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Abstract

Searching for new physics not described by the Standard Model (SM) is of great im-
portance to enhance our understanding the universe. One possibility to discover new
physics is to perform precision tests of the SM by comparing experimental measurements
with theoretical predictions. Taking advantage of the vast set of experimental results,
we first perform global fits to test and constrain a class of extensions to the SM referred
to as Two-Higgs-Doublet models (2HDMs). In addition, we discuss a motivation for
collider searches for the rare process B; — eTe™ which can be greatly enhanced in a
2HDM without conflicting with other data. Large uncertainties from non-perturbative
hadronic observables limit the ability to constrain the parameter space of 2HDMs or

other new physics scenarios.

Next we focus at improving predictions for hadronic observables by non-perturbatively
calculating matrix elements of four-quark operators for neutral meson mixing and heavy
meson lifetimes using lattice quantum chromodynamics (QCD). In particular, we per-
form a pilot study establishing a non-perturbative renormalisation procedure via the
gradient flow and its short-flow-time expansion allowing us to quote final results in the
MS scheme. Considering for simplicity a neutral charm-strange (Ds) meson on the lat-
tice, we determine the O operator for neutral meson mixing as well as the O; and T}
operators describing heavy meson lifetimes. Our short-distance contribution to mixing
for a neutral Dy meson is BMS(3GeV) = 0.787(5) where the quoted error accounts for
statistical and perturbative truncation uncertainties only. This value is in good agree-
ment with literature results for short-distance D° mixing where only the spectator quark
differs. In addition we pioneer the calculation of the four-quark operators O and 717 for
heavy meson lifetimes in lattice QCD. Essential for this determination is that our gra-
dient flow procedure suppresses the mixing with operators of lower mass dimension on
the lattice. Although our lattice calculation does not include all diagrams and also the
perturbative matching to the MS scheme is still incomplete, we observe that our values
B%TS = 1.110(2) and ell\TS = 0.119(1) have the same order of magnitude as corresponding

determinations based on HQET sum rules.



Zusammenfassung

Die Suche nach neuer Physik, die nicht durch das Standardmodell (SM) beschrieben
wird, ist von grofler Bedeutung, um unser Verstdndnis des Universums zu verbessern.
Fine Moglichkeit, neue Physik zu entdecken, besteht darin, Prazisionstests des SM
durchzufiihren, bei denen experimentelle Messungen mit theoretischen Vorhersagen ver-
glichen werden. Unter Ausnutzung der groflen Menge an experimentellen Resultaten
fiihren wir zunéchst globale Fits durch, um eine Klasse von Erweiterungen des SM
zu testen und einzuschranken, die als Two-Higgs-Doublet-Modelle (2HDMs) bezeichnet
werden. Dariiber hinaus diskutieren wir die Motivation fiir Kollidersuchen nach dem sel-
tenen Prozess B; — eTe™, der in einem 2HDM deutlich verstarkt sein kann, ohne Kon-
flikte mit anderen Daten zu erzeugen. Grofle Unsicherheiten durch nicht-perturbative
hadronische Observablen schrinken die Moglichkeit ein, den Parameterraum von 2HDMs

oder anderen Szenarien der neuen Physik einzugrenzen.

Als néchstes konzentrieren wir uns auf die Verbesserung der Vorhersagen fiir hadronische
Observablen, indem wir nicht-perturbative Matrixelemente von Vier-Quark-Operatoren
fiir neutrale Mesonenmischung und Lebensdauern schwerer Mesonen mit Hilfe der Gitter-
Quantenchromodynamik (QCD) berechnen. Insbesondere fithren wir eine Pilotstudie
durch, um ein nicht-perturbatives Renormierungsverfahren mittles Gradient-Flow und
dessen Short-Flow-Time-Entwicklung zu etablieren und Endergebnisse im MS-Schema
anzugeben. Zur Vereinfachung des Problems, betrachten wir ein auf dem Gitter neutrales
Charm-Strange-Meson (D;) und bestimmen den O;-Operator fiir neutrale Mesonenmis-
chung, sowie die O1- und T7-Operatoren fiir die Lebensdauer schwerer Mesonen. Unser
Nahdistanzbeitrag zur Mischung fiir ein neutrales Ds-Meson betragt BSTS(?) GeV) =
0.787(5), wobei der angegebene Fehler nur statistische Unsicherheiten und perturbative
Abbruchfehler beriicksichtigt. Dieser Wert ist in guter Ubereinstimmung mit Liter-
aturwerten fiir Nahdistanz- D%-Mischung, bei der sich nur das “Zuschauer-Quark” un-
terscheidet. Desweiteren haben wir Pionierarbeit bei der Berechnung der Vier-Quark-
Operatoren O und T fiir Lebensdauern schwerer Mesonen in der Gitter-QCD geleis-
tet. Wesentlich fiir diese Bestimmung ist, dass unsere Gradient-Flow-Methode das
Mischen mit Operatoren niedrigerer Massendimensionen auf dem Gitter unterdriickt.
Obwohl unsere Gitterrechnung nicht alle Diagramme umfasst und auch die pertur-
bative Konvertierung ins MS-Schema noch unvollstindig ist, haben unsere Werte fiir
B%VTS = 1.110(2) und ell\/TS = 0.119(1) die gleiche Groenordnung, wie entsprechende

