the size of the ()1 and () contributions which was also observed in the previous

unphysical calculation [70].

The removal of the single pion growing intermediate state is done via the scalar
shift method for the final analysis, while the method of explicit construction and

subtraction is also performed as a cross-check of the validity of the scalar shift.
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Figure 3.3 Integrated 4-point correlation function with and without the scalar shift
applied. Shown is the T, = 8 slice as a function of T,. The blue band
indicates the fit to the scalar shifted correlator. Figure reproduced from

[1].

Both methods give consistent results to within statistical errors. Figure 3.3 shows
the integrated 4-point correlator from eq. (3.19) for a fixed upper integration limit
T, = 8, before and after the application of the scalar shift method. It can clearly be

seen that a significant part of the growing exponential is removed.

In addition to the single pion intermediate state, the finite volume 77 and nw7mw
states are also below the E (k) threshold and therefore can in principle contribute
additional growing exponentials that should be removed. As is discussed in ref. [67],
the O(4) symmetry of Euclidean space-time requires that the 77 contributions to the
amplitude vanish, and therefore no exponential growing term can stem from them.
However, at finite lattice spacing this O(4) symmetry is broken down to a hypercubic
symmetry, allowing for a non-zero contribution from these states. These lattice
artefacts must vanish in the continuum, however, due to the exponential growth
multiplying their contribution, these effects can in principle become arbitrarily large
in the integrated 4-point function. While these 77 states have yet to be included
in this physical point analysis, studies from the similar calculation of the K — Kg
mass difference have been performed at the same lattice spacing [75, 85], and it is
found that the lattice artefacts from these states have such a small contribution that
these effects are estimated to be sub-percent contributions for all currently accessible

values of T}, and therefore these effects are neglected in this analysis.

The 7 states have been estimated in ref. [67] to contribute with a factor O(1/500)

suppression relative to the 77 states due to having a smaller phase space. Since the
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Figure 3.4 Measured correlation matrixz of the data-points used in the fit to the
2-, 8- and 4-point correlation functions. The pion and kaon 2-point
functions are labelled with a subscript indicating 0 or 1 units of lattice
momentum, and superscripts P or W indicating point or wall sinks
(both with a wall source). The label 3?}{ indicates the vector current
3-point function of the pion and kaon réspectively. Figure from [1].

m states are already very likely subdominant in this analysis, the mnm states can

be safely neglected as well.

Due to the suppression of these multi-particle states, the corresponding finite volume
corrections are also suppressed in this calculation. Once sufficient precision is
obtained for the rare kaon decay amplitude, these corrections should be taken into
account. However, such a precision has not yet been achieved, so no finite volume

correction is applied in this calculation.

With the growing intermediate states accounted for, a simultaneous fit is made to
all relevant 2- and 3-point functions as well as the 2-dimensional integrated 4-point
function. The correlation matrix of data points included in the fit is given in figure
3.4. Due to the high degree of correlation of the data points of the integrated 4-point
function, and the large total number of data points within the combined fit, it is
only possible to perform a semi-correlated fit in which the 2- and 3-point sectors are

fully correlated, while the 4-point sector is uncorrelated.

Table 3.5 shows the results of the measurement of the temporal component of
the amplitude (3.12) for the three values of the charm mass, as well as the
value linearly extrapolated to the physical charm mass. The final results of the
amplitude is found to be Ay = 0.00035(180) which corresponds to a form factor
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am.| 025 | 030 | 035 | 05l
Ay 0.00022(172) | 0.00024(173) | 0.00027(174) | 0.00035(180)

Table 3.5 Measured amplitude Ag for the 3 simulated bare charm quark masses,
and the linearly extrapolated value to physical charm mass.

of V(0.013(2)) = —0.87(4.44). If we consider the decomposition of the form factor
from eq. (3.11), taking b to be O(1), and estimate W,.(0.013) = —0.00076(73)
following from the results of ref. [65], this allows us to neglect these contributions

within our level uncertainty, and therefore our measurement of the parameter a is
a = —0.87(4.44).

Due to the very large uncertainty on this result, the lattice cannot currently
discriminate between the experimental and phenomenological results. While the
error on this result is approximately 8 times larger than the experimental values in
table 3.3, it is only 3 times that of the current SM prediction, and therefore may be
able to provide a competitive theoretical bound in the coming years with sufficient

methodological improvements.

The large statistical uncertainty of this result is heavily dominated the eye-type
diagrams. From fig. 3.2, we can see that while some of the individual flavor
contributions are quite well estimated using the sparse noise approach, the GIM
subtraction contains a large cancellation which leaves the uncertainty of the
subtracted contribution heavily dependent on the correlation between the light and
charm loops. Due to the two quarks having the same discretisation, the short
distance behaviour of these loops is likely very similar, however, the long distance
behaviour will be dominated by the quark mass which will decorrelate the loops
as the two quarks approach their respective physical mass. This can be seen in
figure 3.5 which shows the cross-correlation matrix between the light and charm
loop eye diagrams for the previous unphysical calculation [70], and this physical
point calculation. They key observation of this plot is that the diagonal for the
unphysical calculation has a correlation very close to 1, but only ~ 0.25—0.5 in this
calculation. Therefore calculations with heavier than physical light quarks and a
lighter than physical charm quark have significantly higher correlation between the

two diagrams, allowing for smaller uncertainties after the GIM subtraction.

There are several approaches to be explored that may allow for improvements in the
calculation of the rare kaon decay amplitude on the lattice. The first is a method
that integrates over the current time ¢; at the time of measurement, allowing for

significantly fewer inversions and reducing the cost for a given statistical precision.
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Figure 3.5 Measured cross-correlation matriz between the eye diagram with light
and charm quark loops, on the unphysical C2 ensemble (left), and the
physical point CO ensemble (right). Figure reproduced from [1].

This is investigated in section 4.

Other directions worth investigation are in improvements in the estimation of loop
propagators, for example with the use of the frequency-splitting technique presented
in [86] which has promisingly seen the cost of disconnected loop traces reduce by up
to 2 orders of magnitude. It has recently been shown that this technique also applies
for domain wall fermions in ref. [87], however it still has to be assessed whether this

methodology can be applied to the eye-type diagrams in the rare kaon decay.

Finally, one could perform this calculation with the weak Hamiltonian renormalised
at a different renormalisation scale, in such a way that there is a trade off between
our existing statistical uncertainty and a systematic uncertainty from perturbation
theory. Specifically, if one chooses a scale low enough for the charm quark to no
longer be active, the rare kaon decay can be evaluated in a 3 flavour theory, that
would remove the GIM subtraction that is the source of our uncertainty. This would
also introduce additional issues that must be resolved, such as the introduction of
the logarithmic divergence as the electromagnetic current and weak Hamiltonian
approach one another. Also, with the charm quark integrated out and no longer
dynamical, an additional systematic error is introduced, however, this is likely
significantly smaller than the current statistical uncertainty and could therefore
potentially allow for a great improvement on the precision of our result, although

at the cost of not being systematically improvable.
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CHAPTER

FOUR

THE SUMMED METHOD IN LATTICE SIMULATIONS

One method that may be able to reduce the cost of the rare kaon decay proposed in
chapter 3 is the use of correlation functions in which the vector current is integrated
over time (or summed in discrete time) directly during the measurement step. The
use of such correlators in LQCD calculations is known as the “summed method” or
“summation method” originally proposed in [88]. The summed method has been
used in many calculations of matrix elements using 3-point functions with degenerate
external states, and is very closely linked with the Feynman-Hellmann theorem

which is discussed in detail in the context of lattice calculations in [89-94].

In this chapter, we investigate the use of this method for applications with non-
degenerate external states, and 4-point functions in the specific context of the rare
kaon decay. For simplicity, we make several assumptions that can be lifted at the
cost of additional tedious bookkeeping, however, none of the conclusions made will
be affected. These simplifications are the use of mesonic external states, as well as

the use of an infinite continuous time variable.

4.1 3-point functions

Suppose we wish to compute the matrix element of an operator J between two

arbitrary states |i) and |f). This matrix element is contained in the ground state
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contribution to the 3-point correlation function

(8, t5) =(o5(ty) J(t) 91(0)) (4.1)

where ¢; and ¢y are interpolators for which the |i) and |f) states are the ground
states. This 3-point function has the spectral representation, for a fixed source-sink

separation t; > 0, given by

an[¢f]0m[J]mn[¢Z]no e Bmtie=(En=Em)t for 0 <t <t;
F3(t7tf) =9 2ullo [¢f]ln[¢T]n0 e~ (Bn=Edtse=Bit — for (< tp<t , (42)
> kml@flom[® ke[ J]po €~ Emis eBrt for t<0<t;

where we have defined the compact notation [Al,,, = (m| A(0) |n), E, is the energy
of a state |n), and the sums run over the spectrum of states with appropriate
quantum numbers. Specifically in this case, states |n) have the quantum numbers of
¢i, |m) those of ¢, |I) those of J or equivalently gb}(ﬁz, and |k) those of J' or gzﬁfgbj

The most general method for extracting the matrix element [J]f; utilises the time
ordering 0 < t < t; in the limit ¢ > ﬁ and ty —t > A+3f7 where the AFE are the
energy gaps between the ground and first excited states. In this regime, the 3-point

function is approximately given by

P2 (t,t5) =[bslos [ ilgllio e Prr et (4.3)

which can be fit to give the ground-to-ground state matrix element, up to the overlap
factors [¢;]o; and [¢f]os. In practice however, this large time separation can be very
difficult to achieve when performing calculations with a signal-to-noise problem, such
as with baryonic correlation functions. It is therefore often necessary to include the
effects of excited state contamination where a number of states above the ground

state are also included in the fit

t tf Z Z ¢f Om mn ]nO € Emtfe_(En_Em)t . (44)

Some simplifying assumptions may be made, for example certain excited-to-excited
matrix elements may be set to zero, or certain energies may be constrained by 2-
point correlation functions. It is clear, however, that the number of fit parameters
grows quickly with the number of states included, causing fit stability to decrease
and/or requiring additional data at multiple values of ¢; to constrain the parameters.
A rather extreme example of this is given in [93] where a 5-state fit is performed in

the extraction of the nucleon axial charge. It can be seen that using this method,
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the excited states become exponentially suppressed in the temporal distance from

AEf (tf,t) AFE;t

both of the interpolators e and e~

In the special case where the initial and final state spectra are degenerate, the
summed method can be applied where the operator insertion is summed (or
integrated in continuous time). This summation can be applied over just the
source-sink window 0 < t < ty, or over the full temporal extent. Generally, the
former is most desirable as it contains only contributions from the time ordering of
interest, however, it can usually only be applied during the post-processing stage
of a calculation. In contrast, the latter includes contributions from the other two
time orderings, but can often be applied directly in the measurement step which
may allow for a reduction in cost, for example via sequential inversions of the Dirac
operator. For the purposes of this section, we shall consider the integral over all

time.

Ref. [92] gives a detailed derivation of the summation of this 3-point function
including the handling of a discrete and finite time, and special consideration for
the contact terms where the operators coincide. In the continuum, it can be seen

that the integrated 3-point function has the spectral representation

Pl = [ air(eey) (ws)
—Emty _ —FEnt
:;[abf]omw]mn[asﬂno ‘ Ef_ 2 : (46)
o—FEmts
+ Z o[®flinle k[ 1xo

Ep

where the last two terms come from the other time orderings ¢ < 0 and ¢ > ¢; which
shall be referred to as the “Out-Of-Order” (O3%) terms. In the special case where
the two spectra are degenerate, the equal energy “diagonal” terms (n = m) can be

separated out to give

Bty) = [dflon[Tlun[@]]no ty e~ (4.7)

e—Emtf _ e—Entf

+ D 07)omTlmnlf]o E,— B,

n#m

e—Entf

+ Z ( 0l )im[8l]n0 + [B1lonld!]n [J]lo) E

We can see that these diagonal terms have a time dependence that is exponential

times linear, while the off-diagonal terms come as the difference of two decaying
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Figure 4.1 Plot of x(w,t) in eq. (4.8) for multiple values of w. Dashed lines indicate
the asymptotic value as t — oo.

exponentials of different energy. Note that the O® terms also have a simple
exponential time dependence decaying with energies of states that overlap with

the interpolators, and not states that overlap with J or the pairs of interpolators.

One key advantage of this summed method is that, from eq. (4.7), it can be seen that
the excited states are suppressed by e"*F* and therefore ground state dominance is
achieved when ¢; > <=. This is in contrast to the non-summed method in eq. (4.2)
where both ¢ty —t and ¢ > A—lE. Taking the point at ¢t = t¢/2, this means that the
non-summed method requires a source-sink separation about twice as large as with

the summed method to achieve the same level of excited state suppression.

Examining the time dependence of the off-diagonal terms, we define the envelope

function

1 _ e—wt

X(w,t) = — (4.8)

and therefore (assuming F,, > F,,) this time dependence is given by

e—Emtf _ €_E"tf
En - Em

=X(E, — Ep, ty) e Emtr (4.9)

If instead E,, > E,, this gives x(E, — E,,t;)e "' so the off-diagonal terms
can always be expressed as the envelope with a positive energy argument and an
exponential factor that goes with the smaller of the two energies. Figure 4.1 shows

time the dependence of the envelope function Yy.

It can be seen from the functional form that y(w — 0,t) — ¢ and therefore it
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recovers the linear time dependence seen in the diagonal terms. In addition, the
small time limit gives x(w,t < 1/w) =~ t, and the large time limit at strictly positive
wis x(w,t = o0) — % Therefore the envelope has linear early time behaviour and
constant large time behaviour, where the timescale of the transition between the

two is t ~ L.
w

In the case of degenerate spectra in eq. (4.7) it can be seen that for large times

> ﬁ, the exponentials suppress the excited states leaving

1(t7) = ([6sonulolo ty (4.10)
+ 3 (65lonl (8]0 + [B1J0n [Timf6lmo) X(E = Er 1)

m>1

+Z Jolofln| ]1(); [¢f]o1[¢ﬂ1zmzo> ity

Up to the overall external exponential that separates out the ground state, there
are 3 types of time dependence: the linear component that has the ground-to-
ground state matrix element as a prefactor; the x terms that behave linearly at
small times and constant at large times; and the constant O® terms. Therefore at
large enough times, all unwanted components contribute to a constant term, and
the matrix element is simply the gradient of the linear term. This degenerate case
of the summed method has been successfully used in many calculations, for example
various stationary charges of the baryon octet, including (but by no means limited
to) the works [93, 95-97].

Non-Degenerate Case

We now investigate the behaviour of eq. (4.6) in the case of non-degenerate spectra.
Writing the integrated 3-point function in terms of the envelope function and

separating the sum over the two spectra into two energy ordered sums gives

+
Pity) => | D2 [&rlomlTmn 6l X (B = B ty) + > [‘ﬁf]Om[iﬁimkmko S Enty
™ \E.2E, k
3 S SdonlTnnléllno X(Eu = Ensty) +Z o ¢f wlollo | -,
" \Em>En

(4.11)
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It can be seen that, inside the brackets, the O? terms behave as a constant, while
the correct time ordering terms contain matrix elements between states modulated
by the envelope function. Terms with large energy separations plateau much earlier
in time, while those that are minimally separated plateau much later. However, as
t — o0, all contributions eventually tend to a constant. Therefore, at asymptotic
times, the matrix element is no longer separable from the excited state and O3
contamination. This is an important observation because it shows that for any
arbitrarily small non-zero degeneracy breaking, the summed method must eventually

break down for sufficiently large times.

In practice, however, with a finite temporal extent, T, we can never examine
correlators at asymptotic time on the lattice. Therefore the the minimum scale
of energy splitting for which the non-linearity can be reasonably resolved is
E; — Ey ~ 1/T. For energy splitting E; — Ey S 1/T, the states will be practically
degenerate. In the quasi-degenerate limit where the energy splitting is smaller than
the energy gap to the excited states but still large enough to resolve the non-
linearity, 1/7" < E; — By < AE, the matrix element can only be extracted at
these intermediate times before the linear behaviour of the states of interest ends,

but after the plateau of the excited states.

In the fully non-degenerate limit where this energy splitting hierarchy is inverted,
ie. E; — E; 2 AFE, then the ground-to-excited (or excited-to-ground) state matrix
element will be the latest contribution to plateau. In this scenario, it is practically
impossible to extract the ground state matrix element using the summed method as

given by eq. (4.5).

Ultimately, this behaviour stems from the fact that the unintegrated 3-point function
(4.6) has non-constant ¢ dependence coming from the initial-final state energy
difference. This represents the fact that the operator must take away that amount
of energy to conserve energy. In Minkowski time, this conservation requires that

UEi=Ep)t  In Buclidean time, however,

(Ei—Ep)t

the operator come with an additional phase e
energy is not conserved, and therefore the equivalent factor e is not required
for the integrated correlator to be non-zero. If this factor is manually included with

the operator

L3t ty) = (o5 (t5) T (1) ED'G1(0) ), (4.12)

the problematic time dependence is removed, and the summed method can be
applied just as in the energy degenerate case without issue. Of course, with a

finite time extent, care must be taken to account for the periodicity of the lattice.
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This energy correction is actually performed implicitly in many calculations where
various ratios of 2- and 3-point functions are made to cancel the time dependence and
the resulting correlator is summed, as was originally used in [98] and has been used
in many subsequent calculations. Some examples include [99, 100]. The simplest

such construction is

Yoot
) =3 s = 1)

although more complicated ratios are used in practice. These ratios are performed
in the post-processing stage of a calculation, however, in the event the energies
of the relevant states are already known, the additional exponential factor could in
principal be included in the directly integrated correlation functions. The calculation
of the real photon emission P — ¢y presented in [101] requires the use of such an

exponential factor to select the appropriate photon energy.

There has been recent work on the extension of the Feynman-Hellmann theorem
to include quasi-degenerate external states in [94], however, it is still not known
if this method can be extended to fully non-degenerate states. Since the summed
method is closely linked to Feynman-Hellman theorem, further research is required
into whether this breakdown of the summed method should also affect the non-
degenerate Feynman-Hellmann theorem, or if it is protected from this behaviour

and could therefore be used to navigate such issues with the summed method.

4.2 4-point functions and the rare kaon decay

While the summed method is most commonly used for extraction of matrix elements
from 3-point functions, it is also possible to do the same with 4-point functions.
This has been used in the case of degenerate initial and final state spectra and two
insertions of the same operator in the calculation of the K; — Kg mass difference
[75, 85], and using the Feynman-Hellmann theorem for the calculation of the
Compton amplitude in [102]. In the K — Kg mass difference calculation, both
of the intermediate operators get integrated within a window t1,ts € (t,,t,) where
t, and t, are taken to be sufficiently far away from the initial and final state operators

in order to project out the ground states.

The existing methodology of the rare kaon decay used in [1, 70], and chapter 3,

uses a similar windowed integration for only the weak Hamiltonian, with the vector
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Method ‘ Light ‘ Strange ‘ Charm

Fixed t; N(6+ N,) + N, 3N, N,(1+ Ny)
N, =14, N, = 12 254 36 182
N, =14, N, = 32 654 96 462
Summed t; 6N, + 2N, 3N, 2N,
N, =14, Ny = 12 114 36 42
N, =14, N, = 32 234 96 42

Table 4.1 Number of light, strange and charm propagators to compute per
configuration for the rare kaon decay calculation using the traditional
fized t; method, and the summed t; method. Numbers are shown for
several numbers of time translations Ny and for N, = 14 noise hits.

current fixed at a specific time. The vector current is implemented via a sequential
inversion of the quark propagator on which it is inserted. Since the current time ¢; is
fixed, multiple sets of sequential inversions must be performed if a time translation
average is to be applied. This increases the cost of the calculation linearly with the
number of translations, and the majority of these sequential inversions occur on the
noise loops. Therefore one could get a substantial reduction in cost with a technique

that does not require these new inversions for every translation.

This is the case if the summed method can be used on the vector current to integrate
over t; directly at the time of inversion. It should be noted that this reduction in
number of inversions can only be obtained if the integration is performed over the
entire temporal extent of the lattice and is independent of the other times in the
problem (i.e. tx, t, and ty). In that case a single sequential inversion of the noise

loop propagator can be reused for all time translations.

Table 4.1 shows a comparison of the number of propagator inversions required per
configuration for the rare kaon decay calculation, following the counting of [70], for a
single pion momentum and charm mass, N, noise sources and V; time translations.
It can be clearly seen that for simulations dominated by light and charm inversions,

the summed method can be significantly faster for a fixed NV, and N;.

As in the the previous section we assume an infinite continuum in the temporal
direction for simplicity, however, similar results can be obtained for finite and

discrete time. Extending the definition of the 4-point correlation function from
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chapter 3 to allow for all 4 operators to have variable times,

D (s, b,y tr) = (Dy (b)) Hw (t) T (£)9] (t:) (4.14)
~ (W) e B @ En)ts for 4 <ty <ty <t
LS ity [ PR k<t <o <y
— 0 Opm (w) e~ En—ltse=(w=Emtu for t, < t; <ty <t;

(4.15)

where we have left all momenta and the current index p implicit. Since t; will be
integrated over, we no longer assume the ground state dominance of the external

states at this point. This gives rise to the generalisation of the spectral densities

puntee) = X XL Gl 1)l ) (1.16)
unle) = S G o 1) (510, ) (417
B

and overlap factor

, T
Zym(tis ty) = —[(b’i(g“ [gK]"O elintie=Emts (4.18)

with general external states n and m. Denoting the energy differences as A, =

E, — FE,, and A,, = E, — w, the 4-point function integrated over the current time

is given by
23
I(ti tu,ty) = / dty Tttty ty) = (4.19)
ti
Z o0 d 1 _ eAwm(tf_tH) 1 _ e_Awn(tH_ti)
nmtz_t ,t —1 nm nm
S Zuntts—tty —t) [ @) o)
(4.20)

where we have neglected the O3 terms. The external ground states can be isolated
simply by taking the separations ¢y —t; and ¢ty —ty to be large, as in the case of the
unintegrated 3-point function from the previous section. Amputating the external

state propagation leaves just the spectral integral

N I(ti,tH,tf)
H(te) = 421
(tn1) Zip(t; — ta, ty — tp) (4.21)
0o 1— ewaf(tfftH) 1— G*Am’(tH*ti)
= dw [pl- (w) + oif(w) : (4.22)

This has a very similar structure to the amputated integrated 4-point function in
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eq. (3.19), however, the temporally constant component does not give the amplitude
of interest. Instead the energy differences in the denominator differ from (3.12), and
instead the amplitude that would be extracted is

B, Z/d4w (m(P)| T{Hw (0)Ju(2)} | K (K)) (4.23)

)
- i/ooo dw (w - E’)(Z% Fie - Ei% + ie) ’ .

which when applying translational invariance to change the integral to the other

operator can be written
By = [ e 0 ap)| T{Hiv ) ,(0)} K (R)) (4.25)

Comparing this form to eq. (3.1), it can be seen that this amplitude differs by
an additional phase factor within the integral. In exactly the same way as in the
case of the 3-point function, the temporal part of this phase imposes that the weak
Hamiltonian carry away the energy difference E; — E; instead of the electromagnetic
current. This of course corresponds to a completely different (and unphysical)

process.
One method to correct for the effect of this additional phase in the lattice calculation

is to include an exponential factor within the integral

ty
I(ti,tH,tf):/ dty e B EOUTY byt ty) (4.26)
t;

o0 1 _ eAwi(tf_tH) 1 _ e_Awf(tH_ti)
~ Zip(ti —tu, ty —tu) / dw [pif(w) A +0;f(w) A
0 wi wf

(4.27)

After amputation, the correct amplitude can then be extracted as the ¢y independent
component in a method similar to that used in chapter 3. This however does not
satisfy our conditions for reducing the cost of the rare kaon decay calculation as it
would require a new shifted exponential factor for each time translation measured

on the lattice.

A second method of extracting the amplitude is to integrate the 4-point function
over both the vector current and the weak Hamiltonian. In the event we have access
to the full range of ¢ values (as is the case in chapter 3), this can be done in post-
processing, allowing for the integration to be performed only within the window

ty € (ti+7,t; —7) where 7 is a buffer to allow for saturation of the external ground
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states. The doubly integrated 4-point function is then given by

ty—T ty
It ty, 1) = / dtH/ dty Tt ty, ty,ts) (4.28)
titT t;
0 Awi Awf
pisw) (1= em BT e BT 1 = em BT Ao
Awi Awf Awf
N 0if (W) +1 — ety —ti=2m) gt e Dislty—ti=2r) | L — e .
Awf Aiw Aiw

Importantly, this has a term corresponding to the amplitude of interest, up to the
overlap factor and the time dependence x(A;s,tr —t; —27). It should be noted that
for non-degenerate initial and final states, the asymptotic time behaviour no longer
isolates the amplitude but instead it gets mixed with additional intermediate state
contributions, analogous to the behavour observed in the 3-point functions. In the

event the initial and final states are degenerate, however, this becomes

IO(t, ty,7) :Zif(ti,tf)/ooo dw K’JZE)‘:) + UZE;’)) (t;—t;—2r)  (4.30)

2yl (LAt [y oy
A Ay Aos

+ O'q,f(W) _'_1 — eAiw(tf_ti—QT)eAin + 1 . G_Ain

Awf Aiw Aiw )

the last two lines of which contain terms that at large times behave as constants so
long as there are no intermediate states with energies sufficiently close to the initial
or final states. If this the case, the finite volume estimator can be fit simply as
the gradient of the linear time behaviour, as in the case of the 3-point summation
method.

4.2.1 Numerical Results

In order to test this methodology, we reproduce the exploratory study of the rare
kaon decay presented in [70]. This utilises the C2 ensemble listed in table 2.2
with a heavy pion mass m, >~ 430MeV. This ensemble has the advantage that
for a single unit of lattice momentum, the initial-final state energy difference is
amg —aFE(p) = 0.0047(21) and therefore the non-linear time behaviour only occurs
on a timescale t/a ~ 200 which is much larger than the 7'/a = 64 temporal extend
of this lattice.
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If both the vector current and weak Hamiltonian are to be summed over the lattice,
multiple source-sink separations t; are required to extract the amplitude. Even
though the times t; and ¢; are fixed at the time of the solves, when performing a
time translation average over every N timeslice, we have access to the propagators
necessary to obtain every N* source-sink separation. For this study we use every

2°d time translation which on this lattice corresponds to N; = 32 in table 4.1.

In addition, in order to remove the problematic single pion intermediate state, we
utilise the scalar shift method which, as in the original methodology, leaves the
amplitude unaffected, while removing the problematic intermediate state from the
additional exponentials. The non-eye and eye contributions to the shift coefficient
are found to be Y = 5.62(3) x 107" and ¥ = —3.14(7) x 10~* respectively.

Figure 4.2 shows the fit to the non-eye and eye components to the doubly integrated

amputated 4-point correlation functions given by

ty—T

40, by, byt
IOty r)=Y" Z mbrty) (4.31)

tg=711t;=0 ZKﬂ-Ot‘f

In order to suppress excited state contributions, the value 7 = 5 is used. Due to
the sufficiently small energy splitting, we take the fit ansatz to be the simple linear
component of eq. (4.30) with the gradient giving the amplitude. The remaining

terms are constants up to contributions suppressed by the buffer size 7. The non-
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Figure 4.2 Fits to the rare Kaon 4-point function summed over all tj and tg €
[5,tf—5] as a function of ty (with t; fixed to 0). Shown are the non-eye
(left) and eye-type (right) contributions.
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eye and eye contributions are found to be
ANE — _168(5) x 107 and AP = —1.18(19) x 1073, (4.32)

which are in agreement within statistical errors to the results obtained in [70]. In
addition, we have obtained approximately a factor 3 reduction in the statistical error
on both the non-eye and eye contributions. Table 4.1 shows the number of light,
strange and charm quark propagators required in each calculation (fixed t; with
N; = 12 for [70], and summed ¢; with N; = 32 for this study). It can be seen that the
number of light quark inversions is approximately equal, while more strange quark
inversions are required. However, the saving is obtained in the number of charm
quark inversions which are reduced by more than a factor 4 for a single charm mass.
This saving then grows in proportion with the number of charm masses simulated for
the extrapolation to physical charm quarks, and therefore could provide a massive

cost saving with reduced error compared to the original method.

This study has shown that the summed method can be applied to applications
involving 4-point functions such as the rare kaon and rare hyperon decays, and
provide a signal-per-cost improvement. However, the methodology only allows
for states that are sufficiently close to having degenerate initial and final states.
Unfortunately, this limits the momentum transfer to only a single value that is in
general away from the ¢> = 0 point of most interest to these calculations. Since this
is a non-general methodology, in following chapters investigating the rare hyperon
decay, we do not utilise the summed method in this way, but rather extend the

existing methodology of [67].
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CHAPTER

FIVE

PROSPECTS FOR THE RARE HYPERON DECAY
ST — pltl—

This chapter is a reproduction of the open access published work [2], of which I am
a co-author. I have made significant contributions to the content and writing of this
work, except for section 5.3 to which I contributed by checking work performed by

other co-authors.

5.0.1 Introduction

The transition of an s- to a d-quark (s — d) requires a FCNC, which is only allowed
through quantum corrections within the SM of particle physics. Consequently,
processes involving such transitions are rare in the SM and could be enhanced
by potential new physics that includes a flavour changing neutral current in its
Lagrangian. An example for such a process is the rare semi-leptonic hyperon decay
¥t — pl* ¢, for which the muonic mode has been recently measured by the LHCb

experiment [103] with a branching ratio of
B(X" = pptu”) = (2.2573) x 107°. (5.1)
Evidence for this decay had previously been found by the HyperCP collaboration

[104] giving
B(St — putp) = (8.618% £5.5) x 1075, (52)
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where the first uncertainties are statistical, and the second is systematic. This
determination follows from three events, all at nearly the same invariant mass of the
wp~ pair. However, such a resonant structure in the p*p~ invariant mass could

not be confirmed by the more recent LHCb measurement [103].

The current state-of-the-art SM theory predictions for this process [105-107] use
a combination of dispersion relations, experimental input, various formulations of
Baryon ChPT and model estimates (e.g. vector meson dominance) and arrive at a

range of results [107]
1.6 x10° < B(ZF = putp”) <89x 1075, (5.3)

More details on the phenomenological background of this decay can be found in

section 5.1.

The rare hyperon decay X" — pl™¢~ can be viewed as the baryonic analogue of
the rare kaon decay K — w¢*T¢~, which has been previously calculated from first
principles using lattice simulations by the RBC-UKQCD collaboration, including
recent results at physical quark masses [1, 67, 70]. Taking inspiration from this
progress, in this paper we explore prospects for calculating the required form factors
for the ¥t — pl*¢~ decay using LQCD. While other hyperon decays with much
higher yields, such as >~ — nf~7,, can be used to make measurements of the
CKM matrix element Vs in order to test for new physics that would break the
CKM unitarity relations, this decay can be sensitive to new physics due to its rarity
within the SM.

As already discussed in refs. [1, 67, 70, 77, 108], a key challenge in extracting decays
such as X" — pl™¢~ and K — w¢*¢~ from LQCD is that the physical observables
(most directly defined in terms of infinite-volume Minkowski-signature correlation
functions) contain on-shell intermediate states that can propagate between the
weak Hamiltonian, effecting the s — d transition, and the electromagnetic current
emitting the di-lepton pair. For the case of the rare hyperon decay in particular,
intermediate N7 states contribute, where N represents the nucleon doublet and 7w
the pion triplet. As we discuss in more detail in the following sections, in practice
the states are projected to definite isospin as this is a good quantum number of
the numerical calculation, provided the light quarks are degenerate and dynamical
electromagnetism is not included, as we assume throughout. Fortunately, three-(or-
more)-particle intermediate states are kinematically guaranteed to be off-shell and

do not require special treatment.
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Complications arise because numerical LQCD calculations only allow one to directly
determine Euclidean correlation functions in a finite spacetime volume. Specifically,
the finite-volume Euclidean correlator that most closely matches the rare hyperon
decay is a four-point function, defined with operators to create the incoming X*
and the outgoing p as well as the weak Hamiltonian and electromagnetic current.
Careful examination of this correlator shows that the on-shell N7 intermediate states

manifest in a number of ways, all of which complicate the calculation.

First, after the baryonic operators are used to project out the X" and p states, one
finds that the on-shell intermediate states lead to exponentials that grow with the
Euclidean-time separation between the weak Hamiltonian and the current [77]. In
practice, the number of such exponentials is finite, dictated by the discrete finite-
volume spectrum, and thus these states can be removed through various strategies

that we detail in the following sections.

However, a consequence of discarding these terms is that the resulting finite-volume
estimator has poles at the locations of all finite-volume energies with N7 quantum
numbers. In addition, the resulting quantity is known to have power-like volume
effects away from the poles, and to miss the imaginary part appearing in the physical
amplitude due to the long-distance propagation of intermediate states. In short,
removing growing exponentials defines a finite-volume object that a priori has no
clear relation to the targeted amplitude. Fortunately, as we describe in section 5.3
following refs. [77, 108], the strategy to convert the finite-volume estimator to
the physical observable (and thereby cancel the poles and include the imaginary

contribution) is known and can be applied in this case.

The remainder of this paper is organized as follows: In section 5.1 we discuss
the currently available phenomenological strategy and predictions to compute the
YT — plt{~ branching ratio. Section 5.2 then outlines our strategy on the lattice,
which aims to recover the X+ — pl™¢~ amplitude via carefully chosen, numerically
calculable Euclidean correlation functions. Here we discuss various strategies to
remove the exponentially growing terms that will appear in the direct lattice result.
In section 5.3 we discuss the removal of finite-volume singularities and make contact
with the physical observable. In addition to translating the general formalism of
refs. [77, 108] to our particular case, we also provide an explicit expression for an
expansion that arises when the volume is tuned so that the mass of the X1 coincides

with one of the finite-volume N7 energies.
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5.1 Phenomenological background

In the following, we will briefly review the phenomenological determination [105-107]
of the branching ratio for X — pl*¢~ leading to the result quoted in eq. (5.3). Short
distance contributions to Xt — pft¢~ originate from penguin and box diagrams
(cf. fig. 5.1) and are found to contribute only at the order of 1072 [105] to the
branching ratio of the muonic mode ¥t — pu®p~, which is much smaller than
the experimental measurements (egs. (5.1) and (5.2)), indicating that this decay is

long-distance dominated.

d I
d R M
o2
u, Gt W u,c,t
s g +
1
s et

Figure 5.1 Short-distance SM contributions to the s — d transition from penguin
and box diagrams.

The matrix element for the long-distance SM contribution to the ¥ — pl™ ¢~ decay

can be written as [105, 109]

AZt = plt ) = —Gp X Te(pe- ) 7 ve(pe+)

X Tp(p) q% (a(q®) + b(d*)V5) 0 d” + % (cl@®) + d(g*)ys) |us(k),

(5.4)

in terms of the four form factors a(q?), b(¢?), c(¢®) and d(¢*). Here 7”, 75 and
o are (combinations of) Minkowski gamma matrices, with conventions defined in
appendix B of 2], and ux(k), T, (p), T(pe- ), and ve(p+) are the usual Dirac spinors
for the incoming X% and the outgoing proton, ¢, and ¢*, respectively. The four-
momentum transfer is ¢ = k — p, where k£ and p are the on-shell four-momenta of

the ¥ and proton, respectively.

Some information about the form factors a and b can be obtained from the decay
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¥+t — py with a real photon. The respective decay rate! can be written as

D = ) = T2 g (a) + BO)) 5.
dU'(XT = py) o o cos . o 2Re(a(0)b(0)*)
dcos0 Lracosf with oo 00

where |g| is the energy of the photon and 6 is the angle between the spin of the X+

and the momentum of the proton.

The imaginary parts of the four form factors can be obtained from unitarity using
amplitudes for ¥ — N7 and N7 — N~*. While the amplitude for ¥ — N7 is
known from experimental measurements [110], the authors of ref. [105] calculate the
amplitude Nm — N~* from ChPT using either the relativistic baryon ChPT [111]
or the heavy-baryon ChPT [112, 113] formulation. The momentum dependence
of the imaginary parts of the form factors is found to be very mild. Once the
imaginary parts of the form factors are known, information on the real parts of
a(q?) and b(¢®) at ¢*> = 0 can be obtained from equations eq. (5.5) and eq. (5.6)
and experimental data for the decay ¥* — pv. Since this decay only determines
values for |a(0)]? + [b(0)]* and Re[a(0)b(0)*], this leads to four possible solutions for
(Re[a(0)], Re[b(0)]). Motivated by the mild ¢*>-dependence of the imaginary parts
of the form factors, the authors of ref. [105] assume that Re[a(¢?)] = Re[a(0)] and
Re[b(¢?)] = Re[b(0)] for their prediction of B(X — pf*¢~). The real parts of the
c(q?) and d(¢?) form factors are calculated assuming vector meson dominance in [105]
and explicitly calculating vector meson pole contributions to the decay X — pl* (™.
The ¢*-dependence of Re[c(¢?)] and Re[d(¢?)] is found to be mild, just like in the

imaginary parts.

Depending on the formulation of baryon ChPT used and the four possible solutions
for Re[a(0)] and Re[b(0)] from ¥F — py decays, the authors of ref. [105] find the
SM prediction for B(X+ — pu*p~) to be in the range

1.6 x 107° < B (ST = putp”) <9.0x107%, (5.7)

and very similar ranges are found in refs. [106, 107].

!The Particle Data Group [110] quotes B (XF — py) = 1.2340.05x1072  with 75+ = 0.80184
0.0026 x 10710 g, giving I'(X+ — py) = (10.1 £0.4) x 107 MeV and o = —0.76 + 0.08.
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5.2 Extracting the amplitude from Euclidean

correlators

In this section and the next, we describe how to extract the X — pf™¢~ amplitude
from a numerical lattice calculation. The approach closely follows the methods
of refs. [1, 67, 70, 77, 108], adjusted here to treat issues specific to this system.
This section details the Euclidean two-, three-, and four-point correlation functions

needed to construct a finite-volume estimator, denoted by F),(k,p)r. The following

section describes how to relate this quantity to the physical rare hyperon amplitude.

5.2.1 Spectral representation

The determination of the long-distance contribution to X% — pl™¢~ requires a

calculation of the X+ — py* amplitude, defined as

Az ep) = [ d o) |T (@) O] [R5 68)

with r and s labelling the azimuthal spin component of the state. Here we are
assuming Minkowski-signature conventions and working in an infinite space-time
volume. This amplitude can be re-expressed as a Dirac matrix, /Tﬂ(k, p), using the

relation

AL (k, p) = 1,(p) Au(k, p) us,(K) (5.9)
with the spinors u, and uys of the proton and X7, respectively.?
The effective weak Hamiltonian density of the ¢s — ¢d transition is given by [10]

Hw(z) = %Vus 2 [C1(QY () — Q5(@)) + C2(Q3(2) — Q5(2)) +---],  (5.10)

where the C; are Wilson coefficients, the Q! are four-quark operators, defined in
terms of Dirac spinors for up, down, strange and charm quarks (respectively u, d, s

and ¢) as
Q1 = (div""s:) (@, 45) » Q5 = (dy""a:) (@) - (5.11)

Here 7, 7 denote colour indices and we define 75 = v,(1 — v5). There are additional

2To avoid clutter in notation, we denote indices for the ¥+ by ¥ only. We still use ¥+ where
the charge is relevant, e.g. for creation and annihilation operators.
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four-quark operators in eq. (5.10) with Wilson coefficients of order |‘st—“§‘i| ~ (0.00142

which will be neglected in this work.

The electromagnetic current in eq. (5.8) is given by

1- 1 2
— gdfyud — =5Yus + SCYuc, (5.12)

J, = “u
w3 3 3

3
and we make use of translational invariance by fixing the position of the electromag-
netic current to y = 0. Including an additional Fourier transform on the current
would lead to an overall momentum-conserving Dirac delta function, to be removed
at a later step, and we find it more convenient to follow the approach where this is

never introduced.

The Hamiltonian density decomposes into a parity-positive and a parity-negative
component

Hyw (x) = Hiy (z) + Hy(2) (5.13)

defined via the parity operator P according to
PHE ()P = +HE (P - x), (5.14)

where P*, = diag[l, -1, -1, —1} and P is the Hilbert-space representation of the

parity operator. Both parity sectors contribute to the amplitude we are evaluating.

Defining jf(k,p) as in egs. (5.8) and (5.9), but with Hy (x) replaced by Hi; (),
one can next decompose each definite-parity amplitude in terms of form factors as
follows [105, 109]:

Al (k,p) =iou.q”a(@®) + (v — qud) <(¢°) (5.15)
A (k,p) = i00,q"5b(q%) + (Ve — qud) ¥5d(d%) | (5.16)

where we recall that ¢ = k — p is the four-momentum transfer of the virtual photon.
This form-factor decomposition is derived in appendix B. Note also that, while the
amplitude is a Dirac matrix and thus depends on individual components of the
four-momenta, the form factors are Lorentz scalars and can therefore only depend

on ¢>.

We will see in the following that the amplitude, and thus also the form factors,
are complex-valued due to on-shell intermediate N7 states. Since the Euclidean
correlators are real-valued, this complexity already signals the fact that it is non-

trivial to extract the amplitudes. This turns out to be closely related to the interplay
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of the Euclidean signature and the finite volume. As we will show in the following,
the quantum numbers of the contributing N states differ for JZ; and ﬂ;, and thus

the finite-volume formalism must be applied independently to the two quantities.

To explain this in more detail we return to eq. (5.8) and insert a complete set of

states between the current and the weak Hamiltonian to write

00 0 o)
E= o ~t —i(FEx(k)—w-+tie)t ~+ —t(w—E)p —ie)t
AN (k7p) — A dw |:/_ dtp'u (CL))@ ( Z( ) ) +/0 dto‘ﬂ (w)e ( (p) ) ,
(5.17)

where we have introduced the spectral functions, satisfying

) 7 ) ) = 32 " ). 1|0 o ) B k[ 5, 0) | ), 5),

2 e
(5.18)
00) 5 ) (k) = 3 S5 (o). 245 00| ) | 1,05 (8).5).
B
(5.19)

Note that one must treat the two time orderings separately and this leads to two
types of intermediate states encoded in p and o, which have strangeness S = 0 and
S = —1 respectively. The sums over o and 3 represent both sums and phase-space
integrals over the multi-particle QCD Fock space for all states that contribute. For

example, the sum over « includes N7, Nnw, Am and AK states.

Evaluating the time integrals then gives a compact result

- [ Py (W) [ 7 (w)
Aff(k:,p) :Z/O dw Fulk) —w i —Z/O dww—Ep(p)—z'e' (5.20)

The aim of the following sections is to review how this amplitude can be extracted

from finite-volume Euclidean-signature correlation functions.

5.2.2 Euclidean correlation functions

We now discuss how to extract a finite-volume estimator for the desired Minkowski-
space amplitude eq. (5.20) from Euclidean correlation functions that can be
calculated on the lattice. All quantities in this section (e.g. Dirac -matrices, four-

vectors) are defined with Euclidean conventions detailed in Appendix B of [2].
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Two-point functions

The two-point function of a baryon B can be written as
Tt plas = | dxe P (Y5(t, @) Py (0 5.21
B(ap)aﬁ— Ze wa(7w>wﬁ() ) ( )

where EﬁB(t, x) and PB(t, x) create and annihilate, respectively, a baryon B and «
and 3 are Dirac spinor indices. Examples for operators that have overlap with the

proton p and X1 are

Pt x) = e (P*FA)M U () (uma(x) Ffﬁ dbﬁ(x)) , (5.22)
() = € (PTT) 5y tten () (taa() Tl s04(7)) (5.23)

with I'4 = 1, I'® = Cy5 for spin 1/2 particles and the charge conjugation operator
defined by C' = yp72. PT = 3(1 + ) projects to the positive parity state. Here,

and below, Roman and Greek indices refer to colour and Dirac indices, respectively.

For ¢t > 0, the two-point function eq. (5.21) has the spectral representation

’ZB‘ UBUB o~ tEn(P) _ » Mp —tE
§ Z P 5(p) 5.24
2EB ‘ B| B(p) B(p)e ) ( )

plus contributions from excited states, which are exponentially suppressed in ¢ by
their higher energies. The moving-frame energy of the baryon is given by Eg(p) =
\/W and the four-momentum vector is pg = (iEp(p), p). We have introduced
the projector

—i Mp
Po(p) = 537, 2 vhlPIh(p) = e (5.25)
The overlap factor Zg is defined by
(B(p),s[¢"(0)]0) = Z}(p) w3 (ps). (0[¢"(0)[B(p), )., = Zn(p) up(pn)-
(5.26)

Throughout this section and the next, we neglect the finite-volume effects on
single-hadron energies and matrix elements. These are known to be exponentially

My L

suppressed, scaling as e~ We also include the oo label on states that are

normalized according to

(B(p'),s'|B(p),s)_ = 2Ep(p)dys(2m)**(p' — p), (5.27)
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as this differs from the normalization of finite-volume states used below.

Three-point functions

We turn now to the three-point function of the effective weak Hamiltonian Hy,

between a X1 and a p operator

) . — | B —ip-(xp—z5) [P 0 2

i (s tp, tsiP)agp z,d Ty € Vh(ty, xp) Hw (te,0) ¥y (ts,2x))
(5.28)

with the effective weak Hamiltonian density Hy given in eq. (5.10). We leave the

parity labels implicit throughout this section unless stated explicitly.

Here the weak Hamiltonian is assumed to be appropriately renormalised. In the case
of chirally symmetric fermion discretisations, the 4-quark operators in eq. (5.11)
are protected from mixing with other dimension-6 operators, and as such the
renormalisation comes purely in the determination of the Wilson coefficients C; and
C5. This process is described in detail for domain-wall-fermions in the calculation
of the K, — Kg mass difference [75, 85].

The three-point function eq. (5.28) gives rise to four different topologies® for the
Wick contractions, which are shown in Figure 5.2. The double point labelled with
Hyw shows the position of the weak Hamiltonian, and the points labelled ¥ and p
are the positions of the ¥ and proton operator, respectively. The quark lines are
labelled by their respective quark flavours. The two diagrams shown on the left-
hand side of Figure 5.2 arise from contractions using the ), operator in the weak
Hamiltonian, the two diagrams on the right-hand side arise from contractions using

the Q5 operator.

The spectral representation of the Euclidean three-point function I'® is given by

T ' s 5778
ZP(p) Zz(p) up(p) Al uz(p) e Ep(P) (tp—tw) o—Ex(p) (tr—ts) ’
AE,(p)Ex(p)
(5.29)

for large time-separations ty;, < ty and ty < t,, such that excited states are

L9 (bt tesp) = Y

8

suppressed, with

= (p(p),r[Hw(0)|="(p).s) = U (p) Au us(p), (5.30)

where r and s are the spins of the proton and X7, respectively. In the following it

3Naming conventions for the diagrams shown in Figure 5.2 are inspired by ref. [67].
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Figure 5.2 The four different topologies for the Wick contractions of the three-point
function eq. (5.28). Two fully connected contractions Csq and Cg, and
two topologies (E and S) containing quark loops. The two diagrams on
the left (Csq and E) arise from contractions using the Q1 operator, the
two diagrams on the right (Cs, and S) from Q2.

will be convenient to define the overall normalization factor

Z5(p) Ziy(R)MpMp (1 13,0 00140 (5.31)

Zpp(tp,tp;p k) = Ep(p)Ep (k)

where B, B’ € {p,¥}. This factor can be constructed using information extracted
from ¥* and proton two-point functions (cf. eq. (5.24)). Completing the spin sum,

the spectral representation eq. (5.29) can be written as
5 (tir, by, 15 P) = Zys (b, b5 P, )Py(p) A Pr(p) e (P @I=5 @) - (5.39)

plus contributions from excited states. Similarly, one can define the three-point

function for a baryon B (here B € {p,X}) with an electromagnetic current J,,

—i(pw ko, —B
Fﬁg(tbtﬁti;pak)aﬁ - /d3wfd3wi€ (pg—hw:) <¢f(tf>wf) Ju(t1,0) ¥y (ti,fL'i)> :
(5.33)

The spectral representation of such a three-point function is given by

FEEB@J, tr,tip k) = Zpp(ty, ti p,k)Ps(p) A, 5(q) Pp(k)e " Fek)=Es®) (5 34)
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with A, p defined by

wo5(@) = (B(p). 7] 1.(0) |B(k), 5) = Tp(p) Aun(q) up(k). (5.35)

Just as with the weak Hamiltonian operator, the electromagnetic vector current is
also assumed to be renormalised. If the conserved Noether current is used, then
the vector Ward identity is exactly obeyed on the lattice and no renormalisation is

necessary.

Here we have only considered three-point functions with single-hadron states.
However, as discussed in the following subsection, to construct the target finite-
volume estimator, one may also require matrix elements involving the finite-volume
analogue of a multi-particle excited state. Many details of the construction of A’}
and AZfB(q) also apply for the excited-state analogues, but important differences

arise which are described in appendix D of [2].

Finally, we define amputated versions of three-point functions with certain factors
removed. For the vector current we take

F(S) tr;p, k)= &P Js Ufs bis Py _p P i ¢ e—tJ(Ep(k)_Ep(p)) - | (536>
(ts ) Zypp(tiyts;p k) o )[ up(Q) } (k)

s

and for the weak Hamiltonian

FS) (tHa tp) tZ) k)

ZpZ(tpa tz, ka k)

~

9 (b k) =

=B, (k) [Ay e tnE=0-ED] po(k) . (5.37)

In both cases we drop time dependence which cancels in the limit that the ground-

state dominates.

Four-point functions

We turn now to the four-point function of the time-ordered product of the weak-
Hamiltonian density, Hy (z), and the electromagnetic current, J,(0), between a X+

and a p state

Fl(jzlﬁ (tH, tp, tg; P, k)L,T = / d?’a:d?’wpd?’acg e—i(mp~p—m2-k)
L

< (Uhlty,y) T Pavlt, @) JuO0)] T (s,@s)) . (5.39)

)
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Here the subscripts L, T indicate that the quantity is evaluated in a finite space-
time volume. This is of particular importance for the four-point function, so we
emphasize the fact with our notation. Note also that the lattice path integral will
always give the time-ordered product of all four-fields. We restrict attention to the

case of t5; < 0,ty < 1, so that the fields can be written as shown.

The weak-Hamiltonian and electromagnetic current operators should be renor-
malised in the same way as the relevant three-point functions above to remove
divergences coming from the operators themselves. However, additional divergences
can come from the contact of the two operators x = (tg, ) — 0. The arguments for
the cancellation of these divergences is given in chapter 3 in the context of the rare
kaon decay. Since none of the arguments rely on the nature of the external states,

no additional modifications are required for use in the baryonic decay X" — pl* (™.

As with the Minkowski amplitude and the three-point function considered above,
q = k — p denotes the momentum transfer at the electromagnetic vertex. From
the four-point function, one obtains six Wick contractions for each of the four
topologies (cf. Figure 5.2) of the three-point function with the weak Hamiltonian:
the electromagnetic current J,, can be inserted on any of the five quark lines or on
a disconnected quark-loop. The diagrams corresponding to the in total 24 Wick

contractions are shown in appendix A.

We next remove the overlap factor Z,5(t,, ts; p, k), given in eq. (5.31), to define f’ffl)

as
f‘;(f) (tH§p> k)L = ZpZ(tpv ls; D, k)il F;(;l) (tHa tps ts; D, k)L,T : (5'39)

We drop the dependence on T, t,, and ¢y in this quantity since the ratio is
independent of these time coordinates as long as T > t,, T > |tx| > 1/AEx
and |t,| > 1/AE,, where AEy, AE, are the gaps between the ground and first-
excited states for the quantum numbers indicated by the subscript. We view it as
a task of the numerical analysis to remove or quantify residual dependence on 7, %,,

and |tx| and omit these coordinates for the remainder of this work.
The amputated four-point function is then equal to the matrix element

PO (tp, k) = Py(k) Ay (t; p, k) Ps (k) (5.40)
where .Zu(t m; D, k) is defined implicitly through
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where we have introduced the finite-volume, Euclidean-time-dependent analogue of
eq. (5.8)

Aty p, k), = /L & (p(p), r| T [Huw (tr, )7, (0)] | £+ (K), ), . (5.42)

Inserting a complete set of finite-volume states between the current and weak-
Hamiltonian density, one can give a spectral representation of the four-point function

in Euclidean space-time as

[ dwPy(p) 5, (w) Px (k) e trlo=Ee®) - for ¢ >0

. (5.43
I dwPy(p) pu(w), Py (k) e talE=R=l  for ¢ <0 (5.43)

IO (tuip, k) = {
where p,(w), and 0, (w), are defined as in egs. (5.18) and (5.19) above but here with
the Euclidean conventions in the gamma matrices and with the sum now running

over the discrete finite-volume spectrum. For example, p,(w); can be written as

= 3 G (k) — ), (5.44
where
w (p) Cpu(k) us (k) = (p(p), r|J.(0)|En, k), (En k| Hw (0)|ST(K),s),, (5.45)

and ‘En, k:> ; 1s the nth finite-volume state with the relevant quantum numbers to
contribute, normalized as <En, k‘En, k>L =2F,(k).

5.2.3 Finite-volume estimator for the decay amplitude

Our aim now is to extract the infinite-volume, Minkowski-signature amplitude (with
spectral representation given in eq. (5.20)) from the finite-volume Euclidean four-
point function, decomposed above in eq. (5.43). To do so, one needs to separately
treat the issues of Euclidean time and finite volume, and we find it most instructive
to address the first point in this subsection and the second in the section following.

To this end we define a physical-energy finite-volume estimator of eq. (5.20) as

ﬁu(k,p)LEi/Omdw%—i/omdw%. (5.46)

follows:

This definition looks similar to eq. (5.20) but with the key difference that finite-
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volume spectral functions have been substituted. As a result, the ie pole prescription
has also been discarded, since this has no effect in the finite volume. To see this

more explicitly we write out the first term by substituting the definition of p,(w)y,

R Co (k)
= i My A (547

The sum over n runs over the discrete set of finite-volume states including the proton-
like ground state and multi-hadron excited states that can be related to proton-pion
and other scattering amplitudes. A subtlety of this analysis is that, for non-zero
k, parity is no longer a good quantum number for the finite-volume multi-particle
states since |E,, k) and |E,, —k) are distinct states. We will avoid this issue by

restricting attention to k = 0 in the following section.

Various strategies are possible for extracting this finite-volume estimator from
the amputated four-point function. One technical issue affecting all methods is
that, because IA“,(f)(tH; p,k); only depends on the projected spectral functions,
P,(p) o, (w)r Px(k) and P,(p) pu(w)r, Ps(k), it is only possible to extract a similarly
projected version of F)(k,p)r. Rather than carrying these projectors in all
subsequent equations, we find it most convenient to change to spin indices at this

stage, defining

Fr*(k,p)r, = @, (p) Fu(k, p)Lus (k). (5.48)
T (tyyp, k) = @ ()T (b p, k) ug (k) (5.49)

and similar for all other quantities defined as Dirac matrices above.

To extract F*(k,p)r from f,(fl)m(tH; p,k)r, a crucial issue that any method must
address is that certain intermediate states lead to exponentially growing Fuclidean
time dependence. This arises because, in eq. (5.39), one is multiplying by growing
exponentials depending on the energies of the incoming X% and outgoing proton.
If the intermediate energies in the sum over n are sufficiently large, then these
contribute decaying exponentials that outweigh the growth. However, due to low-
lying finite-volume states, f’ffl)rs(t ; P, k) can in principle diverge either for t y — oo

ortyg — —o0.
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To understand the point in more detail, we consider the unphysical quantity
- / dt g eI F,(f)rs(tH;P, k)L =

[e’e] prs<w)L /oo O-TS(CL))L
d L — d K . (5.50
[ “mme— ), “iropm O

Here ' is chosen such that the integral over ty is convergent, and one finds a

result that is very similar to the targeted finite-volume estimator, F*(k,p)r. In
fact, the right-hand side gives this desired quantity in the w’ — 0 limit, but this is
not useful as the integral on the left-hand side is divergent if evaluated at w’ = 0.
Physically, this expression corresponds to allowing the weak Hamiltonian to carry
away energy from the system such that no on-shell intermediate states occur. It
thus solves the problem of growing exponentials, but at the unacceptable cost of

giving an unphysical quantity.

Two closely related options are available to reach the desired expression at w’ = 0.
The original proposal, introduced in refs. [67, 77], is to integrate ty over a finite
range of times, i.e. over the range ty € [—T,,Ty]. One can then remove growing
exponentials as a function of T, and T} in order to extract the desired finite-volume
quantity. A closely related alternative, described in ref. [108], is to explicitly remove
the exponentials as a function of tg before integrating and then to re-introduce the

missing poles in a second step.

Here we focus on the method of refs. [67, 77], defining
T, R
LT Tip k) = (<) [ it B (). (5.51)
with =T, < 0 < T,. The summed correlator has a spectral representation given by
T Teooge) — | dolirsy, Loe W= Loet TR
I ( ar)1b; D, ) - /0 w[zpn (W)L Eg(k) W - Zo-,u (M)L W — Ep(p) )
(5.52)

in which the growing exponentials are displayed explicitly. From these expressions

one sees that contributions growing as 7, — oo will arise if p}*(w); includes
finite-volume energies for which E,(k) < FEx(k) and similarly contributions

growing as T, — oo will arise if 0°(w);, includes finite-volume energies for which
E.(p) < E,(p)-

By studying the contributions in this specific system, we deduce that the limit 7, —

oo can be taken without any difficulties, since all possible baryonic intermediate
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states with strangeness S = —1 and momentum p have energies E,(p) > E,(p).
This will be true so long as the strange quark mass is greater than the down quark
mass. As a result, the term with e~ 72«~F»(P)) is exponentially suppressed for large
T,. However, any intermediate state with S = 0 that has an energy smaller than the
initial state energy Ex (k) will lead to an exponentially growing term when 7, — oo.
For simulations at physical or close-to-physical quark masses, such intermediate
states can be either a single proton state with momentum k or a nucleon-pion
state with total momentum k and an energy smaller than Fx (k). For sufficiently
large light-quark masses, the energy of the finite-volume nucleon-pion states will be
greater than the ¥ energy and become decaying exponentials in T,, leaving only

the single proton state to grow as T, — oo.

To extract F}°(k,p)r from IT*(T,, Ty; p, k), all growing terms need to be removed.
It is additionally possible to remove decaying states such that the T, — oo limit is
saturated for smaller values of T;,. The removal of slowly decaying states was already
applied in ref. [70], in the context of rare kaon decays. To express this compactly,
it is convenient to introduce a modification of pi* that is cut off to only include

low-lying states

—_

)y = 3 6 — Eah)) )

AL (5.53)

3
I
o

where C,, ,(k) is defined in eq. (5.45) above, and N must satisfy the condition that
E,(k) > Ex(k) for n > N. We stress here that n = 0 refers to the finite-volume

single-proton state. Then one can write

I, (T, Ty;p k) = I*(T,, Ty; p. k) — AL (To;p. k) (5.54)
AT (T p, k ) [ i s (), 5.55
u( a; Ps ):(_Z)/O WPy (W)Lm (5.55)
Note that TZS(TQ, Ty; p, k) then has the desired large Ty, limits
Fri(k,p)y = lim T, (T,,Ty;p, k). (5.56)

Taﬂb—>oo

In contrast to I*, the separate quantities 7;8 and AI?, as well as F;S(k, P)r, have

poles as a function of L for any fixed kinematics. The distinction arises because, in

Eyn(k)—Es(k))

the original expression, 1 — e~ Ta vanishes whenever E,, and Ex coincide

so that the combination has a finite limit

1 — ¢~ (Enll)=Ex (k)T

li =T,. 5.57
Enobs By (k) — By (k) (5:57)
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This must be the case since the manifestly finite correlator fff)rs, integrated over
a finite range of times, cannot diverge for any L. By contrast, AI}%, 7;5 and F°
are divergent if Fx(k) coincides with a finite-volume energy. We stress that there
is no problem here, this is simply part of the correct definition of the finite-volume
estimator. These poles will be removed in the final relation between F/* and the

infinite-volume Minkowski amplitude A}°.

A slight variation in extracting F};*(k,p)r, discussed in ref. [108], is to remove the

growing exponentials before integrating. In the present context it leads one to define

Ty R
IHZN,TS(TC“ T, p, k) = (—Z) / dty {Fl(f)rs(tH; D, k)

-T,

—O(—t) / dio V78 (o) s | (5 58)
0

This object now has a well-defined 7} ;, — oo limit, but it is not the desired estimator
as the poles from the subtracted states are completely absent. These are then re-

introduced by the relation

Fy*(k,p)r = _lim IZNT(T,, Ty p, k) + FV (k. p) (5.59)

a,b—>00
where we have introduced

V] 00 pLN}rs (,d N-1 Crs (k)
FINIs (g =i d > . (5.60
v (kP 2/0 “Es(k) —w = “ 2E,(k)(Ex(k) — Eq(k)) (5.60)

n=

This method is analogous to the approach of using low-lying states to estimate the
T — oo integral for the hadronic-vacuum-polarization contribution to the magnetic

moment of the muon [114].

Whether the removal of growing (and slowly decaying) exponentials is performed
before or after ty integration, it requires determination of the overlaps C}°, (k)
and energies F, (k) of all states to be removed. We discuss the detailed approach
for determining this information in the following subsections. Having completed
this, it is equally important to understand how to relate F)*(k,p). to the physical
amplitude ALS(/{, p). This requires treating the multi-hadron finite-volume effects
and understanding how to include the N7 branch cut that is part of the physical
amplitude’s definition. The method is discussed in detail in section 5.3. In addition,
the general method for extracting the form factors from the physical amplitude
Ak, p) is given in appendix C, as well as an example for a specific kinematic

setup.
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Removal of the single-proton state

In this subsection, we describe two methods for removing the growing exponential

arising from the single-proton state. Recalling the definitions

p),T|J ‘p > =u ; up(Q) Ug(k% (5'61)

(p(k),r'|[Hw (0)|SF(k),s) _=u) (k ) Ap ul(k) (5.62)

denoting the single-proton state with a p subscript (i.e. C}7 (k) = C}2, ,(k)) one
can show

Cpo(k) =D (p(p),r|1u(0)|p(k), ") (p(K), ' [Hw (0) = (K), s) , (5.63)

= 2My w(p) Ay (9) Py(R) Asy wis (k) (5.64)

= 2M, @(p) - TE)(0:p, k) - T (trrs k) - usy(Re)et == BB (5 65)
where in the last line we have used the hatted three-point functions defined in
egs. (5.36) and (5.37) and have also applied the identity P,(p)*> = P,(p). This
expression for C7% (k) can then be used to remove the single-particle state. One can

define

3 (k) e~ (Falk)—Bs(k)T.
2E,(k) Es(k) = Ep(k)

AI}LW‘S(TG; p.k) = (—i) (5.66)

as the single-proton contribution to AI}*(T5; p, k), defined in eq. (5.55).

In fact, it is instructive here to consider the case where only the single proton
leads to a growing exponential, as would be the case for sufficiently large pion mass
calculations. Then the method for extracting F}*(p, k), with the proton removed

after summation, can be summarized succinctly via

Crs () eTalBn)-Eyk) /oo
]

Fr(p k)L ZQE (k) BEx(k)— E,(k)

—T,

The estimator with the proton removed before summation instead gives

cre (k) 1
2E,(k) Ex(k) — E,(k)

g / ity {fﬁ)%;p, k)~ O(—tn)

Fre(p, k), =i
O;su(k) e tu[Es(k)—Ep(k)]
2E,(k)

, (5.68)
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where one can directly make use of the time-dependence arising within eq. (5.37)

s

Crs (k) et E=®=B®] — o0t (p) - T3 (0:p, k) - T (tas k) - ug(k) . (5.69)

One can readily show that these two expressions are mathematically equivalent.
They may, however, lead to statistical differences depending on how exactly the

first term in eq. (5.67) and the first and last terms in eq. (5.68) are estimated.

Note also that it follows from eqgs. (5.67) and (5.68) that, in the case where C}°, (k) =
0, there is no need to explicitly treat the single-proton state. As was shown in refs. [1,
67, 70] for the single pion intermediate state in K — wf*¢~, it is in fact possible
to define a modified weak Hamiltonian, denoted Hy,(0), such that F/*(p, k)L is

invariant under Hy — Hj,,, but
(), 7| iy (0) [SF (), 8) =0 = CIrs(h) =0, (5.70)

where the prime on C7° indicates the Hy — Hy, replacement. The redefined

Hamiltonian density is given explicitly by
Ho (1) = Hw(z) — csS®(x) — cpP(2), (5.71)
where cg and cp are constants to be determined and
S7(x) = q(x)q(x),  PT(x) =7 (2)a(x), (5.72)

are flavour non-singlet scalar and pseudo-scalar densities. In the following we first
prove that F*(p, k), is invariant under Hy — Hjy and then explain how one fixes

cs and cp to set the single-proton contribution to vanish.

Begin by recalling that the conserved and partially conserved vector and axial

currents, Vj'q and Azlq respectively, exactly satisfy the chiral Ward identities:
VI (z) = i(m' —m)S?9(z), oA (x) = i(m' +m)P%(x). (5.73)

Thus, inserting the scalar and pseudo-scalar densities between generic final and

initial states with matching momenta, (Ey, k|, and |E;, k), respectively, one finds

E, —E;

(By, k| ST9(z) |E; k), =i (B k| V{8 (x) | Eiy k), (5.74)
Er k| PTx) |E; k BB g kAT Bk 5.75
(Ey, k| P (x) | Es, >L_Zm,+m<f7 | A () |Es, k), (5.75)
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The crucial point is that S%(x) and P%(z) have no effect on F(p,k)r. To
demonstrate this we define F)™(p, k), as the result of replacing Hy — Hjy in

F/#, and then use the c¢g and cp dependence to unambiguously decompose as
Flirs(pv k)L = F;;S(pv k)L - CSS;S(pa k)L - CPP,:S(p7 k)L ) (576)

thereby defining S}°(p, k) and P;*(p, k). Taking the scalar for concreteness note
that this can then be written explicitly as

s _ (P), | Ju | Ew, Fo) (B, k| S [SF (K), 5)
Su'(p:k ZZzE Ex(k) — E(k)

. 1 (p(p), 7| 8* |En, p)p (Bn,p| Ju |ZF(K), ),
_ZZ2E( ) E,(p) — E,»(p) - 7D

where the sum over n’ runs over finite-volume states with proton quantum numbers

and that over n runs over states with strangeness S = —1. Using eq. (5.74) then

gives

S k) = e (2 s 00,71 B R (B, IV 55 (R) )
a 7 mg — Mgy n' 2En’<k) ’ S L " 0 CL

1 ds
-2 5 @)1 Bl (Bl JM,W(,@,%) |
(5.78)
where the energy differences in the chiral Ward identity have cancelled the poles.

As a result each term now contains an insertion of the identity that can be collapsed

to reach

(p(P), 7| [ V5*] [SF (k). 5) .

S (p, k)L = 5.79
(o k) e i (579
Similarly, for the pseudoscalar one finds
(p(p),r| [Jp, AT] = (K), )
P (p, k), = . 5.80
(k). i (550

Since the electromagnetic current J, is a singlet in flavour space and the flavour
changing axial and vector currents are not, they will commute causing the shifts
to the estimator to vanish. We can therefore shift the weak Hamiltonian by any

amount of the scalar and pseudoscalar operators without affecting the value of the
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estimator:

S;s(p7k)lz:07 P:S<p7k>L:0 g F;C,TS(pvk)L :F;S(p7k>L (581)

It remains only to fix the values of ¢g and cp. This can be achieved by demanding
(p(k),r| Hyi |[ET(K),s) =0, (5.82)

where we have restored the 4 superscript as it is relevant here that one can study
the definite parity sectors separately. As shown in appendix B, a generic Lorentz
(pseudo)scalar operator O can be decomposed into scalar and pseudoscalar form

factors ap and by respectively, giving the decompositions

(p(k), | 7—[;}5 !Z*(k), s> =u, (k) (ag — csags) us, (k) , (5.83)
(p(k), | ’Hlmj !E*(k), 3> =u, (k) (by —cpbp)ysus(k), (5.84)

where we have used that only 8% contributes to H,\, (and only P to Hy ). We
deduce cg = ‘ZL—;’ and cp = 2—;1 are required for the single proton intermediate state

to vanish.

Comparing this to the scalar shift in the rare kaon decay [67], we note that due
to the additional spin degree of freedom, there is an additional pseudoscalar form
factor describing the weak Hamiltonian matrix element. In general, it is therefore not
sufficient to perform only a scalar shift to remove the single proton intermediate state
from both parity sectors. There is however a kinematic point where the pseudoscalar
shift is no longer required. This is when the spinor contraction w(k)ysus (k)

vanishes at k = 0, corresponding to the X% at rest.

Removal of multi-hadron states

At close-to-physical quark masses, the other growing exponentials come from the
lowest-lying N7 states, which have energy smaller than the mass of the ¥*. Because
these are excited states, their subtraction is more involved. In general, all lattice
interpolating operators with the correct quantum numbers will overlap the states
of interest, but in practice one can only reliably extract excited state energies and
matrix elements by solving a generalized eigenvalue problem (GEVP) with a diverse
set of multi-hadron operators. In the present case, the low-lying states are expected

to be Nm-like states together with resonances. Therefore, operators built from a

111



nucleon and pion that are individually momentum projected are required to reliably
determine the excited spectrum. Depending on the finite-volume box size, three-
particle states could also become important, requiring an even more complicated

operator basis.

It is also important to break up the intermediate excited states according to
irreducible representations (irreps) of the octahedral symmetry group (including
parity) or, in the case that the ¥ baryon has non-zero spatial momentum k, to a
little group that leaves the latter invariant. The GEVP analysis is then performed
separately within each irrep and the final result is constructed from the separately

determined spectra. Details are given in appendix D of [2].

Once an optimized operator for a given excited state is determined, the removal
of that state proceeds as in eq. (5.45) for the single proton. The energy E, (k) is

extracted from the two-point function and the product of matrix elements
Crt (k) = (p(p), 7] Ju(0)| En by '), (B kv’ [Hw (0)[SF(K),5),,  (5.85)

from the three-point functions. It should be noted that this procedure can be applied
to remove the exponentials associated with arbitrarily many intermediate states
(whether growing or decaying), and for states with higher numbers of hadrons, so

long as a sufficient operator basis can be obtained.

This completes our discussion of the construction of F}*(k,p)r. We now turn to
the formalism required to relate this object to the physical amplitude for the weak
decay Xt — plte—.

5.3 Finite-volume effects

For calculations with sufficiently heavy pions, the energy of the lowest N7 states
will lie above the Ex(k) threshold, and therefore only exponentially suppressed
finite volume effects will be present. At the physical point however, the low-lying
N states will be below this threshold, inducing additional power-like finite volume

effects.

In this section, we detail the correction of these power-like finite volume effects from
such N7 states which can be accounted for via a simple additive term, denoted

by AF;*(k,p)r. This allows one to determine the physical amplitude, up to
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exponentially suppressed L effects, using the relation

Ay (k,p) = F)°(k,p)r + AF (K, p)L . (5.86)

At this stage, we also switch from labelling states by definite individual quark flavour
content (e.g. p and X1) to isospin state labels (N for the neutron-proton doublet
and N7 for two-particle states with possible isospin values I = 1/2,3/2). This is

necessary to introduce the finite-volume formalism for multi-particle states below.

Since Aj*(k,p) does mot contain poles associated with the finite-volume N7
intermediate states, these must cancel between the two terms on the right-hand
side. As discussed in detail in ref. [108], this means that the numerical steps that
introduce poles in F;*(k, p);, must match those in the construction of AF}*(k, p)r,
such that the singularities exactly cancel. To keep track of this, it is useful to group

the cancelling poles via the definitions

A (k,p) = Jim I'*(T,, Ty; p, k) + 0F, (To; k,p)1| (5.87)
O0F, (Tuik,p)1 = —AI*(Ty; p, k) + AF*(k,p)1, . (5.88)

An important subtlety here is that I7°(T,, T}; p, k) and 5F:S(Ta; k,p). each diverge

as T, — oo, in such a way that the combination in eq. (5.87) remains finite.

An alternative to eq. (5.87) can be written by directly using the quantity
1787 (T,, Ty; p, k), defined in eq. (5.58). In particular, combining the various

definitions given above, one finds

A (k,p) = lim I7N"(T,, Ty p k) + 6F,°(k,p)L, (5.89)

Ta,b_>00

where we have introduced a T,-independent analogue of 5F;S(T w; k., D), defined as

=

- Oﬁf#(k)[e*(En(k)*Ez(k))Ta _ 1]

2B, (k)(Ex(k) — E,(k))

OF*(k,p)L = 0F, (T k,p) — i (5.90)

I
o

n

This is the unique combination in this work that is (i) T,-independent, (ii) free of
finite-volume singularities, and (iii) depends only on the states explicitly removed
and not on the full sum over all states in the spectral decomposition. For this reason

it will be useful in our detailed discussion of the single-channel case below.

We are now ready to give the full definition for AF*(k,p)r. The finite-volume

113



correction can be written as [67, 108, 115]
AF;(k,p)L = iA} (Ex(k), k,p) - F(Ex(k),k, L) - Ay, (Bx(k), k) , (5.91)

where we have introduced

A (Ex(k),k,p) = (N(p),r|J.(0)|E, (N7)"(k)) (5.92)
;{W(EE(k)’ k) - <E’ (Nw)out(k”HW(O)’E(k)v 8> ) (593)
F(E,P,L) = ! (5.94)

F(E,P,L)"'+ M(Em)

Here F(E, P, L) is a known geometric function, reviewed in this work in the following
paragraphs, and Af}u(kz, p), Ay, (k), and M(E.y) are three types of infinite-volume

amplitudes, each involving N7 states.

This construction and the following discussion is similar to that given in refs. [77,
116], in that case of 77 intermediate states in K — K mixing and the decay K — 7ow.
The formalism of that work was generalized to particles with any spin, including the
present case, in ref. [108]. The purpose of the following is to explain the relevant
formalism in the specific context of N7 states, including the role of parity, spin and
non-degenerate masses. The formalism for long-range matrix elements also draws

on that used for scattering and transition amplitudes [76, 115, 117-121].

We begin by specifying the index space used in the definition of AF/*(k,p)r. The
product on the right-hand side of eq. (5.91) is understood as a matrix (F) contracted
with two vectors (A} and Aj;, ) such that no hanging indices remain. The index
space of this contraction is also required for the exact definitions of F(E, P, L) and
the other quantities appearing above. The space is denoted by J, ¢, u, referring to
the total angular momentum J, orbital angular momentum, ¢, total spin (in this
case fixed to 1/2), and azimuthal component of total angular momentum m. For

example,

AZM(E’ kap)J,é,mJ = <N(p>, T‘JM(O)}E’ (Nﬂ-)in(k)a Ja 67 mJ> ) (595)
?{w(Ev k)J,&mJ = <E’ (NW)OUt(k)> J, b, my ‘%W(O)‘E(k)’ S> ) (5'96)

and the combined labels of total energy F, total momentum k, and .J, ¢, m; are both

necessary and sufficient to exactly specify the N7 state.

We define the geometric matrix, F(E, P, L), for the N7 system, by first considering

the quantity for two non-identical scalar particles with masses M., My [122].
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Focusing on the P = 0 case, the definition reads

~ ~

1 Bk 1 4nYy, (k)Y (k)e® =) 7K\
Fymiom(E,0,L) = lim | — % — S =
st ) vt [L?’ g / (27?)3} 2w 2wN (E — wy —wn +1i€) \ P

(5.97)

with k = k/|k|, wr = /M2 + k2, wy = /M2 + k2. We have also introduced p as
the magnitude of back-to-back momentum, satisfying

E=FEqm=M2+p>+\/M; +p. (5.98)

As discussed in Refs. [115, 117], ultraviolet divergences in the sum-integral difference
cancel so that any smooth regulator can be used in the evaluation of each. The
explicit exponential included gives one option that is also convenient for numerical
evaluation. As discussed in ref. [120], a straightforward combination of Clebsch-
Gordon coefficients can then be used to promote this scalar version to the final F'

function on the full space for particles with spin:

1 1
FJIZ’,U«/,JemJ(E’ P, L) = Z <€m, §U’ij><€/m/; §U|Jlmf]>Fglm/;gm(E, P, L) .

(5.99)
This is the quantity entering the definition of F in eq. (5.94).

The second matrix entering the F matrix is the Nm — N scattering amplitude,

denoted M. This can be represented on the J¢u index space via

ST Eem
peotdye(p) —ip’

Moty gom, (Eem) = 07170110 m, (5.100)

where
E: =FE° - P?, (5.101)

defines the centre-of-mass energy and 0;.(p) is the scattering phase shift with

quantum numbers as indicated.

This concludes our explanation of all quantities entering AF}*(k,p)r. The content
of eq. (5.91) can be summarized as follows: By combining a determination of the
N7 — N scattering amplitude with the X MW Nz and Nr i> N transition
amplitudes, one can calculate the correction that relates the finite-volume estimator
Fe(k,p)r, to the amplitude AJ?(k, p).
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5.3.1 Determining M, A}, and Af}ﬂ

So far we have made reference to poles cancelling between F)*(k, p), and AF}*(k, p) v,
but without explicitly explaining why the poles are the same between the two terms.
This follows from the observation that the condition that F(E, P, L) diverges is

equivalent to the Liischer quantization condition [115, 117]
det [M~'(E;™) + F(E,,P,L)] =0, (5.102)

where
EM=\/E?— P2. (5.103)

This relation allows one to constrain the amplitude M(E™) from a numerical lattice

calculation by computing many finite-volume energies.

The energies, F,, directly correspond to the poles in AF:S(k, D)1, as can be readily
seen from its definition in eq. (5.91). In the limit of infinite statistics, the formalism
guarantees a perfect cancellation between the poles in F/*(k,p), and those in
AF ;S(k:, p)r. However, for realistic data, with statistical uncertainties, care must be
taken. In particular, given the best fit for the lattice energies E,, (L) from Euclidean
correlators, one can use a given parametrization in the quantization condition to
determine the best fit for M(E™). If the lattice energies are used to construct
F*(k,p)r rather than the best-fit quantization energies (those predicted by the
quantisation condition given a best-fit for the phase shift), the singularities will fail to
exactly cancel in the amplitude. As discussed in ref. [108], the most straightforward

solution here is to directly use the best-fit quantization energies everywhere.

The Lellouch-Liischer formalism [76] and its extensions can be used to determine
the remaining amplitudes Aj; =~ and Af}#. This follows from the eigenvectors of the
quantization condition matrix which is known to be rank one near the finite-volume

energy

1
M(E™) + F-Y(E,, P, L)

lim (E - E,(L))

E—Ey (L)

_ S(n),in ® g(n),out’ (5_104)

where the ® indicates an outer-product in the same index space, so that £M™" and

EMout eqch carry the J, £, juindices. Then the amplitudes are related to finite-volume
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matrix elements via

(En k|Hw(0)|S(k), s), = EMet. A5 (B, k), (5.105)
(N(p),r|J,(0)|E,. k), = A} (B, k,p) - £, (5.106)

up to an inherent phase ambiguity that will cancel between €2t and £™-" in the

full finite-volume correction.

An in depth example of the use of this finite-volume formalism has been given in
ref. [2] for the case of a single channel contributing to the process. The expansion
about the pole is also derived allowing for the correction of any mistuning that
would inevitably occur in real simulations with finite statistics, and allows errors to

be propagated effectively.
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CHAPTER

SIX

EXPLORATORY CALCULATION OF THE RARE
HYPERON DECAY

With the theoretical framework for extracting the rare hyperon decay from the
lattice known, it is in principle possible to produce all four form factors over the
entire momentum transfer range required (2my)? < ¢* < (myg — m,)?. This would
remove all input from the ¥* — pvy decay, and the use of ChPT, giving a fully lattice
SM prediction. While this should be the long term goal for this decay, improvements
to the existing prediction can be made incrementally by incorporating lattice results
into the existing work of [105, 106].

The main source of the large variation in the branching fraction in eq. (5.3) is the
lack of constraint on Rea and Reb from the ¥ — py real photon emission decay.
Figure 6.1 (reproduced from the work [106]) shows the value of the branching ratio
sampled over the experimental uncertainty of the real photon emission measurement,
along with the 4-fold ambiguity in these ill-constrained form factors. It is clear
from this plot that even an unambiguous determination of the sign of Rea or Reb
at ¢> = 0 could provide significant improvements to the theory prediction of the

branching ratio, with a precise numerical value improving it further.

A lattice determination of Re a and Re b is of particular importance due to the recent
measurement of the branching fraction B(X" — py) from the BESIII collaboration
[123]. They report a 4.20 discrepancy with the PDG average value [6]. Using the
BESIII results changes the value of the form factors by about 8 — 30%, which does

not significantly alter the rare hyperon decay prediction, however, it is undesirable
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Figure 6.1 Rare hyperon decay branching fraction sampled from experimental
constraints on Rea and Reb form factors from the Xt — py decay.
Horizontal line marks the 20 upper-limit of the LHCb measurement
[103]. Figure reproduced from open access publication [106].

to rely on these measurements while an unexplained discrepancy is observed.

We now go on to investigate the practicality of the framework of extracting the rare
hyperon decay form factors from LQCD by performing an exploratory calculation
at unphysical pion mass. For this we used the C1 ensemble listed in table 2.2.
Additional important quantities for this simulation are the Nucleon and Sigma
baryon masses on this ensemble, which have been measured to be my ~ 1200MeV
and my ~ 1370MeV. These are roughly 30% and 15% heavier than their physical

values respectively. This ensemble has been chosen for several reasons:

e Heavier light quarks and smaller lattice volumes significantly reduce the cost

of inverting the Dirac operator.

e Domain wall fermions posses an approximate chiral symmetry, preventing

additional mixing of the 4-quark operators.

e With heavier pions, the energies of the N7 states are above the my, threshold.

While all points above are important for the details of the calculation, the final
point is most important for the physics in the Euclidean finite volume. With the N7
states above the my threshold, it is clear from the previous chapter that there will
be no exponentially growing N7 intermediate states (leaving only the single proton
intermediate state); and there will be no power-like finite-volume effects resulting
from these states. This drastically simplifies the calculation to be performed. One
additional consequence having my, > my is that, by the optical theorem, there

must be no imaginary component to the amplitude.
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Of course, once it has been demonstrated that this calculation can be performed,
when moving to the physical point the effects of having on-shell intermediate states
must be taken into account. While the formalism to perform the finite-volume study
of the N7 system and the decays ¥ — Nm, Nm — py* is known [124, 125], there
will of course be difficulties in performing these calculations in practice that must

be overcome, resulting from the baryonic signal-to-noise problem.

6.1 Measurement Setup

Since this exploratory calculation is being performed away from the physical point,
we are not able to make a direct comparison to the form factors obtained in [105, 106].
It is therefore not required to tune the kinematics to the ¢ = 0 point. It is however,
worthwhile to have a setup that is not significantly different from a future physical
point calculation. This means having the initial X% baryon at rest (k = 0), as this
drastically simplifies the finite-volume formalism once that becomes relevant. On
this ensemble we use k = 0 for the X%, and one unit of lattice momentum in the
z-direction p = (2%, 0,0) for the proton. This corresponds to |p| ~ 470 MeV and a
momentum transfer of ¢*> ~ —0.2 GeVZ.

6.1.1 Source-Sink Sampling

In order to project a lattice operator to a definite spatial momentum, a sum over

all spatial lattice sites, Az, with a momentum phase is required

O(t,p) = Y O(t,x)e™™. (6.1)

xrEA3

Due to our contraction method we are able to perform this full sum for both the
weak Hamiltonian, Hyy, and the vector current, J,. However, performing this sum
exactly for the interpolators would require new inversions at every spatial lattice
site. On this lattice that corresponds to O(10%) inversions, which is completely

infeasible, and therefore a different approach is needed.

A method of sparsening was investigated in ref. [126] in which the full volume sum

is replaced by a sum over a subset of sites that are arranged in a grid corresponding
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to a coarser lattice with site separated by Na for some integer N,

Ot,p)~ Y Oftz)e?, (6.2)
:cGT\énOdN
AZoIN = £(ny,n9,m3) |0 < ny < L; ny = 0 (mod N)} . (63)

This approximation reduces the number of points in the sum by a factor N? which
can provide a huge reduction in cost. By a simple Fourier analysis in 1 dimension,

it can be seen that

1 ipx
T 2 =D G (64)

me]\rlnod]\f n=0

while the full sum would give simply d,9. This shows that the sparse momentum
projection does not project just a single momentum mode, but additional modes leak
in. This is further investigated in ref. [127] where it is observed that the effective
mass of the pion and nucleon acquire a statistically significant higher momentum

contamination when using this fixed grid sparsening with an aggressive N ~ 10.

In order to avoid this higher momentum contamination, they propose a stochastic
sparsening in which the sum is performed over a randomly selected set of lattice
sites. Compared to the fixed grid sparsening, the stochastic sparsening with an
equal number of sites reduces the contamination to a statistically insignificant level.
In addition, the stochastic sampling allows for a flexible number of sites to be selected

rather than a fixed amount.

It is also seen in ref. [127] that the amount of sampling necessary is dependent on
the type of source used. When using a point source, many samples must be used in
order to get a reliable estimation of the sum, when using smeared sources however,
the number of samples can be greatly reduced. This is due to the fact that with
a smearing radius o > a, sources with neighbouring centre points contain almost
the same information. It therefore requires many fewer samples to effectively cover
the entire lattice. In the extreme case where o — oo, the smearing results in a wall
source which is independent of position, and has an exact momentum projection

with only a single sample.

It is also observed that the increase in sampling improves the statistical precision of
the results. This is similar to making additional measurements per configuration,
where the optimal scaling of the error is 1/v/ N, when the results from each sample

are completely independent.
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In practice, an independent set of random sites is selected on every configuration, and
every timeslice. This allows the gauge average and average over time translations

to increase the effective number of samples measured.

It should be noted that momentum conservation (after the gauge average) implies
that any n-point function only requires n — 1 operators to be projected exactly
for all states to have a definite momentum. The projection of the final operator is
redundant and simply gives an additional factor of the volume. However, in the case
where at least one of these projections is inexact, this redundancy can be utilised
to improve the inexact projection. When applied to to both the source and the
sink interpolators, we refer to this stochastic sampling as the source-sink sampling
method.

As an example, consider a baryon 2-point function with position space interpolator
Y7P(t, x) that has a smearing radius o, and a momentum phase p. The application

of source-sink sampling with /N samples gives a 2-point function of the form

. 3y 2 (VT T ), (6.5)

D(t,p) = Nt

Z PPt T)e'P (6.6)

weAk (t)

where (-)r represents the average over gauge configurations with label k. The

randomly sampled lattice sites are then
A5 (t) = {(n1,n2,m3) | 0 < n; < L; n; are uniform random integers} (6.7)

where the label £ and argument ¢ indicates that independent random samples are

to be selected on each configuration and for each timeslice.

We have performed an investigation into the benefits of source-sink sampling in the
specific context of the rare hyperon decay calculation. The non-eye contribution to
the weak Hamiltonian 3-point function at zero momentum was chosen for this study
since it is much more precise than the eye-type contribution, and the measurements
of the 3-point functions are significantly less costly than the full 4-point function.

This source-sink sampled 3-point function has the form

IO (t, At) = < qu+m 0) HY (t+t)\If"(tl,0)>. (6.8)

k

We use 2 different smearing widths ¢ = 4,9 in lattice units, and a number of samples
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up to N = 8. Figure 6.2 shows how the error on the correlation function scales with
the number of samples used for a fixed source-sink separation of At = 8. The errors
are normalised to the error when using only a single sample (N = 1). Also shown
are the curves 1/N and 1/v/N for reference. Note that 1/N is the optimal scaling

when sampling on both the source and the sink independently.

1.2 1.2
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Figure 6.2 Error of the weak Hamiltonian (non-eye) 3-point function for At =8,
scaling with number of source-sink samples. Gaussian smeared
sources/sinks are used with a smearing width of 0 =4 (left) and o0 =9
(right). Values shown are normalised to the N =1 error.

It is clear that the smaller width source scales almost as 1/N and therefore initially
benefits heavily from additional sources. Alternatively, the larger width source scales
significantly less with increasing samples, making only small improvement for a
factor 8 additional cost. This is a clear manifestation of the additional samples

providing less independent information as the smearing increases.

) matrix

Figure 6.3 shows the scaling of the value of the baryon masses and HI(,:;I "
element measured from the 2- and 3-point functions. Only the smearing radius
o = 4 is shown as 0 = 9 doesn’t see significant benefits from additional sources. It
is clear that the ¥ and nucleon masses and the weak Hamiltonian matrix element
do not observe any statistically significant contamination from higher momentum

modes as the number of samples decreases.

From the error scaling, it can be seen that the error no longer behaves cleanly like
1/N once it has gone through the fitting procedure. In this case it looks as though
it is more closely related to a 1/v/ N type scaling which is suboptimal, but still gives

good statistical improvement.

From this small study, we confirm the conclusions of [127] for the case of our

measurement, setup, i.e. that there is little to no significant higher momentum
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Figure 6.3 Fit results (top) and error (bottom) for the mass of the ¥ and nucleon

(left), and the matriz element (p| H‘(,[],V'E')\E> (right), scaling with
number of source-sink samples. Gaussian smeared sources/sinks of

width o = 4 are used.

mode contamination when applying the random source-sink sampling, and that for

smaller smearing widths there is some statistical benefit to increasing the number

of samples. It is observed however, that most of the statistical improvements have

been made once N = 8 samples have been used, at a smearing of o = 4.

6.1.2 2-point Functions

With the benefits of the source-sink sampling method evaluated for use in this

specific calculation, we go on to describe the correlation functions measured.

Measurements for all correlation functions are taken on a total of 70 decorrelated

gauge configurations, with multiple measurements made per configuration by

averaging over time translations.
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The 2-point correlation functions measured for the baryons B = p, > have the form
28t p) = ZZG”’“’ VIP(tr + t;, @) U (t;, k) (6.9)

where the stochastic sampling with NV = 8 samples is applied only at the source, since
the sink can be projected exactly with a sum over all spatial positions. The average

over initial time, ¢;, is performed with V; = 32 time translations ¢; € {0, 2, ...,62}.

The initial/final baryon states are created/destroyed with the interpolators

Br(@) = e (@7 ()" [(Gg’o(x)T) P (g5 (=)] (6.10)

where the quark fields are spatially smeared by a Gaussian kernel, and include a

momentum phase

1 _@ow?
Pt x) = er 22 eP®q(l,y). (6.11)
Yy

The momentum phase is placed on the quark g3 since this is of a distinct flavour
in the ¥ and p interpolators, which simplifies our contraction setup. However,
the momentum can in principle be placed on any one of the quarks or shared
amongst them. Since the Gaussian smearing applied here is not gauge covariant,
the measurements must be taken on gauge fixed configurations, for which we use

the Coulomb gauge.

All interpolators use a smearing radius ¢ = 6 in lattice units (corresponding to
roughly 0.66 fm) in order to reduce the overlap with excited states, as well as to not

diminish the improvement obtained by the source-sink sampling.

6.1.3 3-point Functions

The relevant 3-point correlation functions measured for this analysis are those of

the weak Hamiltonian and the s — d flavour changing scalar current S = ds,

1 _
I3 (4,1, p) =N, Z(‘I’g(tf +ti, p) Hw (ti + 1) V5(ti, p)) (6.12)
t;
1 _
I35(t,ty, p) = N Z(‘I’;(tf +t;,p) S(ti + 1) V(4 p)) , (6.13)
t
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where Hy (t) and S(t) are projected exactly to zero momentum transfer. The weak
Hamiltonian can also be separated into contractions with only the non-eye or eye

diagrams, HNF and H;° respectively.

The non-eye diagrams are measured with source-sink separation t; = 12,16, N, = 32
time translations are used, and the source sink-sampling is performed in 2 sets of
N = 4 samples (with no cross-terms between the sets). The eye diagrams are
measured with only ¢y = 16 and on N, = 16 time translation, with a single batch
of N = 4 source-sink samples. In addition the quark loop in the eye diagrams are
computed with a single hit of sparse noise sources, with a sparsening of 2 in each

dimension (corresponding to 16 noise sources per hit).

As is described in chapter 5, the weak Hamiltonian operator can be separated into
a parity conserving, and parity changing component. The ; and ()5 operators are
the product of two bilinear currents with V' — A Dirac structure, and it can therefore
be seen that the parity conserving component of the (V — A) ® (V — A) structure is
VeV + A® A, and the parity violating part is —(V ® A+ A® V). These parity

components give rise to the definite parity 4-quark operators
Q* =) ([dvusllavual + [dyuss)launsal) - (6.14)

Q™ = ([dvusll@v154) + [dvs8] [@.4]) - (6.15)

where we have suppressed the color indices that distinguish ¢); and )>. The full
4-quark operator is then given by Q = QT — Q.

While data has been collected for both parity components, no signal is observed at
the correlator level for the negative parity component, and therefore in this analysis
we only investigate the positive parity weak Hamiltonian. Since the positive parity
form factor a is ill-constrained by experiment, a lattice calculation of just this form

factor would already be of phenomenological interest.
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6.1.4 4-point Functions

The 4-point functions used in our analysis are defined by

1 _
L (Lt by ko p) =< Y (W (ty o+ ti,p) Hi (t + 1) Tu(ts + tik — p) U5(t:. k)
t 4

(6.16)
1 _
Fi’s(tJatS7tf7 k7p) :Nt Z<\Il;(tf + twp) S(ts + tl) j,u(tJ + tiu k — p) \I/%(t“ k)> ’

t;

(6.17)

where J,(t, q) is the conserved vector current with momentum transfer g.

The values of ty, N, and N are the same as for the corresponding 3-point functions,
and the vector current is inserted midway between the source and sink at t; = t;/2.
In order to isolate the two positive parity form factors, two values of the vector

current index p are required. For this we use y =t, 2.

In order to extract the rare hyperon decay amplitudes, we follow the method pre-
sented in chapter 5 of amputating the 4-point correlation functions and integrating
the weak Hamiltonian around the vector current. As has been discussed, this only
provides a measure of the finite-volume estimator, which is in general distinct from
the amplitude. However, with our use of sufficiently heavy pions, there are no power-
like finite volume effects, and therefore the amplitude and finite-volume estimator
are equivalent up to exponentially suppressed finite volume effects that we ignore
on this lattice with m,L ~ 4.5.

When constructing the integrated 4-point function, instead of integrating from
t;—1T, to t; + T, giving an object with a 2-dimensional time dependence, we
separate the integral into two parts ﬁ}]—Ta dty and ﬁ]‘“LTb dty. This separates the
two time orderings, and therefore gives access to the p and o spectral integrals
separately, which affords multiple benefits compared to the traditional strategy used

in the rare kaon decay analysis in chapter 3.

The most important of these benefits is that since this clean separation is possible,
the non-separated integrated correlator contains redundant information, which in
turn gives rise to very large correlations that can be seen in fig. 3.4 for the rare
kaon decay calculation. With this separation made, however, it is possible to fit
the two time orderings separately, and combine their results. This removes the

redundancy, and its corresponding correlation, as well as reducing the complexity
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of each individual fit.

Taking into account the finite lattice spacing, the integrals become sums, and one
must be careful not to double count the shared point at ¢ty = t;. This is accounted
for by including only half of this point in each sum. The amputated integrated

4-point functions are then defined as

tj—1
R 1 1
I°(T,) = e [TW(ty, ty, t)PTy] + tr[TW (g, 85, t5) P
e ] T P S s
(6.18)
1 1 Ay
I°(Ty) = 4 [TW(ty, ty, t)PTy] + tr[TW (ty, by, 60)PHY] |
o (Th) o Tl ly) (2 [Tty 0, t5) PTy] tH§+1 (TS (tu by, 1) P
(6.19)

where we have suppressed the additional momentum arguments. The creation,
propagation, and annihilation of the external states are amputated with the factor
(5.31) appropriately shifted to ¢; # 0 and ty, =0

Z,(p) Zs(k)msm,, _ N B
T (tr. 1) ==2 Y P —Es(k)t; ,—Ep(p)(ty ts)
0210 = k) B, ) 6

(6.20)

Since the correlator is spin matrix valued, the trace is taken with an arbitrary Dirac
matrix v and the positive parity projector, Pt, which projects the stationary X

baryon to definite parity.

Finally, we have include an extra factor ¢, . in the amputation, which is done to
remove the artificial v dependence from the traced correlator. It can be seen from
appendix C, that with our kinematic setup k = 0 and p = (p,,0,0), the traced

amplitudes can be written in the form

tr [Pp(p)jﬂpz(k)zaw] = Corfas (6.21)

where f, is a linear combination of the form factors. For y = ¢, z this can be written

as the matrix equation

Je ) 1 ms, +m, a
(1)t m)0)
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The relevant non-zero coefficients, ¢, -, are given by

2
= T ) x — E,—m ,
E,—m Da
CZ,’YZ == L y <z,'yyfy5 =1— (623)
mp p

Some interesting observations are that: for the positive parity coefficients above
Cuy — 0 as p, — 0 and therefore the correlators vanish and the form factors become
inaccessible at zero spatial momentum transfer; and at the ¢> = 0 point f, contains
only the a form factor, and therefore at this kinematic point a could be extracted

from a single vector current component y = z.

With the amputation of this additional factor ¢, ., it can be seen that instead of
measuring the amplitude directly, we are measuring the form factor combinations
fu- The matrix eq. (6.22) can then be inverted using the measured masses from the

2-point functions to give the form factors a and c.

Using the information above, and the spectral decomposition of the 4-point function
in eq. (5.43), the amputated integrated 4-point functions from eqs. (6.18) and (6.19)

are given by

. * [P, (w)Ps Pty e~ W me)Ta
I°(T,) =f* _/ dw r[Pppu(w)PeP ] € (6.24)
1 M 0 CM,W ew—ms _ 1
A < tr[P,o Py, PtA] e~ @=m)To
I5(1) =f7 - / dio TETH WP LT 2 T (6.25)
0 C,u,'y € r—1
where f/f( represents the X = p,o spectral contribution to the form factor

combination f, at finite lattice spacing

00 tr [PPXM(W)PEPJF’Y 1+ ef(w*WX)
/ dw
0

2
Coury 2(1 — em(wme)) ” (620

£ =
with w, = my, and w, = m,,. The full form factor combination is then obtained as

fu=1o+ 10 (6.27)

Since the energies in eq. (6.26) are in lattice units, it can be seen that as the lattice
spacing goes to zero, the energies must also go to zero to maintain their physical

value (up to vanishing lattice artefacts). Therefore as the continuum limit is taken,
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the second factor becomes

1+ e @wx) L1
2(1 — e~ w—wx))  w—wx

(6.28)

which recovers the continuum spectral integration kernel in eq. (5.20), and therefore

gives flf( the correct continuum limit.

6.2 Numerical Results

6.2.1 Fit Strategy

In order to extract physical observables from the lattice data described in the
previous section, the correlators must be fit with a functional form containing
the appropriate parameters. Since there are parameters shared between many
correlators, e.g. baryon masses, it would be advantageous to perform a combined fit
of all correlators together, where all fit parameters are determined simultaneously.
This has the advantage of allowing every correlator to influence all relevant

parameters, giving the maximum constraint on their values.

However, due to the large number of correlators involved in this analysis, such a
fitting method results in highly unstable fits that often fail to converge on a minimum
of the correlated x? function. In addition, correlated fits require the estimation and
inversion of the correlation matrix, which can easily break down for sufficiently large
datasets. Some correlators may also be more constraining for certain parameters
than others. For example, the 2-point functions are able to constrain the masses very
well, however, the 4-point functions have much larger statistical errors, and more
complicated functional dependence on the masses. Therefore the 4-point functions

will likely not improve the measurements of these masses very significantly.

For these reasons, we decide to perform a hierarchy of fits, with the parameters of the
earlier fits being given as fixed inputs to later fits. We use a bootstrap resampling
method for the error estimation [128], allowing the earlier fit parameters to be passed

sample-per-sample to later fits, in order to correctly maintain correlations.

We first fit the 2-point functions as two independent fits, one for each baryon, which
are themselves combined fits to correlators with different momentum. Since the
analytic form of the baryon lattice dispersion relation is not known, we impose the

continuum dispersion relation on the energies, leaving only the baryon mass and
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overlap factors as fit parameters. This is a reasonable assumption to our level of
precision as we only consider a single unit of lattice momentum, and corrections to

the dispersion relation are most relevant for large momenta.

These masses and overlap factors are then used to amputate the integrated 4-point
functions, and are given to the corresponding 4-point function fits as constants.
Since the 4-point functions only share these previously fixed constants, there are no
longer any fit parameter in common between the different vector current components
1, and time orderings, and therefore these 4-point functions can be separated into

independent fits.

For the 2-point function fits, we find the best fit in a systematic way by scanning
over fit ranges and assigning each a score according to some criteria. For this we
use a weight related to the Akaike Information Criterion (AIC) [129] which in this

context is evaluated as

1

w = e 2 (X~ 2nact) (6.29)

as is used in [29]. Maximising this weight favours lower x? values, but in addition
tries to maximise the number of degrees of freedom ng.r. The fit range with the
maximum weight is then selected to define the central value and statistical error of
the parameters. The fit systematic error on these parameters is then taken to be

half of the spread of central values within the top 10 fits, ranked by w.

The 4-point functions do not undergo a similar scanning process as there is only
a small set of fit ranges available, resulting from the relatively short source-sink
separations for which we obtain a signal. Instead, the range is selected by hand,
and the stability of this range is determined by varying the range by £1 timeslice.
This variation is then propagated to the form factors by completing the analysis for

each fit range and taking half the spread as the systematic error.

Finally, in order to evaluate the systematic error on the form factors due to the 2-
point functions fits, the fit parameters from the top 10 fits of each 2-point function
are used to reperform the analysis with the chosen 4-point function fit ranges. Again
half the range of the resulting form factors is used to determine this component of
the systematic error. The full fit systematics are then taken to be the quadrature

sum of the variation from the 2- and 4-point fit ranges.
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6.2.2 2-point Functions

The 2-point functions constructed in eq. (6.9) are fit to the single state functional

form

28, p) =L%|Zp(p)|? (1+ s )e—EB@)t, 6.30
(1.p) =L1Z5(p)* (1+ 5t (6:30)
with the fit parameters mp and Zp(p), and the dispersion relation Ep(p) =
vm% + p? imposed. Figure 6.4 shows the p = 0 effective masses of the p and
> 2-point functions. The results of the combined fits to each baryon, with both
momenta p =0 and p = (27”, 0,0), are shown in table 6.1. Figures 6.5 and 6.6 show

the variation of the fit parameters over the 10 best scoring fits.
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Figure 6.4 Effective mass of the p (left) and X (right) baryon 2-point functions.
Band indicates the mass parameter from the resulting fits. Note this is
a visualisation of the fit result. The fit is not performed to the effective
mass directly, but to the 2-point functions.

Baryon ‘ p| ‘ Fit Range ‘ Mass ‘ | Z(p)] [x1077] ‘ P-value
| a1
s8] Tormsunea | ) | oss

Table 6.1 Results of fits to 2-point functions of the p and X baryons. The first
errors are statistical and the second are systematic resulting from fit
range variation.
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Figure 6.5 Variation of the mass of the p (left) and ¥ (right) for the top 10 scoring
fits. Fits are ordered by weight (6.29), with Fit 1 defining the central
value (blue line) and statistical error (dark band). The total error
combining the statistical and systematic error in quadrature is given
by the light band.
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Figure 6.6 Variation of the overlap factors Z,(p) (left) and Zs,(k) (right) for the
top 10 scoring fits. Fits are ordered by weight (6.29), with Fit 1 defining
the central value (blue line) and statistical error (dark band). The total
error combining the statistical and systematic error in quadrature s
given by the light band.

6.2.3 Scalar Shift Method

Due to the heavy pion mass used in this calculation, the only intermediate state
with an exponentially growing contribution in the integrated 4-point function is the
single proton state at rest. Therefore, the problem of growing contributions can in

principle be resolved using only the scalar shift method discussed in section 5.2.

In order to construct the 4-point function with the shifted weak Hamiltonian
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H{, = Hy — ¢S, the value of ¢; must be determined such that the matrix element
(p(0),r| Hyy |X(0),s) = 0, and therefore

<p(0>7 T| HW |2(0)7 S>

cs = , (6.31)
(p(0),7[ S [5(0), 5)
which can be measured by fitting a constant to the ratio of 3-point functions
3w (¢ 64,0
Ry(t,ts,0) it t,0) (6.32)

-~ I35(t,t4,0)

Figure 6.7 shows a fit of this constant for ¢; = 12 using only the non-eye contribution
to the weak Hamiltonian which gives the result cN* = —4.88(40) x 107, Figure 6.8
then shows a comparison of the non-eye weak Hamiltonian and scalar 4-point
correlation functions F?’HIVV"E and cYEI'#S. It is clear that the the latter has
significantly larger errors than the former, to such an extent that when taking the
difference no signal is observed. It is therefore clear that with the current level of
statistics, we are unable to apply the scalar shift method to remove the growing

single proton intermediate state, and therefore it must be handled by other means.
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Figure 6.7 Fit to the ratio R(t,tf,0) of the (non-eye) weak Hamiltonian and
the scalar current 3-point functions in eq. (6.32), with a source-sink
separation ty = 12.
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Figure 6.9

6.2.4 4-point Functions

The breakdown of the temporal component of the weak Hamiltonian 4-point function
into non-eye and eye components is given in fig. 6.9. It is clear that the non-eye
diagrams can be significantly resolved, while the eye diagrams have large statistical
errors coming from the stochastic estimation of the quark loop. Due to these large
errors, the total 4-point function is then dominated by the eye type diagrams.
Similarly, fig. 6.10 shows the amputated-integrated 4-point function for each of these
components. While for a fixed ¢ty the central value and error of the eye diagrams
dominates those of the total, when integrated the non-eye diagrams contribute the
most to the central value, although the error is still dominated by the eye-diagrams.
This is likely due to the cancellation of the eye diagrams between neighbouring times
during the integral. This suggests (although more statistics are needed to confirm)
that the eye contribution to the amplitude may be subdominant compared to the

non-eye contribution.

Instead of directly constructing the exponential T, and T, dependence in eq. (6.24)
from the 2- and 3-point functions explicitly, we opt to fix the energy of the leading
exponential from the known masses, and leave the coefficient as a fittable parameter.
This is chosen since the explicit construction method introduces additional statistical

error from the measurement of the matrix elements, and therefore gives less precise

136



6 T T T T T 2 T T T T T
5 | Non-Eye ——— | 15 Non-Eye ———
Eye —— r Eye —— n
4 Total +——— B Total +——— 1 1
3 114 1 £+ ]
Q I E o T
= 2r I IE T b 2=~ 05 . = } b
L 4 11T T
= 0
of= T T I E } L 0 E E
-0.5 1
1k .
_2 | | | | | | | | | _1 | | | | | | | | |
0O 1 2 3 4 5 6 7 8 0 1 2 3 4 5 6 7 8
Ta Tb

Figure 6.10 Breakdown of the integrated and amputated 4-point correlation
functions 1°(T,) (left) and I°(Ty) (right) into non-eye, eye and total
contributions. The source-sink separation is ty = 16, the current is
located at ty = 8 and the current component is p = t. Points are
offset on the z-axis for clarity.

results. The fit ansédtze used are therefore given by

I2(T,) =f2 + af, elme=mn)Te (6.33)
jZ(Tb) :fg + O‘Z e~ (Bs(P)=Ep(P)Th (6.34)

The fit to the non-eye contribution for both time orderings is shown in fig. 6.11.
The fit range for the correlator with source sink separation ¢y and current insertion
at t; = ty/2, is taken to be T,, T}, € [1,£,/2]. This is chosen to balance maximising
the number of fit points, with minimising the contamination from external excited
states. The excited state problem, however, is a very challenging issue to overcome
with such small source-sink separations for which we observe a signal. For reference,
with ¢y = 16 and t; = 8, the T;, T, = 4 point is a physical distance of 0.44 fm from
the source/sink. The issue of this contamination must therefore be resolved once a

sufficient precision is attained.

Tables 6.2 and 6.3 give the fit results for ff defined by eq. (6.26), when fitting to
only the non-eye or eye contributions separately, as well as to the total data. In
addition, the sum of the fit results for the two types of diagrams separately is given.
It can be seen from these results that the eye-type contributions are dominated
by > 100% errors, as would be expected from the large stochastic noise observed
in the correlators. The non-eye contributions, however, have significantly better
errors at the level of 10 — 15% when considering the two time orderings separately.

It is therefore unfortunate that these two time orderings have opposite sign and
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Figure 6.11 Fits to the non-eye contribution to the integrated-amputated 4-point
function IP(T,) (left) and 1°(Ty) (right). The source sink separation
is ty = 16 and the vector current is at t; = 8.

almost equal magnitude, resulting in a large cancellation when combined together.

This gives a value fEE consistent with zero even though its constituent parts are

individually well resolved.

Parameter ‘ Result ‘ p-value ‘ fi=f+f
e [ 2 T T rons o
TEye
f},,Eye 2305(;(2?3 ggg —0.37(1.21)
R i - : —0.42(1.21)
P
20 2_227(;(8;; 8:22 —0.25(1.75)

Table 6.2 Fit results for the combined form factor fi from the non-eye and eye
diagrams, as well as all diagrams. In addition the sum of the non-eye
and eye fit values is given. Errors are purely statistical.

Parameter | Result | p-value | f. = ff+ f7
MRS
p,Eye
feoe | oot | ose | 020
fNE 4 fEye - - 0.18(36)
o _
IS T s

Table 6.3 Fit results for the combined form factor f, from the non-eye and eye
diagrams, as well as all diagrams. In addition the sum of the non-eye
and eye fit values is given. Errors are purely statistical.
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Table 6.4 shows the values of the form factors along with their systematic error.
The various results come from inverting eq. (6.22) onto the values given in tables 6.2
and 6.3. Results are given restricted to the non-eye or eye diagrams only, as well as
the sum of the two, and the form factors evaluated from the fits to the sum of all

diagrams.

Figures 6.12 and 6.13 show the variation resulting from the scan over the 2-point
function fits for the non-eye and eye determinations of the a and ¢ form factors
respectively. Figures 6.14 and 6.15 show the stability of the form factors with respect
to the +1 fit range variation of the two time orderings of the integrated 4-point
functions. Fit 1 in all figures corresponds to the one chosen for the central value
and statistical error. The total systematic error resulting from the fitting procedure

is determined by adding the systematic from these two sources in quadrature.

Form Factor ‘ Value (Stat) (Sys)
aF 5 (16) (7) MeV

NE 0.009  (30) (15)
a™e —58  (100)  (56) MeV

e 0.034  (173)  (79)
1 a™e | —53  (100) (56) MeV

ANE o cBye 1 0.043  (174)  (79)
a —53  (114) (97) MeV

c 0.018 (249)  (98)

Table 6.4 Results for the positive parity form factors a and c obtained from the
non-eye and eye diagrams separately, as well as the total of these results,
and the form factors extracted from the fit to all diagrams. Fits utilise
only a single source-sink separation ty = 16.
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form factor a, due to the change of input values from the 10 best fits
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Figure 6.14
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6.3 Discussion

It is clear from the results in table 6.4, that the form factors extracted in this
analysis are heavily dominated by statistical errors. This results from two important
observations. First, the noise generated by the quark loops in the eye diagrams
dominates the error at the level of the integrated 4-point correlation functions, and
therefore also dominates in the fit results. From fig. 6.10 we can see that the non-eye
diagrams have the largest contribution to the central value, and it may therefore be
the case that with an increased number of noise hits, the error on the eye diagrams is
reduced to the level that they are either resolved from zero, or that they are negligible
compared to the non-eye contribution. Of course, this remains to be verified once
extra statistics are available. These additional noise hits can be obtained at reduced
cost by using the AMA approach (see section 2.4.3) to reduce the solver tolerance

on the loop propagators, as was done in chapter 3.

The second observation is that, for the non-eye contribution, there is a large
cancellation between the two time orderings of the spectrum ff and f. As a result,
a reasonable statistical error on each part individually translates into no signal on
their total. While this cancellation is observed at the level of the integrated spectral

function,

© P35 (w)P © P F,(w)P
/Odw%:—/o dw%, (6.35)
P

it is currently unknown if there is also a cancellation directly at the level of the

spectral functions, i.e.

Pppu(w)Ps ~ _Ppgu(W)PE

iy bl (6.36)

which may be the result of some approximate symmetry (for example SU(3)r or
p = k symmetry). With investigation into the mechanism of this cancellation, it
may be possible to produce an improved approach to the form factor extraction that

avoid such cancellations.

As a result of this large cancellation, it is clear that even with improvements on the
estimation of the eye diagrams, the non-eye contribution also requires improvements.
Under the assumption that they eye diagrams give a small contribution that
can be well resolved in the near future, the non-eye diagrams have an error

not far from the value of the form factors from [105], Rea ~ 10MeV and
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Reb ~ 1072. It may be therefore be possible to achieve a non-zero result on
this ensemble simply from the 1/ VN scaling of additional statistics. However,
this will likely be prohibitorily expensive to simulate directly at the physical point
without methodological improvement. This process will therefore heavily benefit
from research into overcoming signal-to-noise problems with variance reduction
techniques, such as multilevel algorithms [130]. Currently it is not known how
to apply multilevel algorithms to higher point correlation functions that are not
trivially factorisable, and it is not known if the technique is applicable to domain
wall fermions, both of which are required in order for this technique to be applied

to this decay.

Finally, once a significant signal is observed for the form factors, it is clear that
excited state contamination must be taken into account. In this study, we have
a minimum separation between the operators and the external state interpolators
of 0.44 fm which will not be enough to reliably isolate the ground state, even with
interpolators tuned to suppress excited states. This contamination could be assessed
and/or removed by using larger time separations, and by incorporating excited
states into the fit ansatz. Both of these methods require additional data points
that are affected by the exponential signal-to-noise loss, and therefore this must
be accompanied by variance reduction techniques, and/or alternate measurements

strategies that are of lower cost.
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CHAPTER

SEVEN

CONCLUSIONS AND OUTLOOK

In this thesis, we have presented the latest work towards calculating the form
factors of the rare kaon and rare hyperon decays, K+ — 7#7¢*{~ and X+ — pl*(~
respectively, on the lattice. This includes the first calculation of the rare kaon decay
at the physical point; an investigation into methodological improvements for the
rare kaon decay; the extension of the lattice framework to the rare hyperon decay;

and the first exploratory calculation of the rare hyperon decay.

The calculation of rare kaon decay directly at physical pion mass utilises a variety
of techniques to accelerate the measurement process, including low-mode deflation
and the zMobius action for the light quarks, as well as sparsened noise quark loop
estimation with an AMA bias correction. The resulting measurement of the form
factor parameter is a = —0.87(4.44). The large error of this result is found to stem

from the GIM subtraction of the light and charm loops in the eye-type diagrams.

While the lattice result is currently highly statistics dominated, with an error
approximately 8 times larger than the experimentally measured value, it is only
3 times larger than the existing SM prediction, which is highly discrepant with the
experimental value. It may therefore be possible to achieve a bound comparable
to, or better than, the existing SM prediction in the near future simply via the
1/V/'N scaling of additional statistics. However, in order to achieve a result with
significantly improved errors without extremely high cost, new methodologies must
be investigated. Some promising directions include: cost reduction via direct

summation of the vector current; improvements of quark loop estimation such as
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frequency splitting techniques; and performing the calculation in a 3 flavour theory

in which the GIM cancellation is removed.

We have proceeded to investigate the first of these approaches, in which the time
coordinate of the vector current is summed over the entire lattice directly during the
measurement process, which has been shown to reduce the cost of the calculation.
This is closely linked with the summed method used in many LQCD calculations
of 3-point functions with degenerate initial and final states. We have discussed the
issues associated with breaking this degeneracy in the context of summed 3-point
functions, and shown that the 4-point summed method can in principle be used to
calculate the rare kaon decay, however, only reliably in the degenerate limit. This
significantly restricts the kinematic setups available, and therefore cannot be used as

a general method of computing the rare kaon decay without further modifications.

In addition to the calculation of the rare kaon decay, the original theoretical
framework has been extended to allow for the baryonic equivalent, the rare hyperon
decay, to be calculated on the lattice. This includes the handling of the additional
spin degrees of freedom; the identification and handling of the exponentially growing
intermediate state contributions; the extension of the scalar shift method to baryonic
states; and the correction of the power-like finite volume effects brought about by

on-shell multiparticle finite-volume states.

Finally, this framework is applied in an exploratory calculation of the rare hyperon
decay with an unphysical pion mass m, = 340 MeV. In this calculation, the finite-
volume N7 states are above the msy threshold, and therefore do not contribute
the finite-volume corrections or growing intermediate states. This leaves only the

problematic single proton state to be accounted for.

In the positive parity sector, the non-eye diagrams are observed to have a clear signal
at the correlator level, while the eye-type diagrams are error dominated due to the
noisy loop estimation. It is however, observed that the error from the eye diagrams
contributes to the integrated correlator at a level below the central value of the non-
eye diagrams. This suggests that with additional statistics on the loop estimators,
the eye diagrams may only give a small contribution to the total. However, this

remains to be seen once additional statistics are available.

Finally, it is observed that with the form factors separated into contributions from
the two time orderings, each ordering contributes to amplitude with approximately
equal magnitude and opposite sign. Therefore, even with a 10 — 15% error on

each contribution, the total non-eye amplitude is not significantly different from

145



zero. The errors on the non-eye contributions are, however, of the order of the
phenomenological values, and therefore additional statistics may allow for a non-
zero result to be observed in the near future. Once this level of precision is reached,
the effects of excited state contamination must be taken into account, due to the

short source-sink separations utilised in this analysis.

Of course, with the added difficulty of the baryonic signal-to-noise problem, it is
unlikely a physical point calculation of the rare hyperon decay can be performed in
the near future without methodological improvements. While this decay will benefit
from improvements in the rare kaon decay calculation, investigation into variance
reduction techniques will be required to tackle this exponential degradation of signal.
One such method is the multi-level algorithm, although it is not yet known if this

technique is applicable to processes of this type.
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APPENDIX

A

WICK CONTRACTIONS
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Figure A.1 Diagrams contributing to the rare kaon 4-point correlation function
(3.15) from the Connected (left) and Wing (right) topologies.
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Figure A.2 Diagrams contributing to the rare kaon 4-point correlation function
(3.15) from the Eye (left) and Saucer (right) topologies.
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Rare Hyperon
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Figure A.3 Diagrams contributing to the rare kaon 4-point correlation function
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Figure A.4 Diagrams contributing to the rare kaon 4-point correlation function
(5.38) from the Eye (left) and Saucer (right) topologies.
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APPENDIX

B

FORM FACTORS

Generally the matrix element of an operator O between two baryonic states | B(p), s)
and |B'(p’), r) with momenta p and p’ and spin projections s and r can be split into

the external spinors u and a 4 x 4 Dirac-matrix amplitude A

A (p, 1) = (B'(P), 7| O|B(p), s) = upp/(P') Alg, k)up(p) , (B.1)

where we now parametrize in terms of the 4-momenta ¢ = p — p' and k& = p +
p’. We then write A in terms of all of the available Dirac-matrix structures I' €
{1,795, Y4, Y5, 0 } in such a way as the Lorentz structure of the matrix element is
recovered. These terms are associated with a form factor which is a scalar coefficient,
and can only be a function of the Lorentz and spin scalar objects ¢? and k2. However,
k? = 2m?+2m" —¢? and therefore k? and ¢? are not independent, so the form factors

can be written as only a function of ¢.

The base set of Dirac-matrix Lorentz (pseudo-)scalar objects is:

{]-7 s, ga 51757 k? k757 O-,quukya O-,ul/q#kyf}%} . (Bz)

The full list of structures is the infinite set of all combinations of these base elements.
These additional structures can always be decomposed into a linear combination of

the base elements using pp = p? and pp’ =2p-p — p’ J/ for any p, p'.
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The base set of spin-matrix Lorentz (axial-)vectors objects is:

LG @5y ks Kuvs s Vs VuYss 0w d” s 0@ Vo Ouk” 0k 5 } (B.3)

where again the infinite combinations can be decomposed in terms of the base set.

B.0.1 Explicit form-factor decompositions

Using the base set for a generic Lorentz (pseudo-)scalar operator S as given above

yields the form factor decomposition

A" (p,p") = (B'(p'),r| S|B(p), 5) (B.4)
= (p) [alg®) + b(¢*)s] ui(p) (B.5)

which is relevant for the matrix element of the weak Hamiltonian in the rare hyperon
decay. Analogously, using the base set for a generic Lorentz (axial-)vector operator

J,, one obtains

A (p,p') =(B'(p),r| T.|B(p),s) (B.6)
—uB’(p/) [ ( )7# + f2(q2>0uuqu + f3<q2)qM (B7>
+91(@) .75 + 92(6) 0w vs + 93(6)aurs ) ui(D)

where we have used the generalisations of the Gordon decomposition identity with

initial and final states of different mass

o,k v =i(m —m')d'y,u — ig,a'u (B.8)
W'o,q"u =i(m+m')u'y,u — ik, d'u (B.9)
ok vsu = — i(m +m')u'y,v5u — i, ysu (B.10)
U'o,5q"u = —i(m —m')u'y,ysu — ik, ysu . (B.11)

Finally, the relevant amplitude for the rare hyperon decay X+t — pl™¢~ decomposes
like

A0, 0) = (p(P). 7| Hiw 1 | (P), 5) (B.12)
= 1y (p) [(¢* — dau)(al@®) + 0(¢*)ys) + (e(@®) + d(¢*)¥5) 0" ] us:(p)
(B.13)
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where we have used the Ward-Takahashi identity ¢* A° = 0. Note the different
definitions of momenta in this appendix and in the main text, where the p carries

momentum p and the X% carries momentum k.
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APPENDIX

C

RARE HYPERON FORM FACTOR TRACES

All quantities in this section are understood to be using the Euclidean definitions.

The form factor decomposition of the rare hyperon decay amplitude is given by

Ay = 0u,q" [a = 75b] + (=7 + qud) [c — 5] (C.1)

where the form factors a, b, ¢ and d are all functions of the momentum transfer ¢2.

The object that is accessible on the lattice is the projected spin-matrix amplitude
B,(p)A,Ps (k). (©2)

where the projectors are defined by

—ip +mp
P =" C.3
olp) = —5— (C3)
We define the trace of this object with different gamma structures as
)% = Tr Pp(p)flffﬂ”g(k)’y] (C.4)

where the superscript & indicates the separation between the positive and negative
parity contributions, which can be obtained using either the VV + AA or VA + AV
structures in the 4-quark operators. The goal is to find a complete set of traces and

1 values that give access to all form factors.

153



We evaluate these traces for the kinematic point where the X7 is at rest k = 0 and

the proton is moving along the z-direction p = (p,,0,0). For the positive parity

sector
2
trg T = trl®" = — 2 (a + c(m, + ms)) (C.5)
My
E
trgh—i‘ _ trglvoﬂr :iw(a + ¢(my, + my)) (C.6)
myp
E
tr? " = )20 = — (pm—mp) [a(my +ms+) + (B, —ms+ )2 —p2)]  (C.7)
P
637 = 63 =i [a(m, + ms:) + (B, —msi)? — )] (C8)

mp

and for the negative parity sector

try> =t = — Ti—i(b + d(m, — mx+)) (C.9)
R L AL R O ) (.10)
P
)P = 40 = - i% [b(my, — my+) + d((E, — my+)* = pp)] (C.11)
e = e 2B ) a8, - me)? -] (C12)
P

Traces with all other gamma matrices vanish identically, and similar relations can
be obtained for the 2 remaining p = 1,3. It can be seen that these results can be
separated into a prefactor that depends on the value of p and the gamma structure,

and a combination of form factors that is only dependent on u
et = (S (C.13)

With f5 and f, the form factors can then be isolated by inverting the linear systems

(T _ 1 my + mys a
() (ot )] e
fo | 1 m, — My, b
()t e ) ) e

where we have identified ¢* = (E, — my+)® — p; as the momentum transfer.
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APPENDIX

D

SPIN 3/2

Rarita-Schwinger equation of motion for massive spin—% fermions is given by
[P 57,0, — tma™ ], (x) =0, (D.1)

which can be equivalently decomposed into 4 equations [39]

[0,0" +m®] ¢u(z) =0 (D.2)
[id —m] ¢ (x) =0 (D.3)
8", (x) =0 (D.4)

Vhu(x) = 0. (D.5)

The first and second are the Klein-Gordon and Dirac equations that are satisfied for
each p component separately, and the third and fourth are the additional constraints

specific for spin—% particles.

As shown in [39], the positive and negative energy spinor solutions can be written

as

1/2

1
)= D Cond®)unl®) b D)
A=—1m=-1/2
1/2

@)=Y D Coned (R) vn(p) Srims (D.7)

A=—1m=-1/2
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Here s € {+3, 41}, and the spinors u and v without the Lorentz index y are the
spin—% solutions to the Dirac equation. e is the spin-1 solution to the Proca equation,

and Cy,, the Clebsch-Gordan coefficients

oo \/ (3/2 + 5)!(3/2 — m)! D5)

3L+ M1 =M)(1/24+m)!l(1/2 —m)!

From [131], it can be seen that the positive energy solutions satisfy the orthogonality

relation
all(p’ s)uu(p, 5/) = —2777/(533/ (D9)

and the completeness relation

3/2

() = > uup,s)i,(p,s) (D.10)
s=-3/2

=—(p+m) (nW - %) - é (m + %) (p—m) (% + %) (D.11)

The stationary solution with p = 0 is the special case relevant in this work. In this

limit, the completeness relation becomes

2m
H/u/(o) = _2mP+ (77;w - 60u50V) + ? (’Vu + 50#) P~ (’71/ + (5(),/) (D12)

where PT = %(1 + 74) are the parity projectors. The only non-zero components are

the spatial ones

1

which written in Euclidean form is equivalent to that given in [132]

1
IL;(0) = 2mP*(3;; — gi’Yf)~ (D.14)
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