Bestimmungen, die auf HQET-Summenregeln basieren.
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Chapter 1

Introduction — Colour Meets

Flavour

The Standard Model of particle physics (SM) [1-3] is the most successful theory devel-
oped so far to describe elementary particles and their interactions via the strong, weak,
and electromagnetic forces — gravity is not included in the SM. With the discovery of the
Higgs boson in 2012 at the Large Hadron Collider (LHC) by the ATLAS [4] and CMS [5]
experiments, all expected elementary particles of the SM have been discovered. To date,
no observed phenomena at particle colliders have a confirmed deviation from the SM’s
predicted behaviour, with the exception of the existence of neutrino masses [6, 7]. While
the success of the Standard Model is remarkable and to be celebrated, it is clear from
further phenomenological and cosmological arguments that there is more to add to our

theory than just neutrino masses:

» insufficient CP violation in the SM to account for the observed matter-antimatter

asymmetry of the universe [8];
» the existence of dark matter (see e.g. [9]);

» the SM is not an ultraviolet (UV) complete theory and must only be a low-energy
limit of a more complete model (see for instance [10-12]) — this includes a unifica-

tion with gravity in a renormalisable theory.

In addition, there are currently a number of known tensions between the SM and exper-
iment, however none of these are yet interpreted as accepted signatures of new physics;
improved precision in experimental measurements and theoretical predictions is the focus

for many researchers in order to either confirm the deviations or reaffirm the SM.

Some examples of these tensions are:
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» The ‘Cabibbo angle anomaly’ which observes a ~ 3o deficit from expected uni-
tarity in the first row of the Cabibbo-Kobayashi-Maskawa (CKM) quark mixing
matrix [13-17]. This observation also comes with disagreement between measure-
ments using the highly-precise super-allowed beta decays [18]. This tension is in
spite of a theoretically very clean calculation since it is a pure vector transition

free from uncertainties due to the nuclear structure.

» The so-called ‘golden modes’ of non-leptonic tree-level B meson decays, e.g. B?S) —

DE:; L~ (for a light pseudoscalar meson L = K, 7), where all final-state flavours
are distinct [19]. In this scenario, many usual contributions to two-body non-
leptonic decays are absent and therefore these are expected to be the most the-
oretically clean of the non-leptonic decays. However, when comparing to experi-
mental measurements, one finds a theoretical excess of 2 — 50 depending on the
specific channel, and in fact, a combined analysis can result in a tension as much
as 7o [20-24]. The theoretical predictions stem from the leading power estimates
of QCD factorisation and the big question remains of how large these power cor-

rections really are. There is also recent work suggesting that these tensions can be

resolved by improved treatment of the hadronic effects [25].

» The flavour anomalies in semileptonic B meson decays are a group of processes
all showing some tension with the Standard Model. Many processes in this group
stem from the b — s¢T¢~ transition, such as those in the differential branching
ratios and angular observables of B — K™yt~ and By — ¢uT pu—. The tensions
here vary and can reach as much as 50; see, e.g. [26-30]. These are loop-level
processes in the SM and therefore rather suppressed; it is simple to introduce
some model of new physics where these processes would occur at tree-level and
therefore have sizeable contributions compared to the SM, such as Z’ models [31]

or type-1IT Two-Higgs-Doublet models (see chapter 4).

» Lepton flavour universality (LFU) ratios compare processes differing only by lepton
flavour. These channels are extremely clean theoretically with much of the ‘dirty’
hadronic physics cancelling out, and so they are expected to be useful tests of the
Standard Model, with these ratios in semileptonic B meson decays receiving a lot
of attention. For a long time however, there was as much as ~ 40 tension in the
B — K®¢t¢~ channels which have since been resolved back to agreement with
the SM with new updates to the experimental measurements [32, 33]. The LFU
ratios in B — D®)fv, Ry, remain with a ~ 30 tension to the SM [26]. Unlike
the B anomalies discussed above, B — D®/{v is a tree-level decay in the SM
and therefore most new physics scenarios do not immediately come with enhanced

contributions versus the SM for these processes.
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From this list, it should be clear that the area of quark flavour physics is well-suited
to looking for tensions with the Standard Model and testing models of new physics to
resolve these tensions. Many experiments over the past 20 years have provided a huge
array of high-precision data for flavour observables, see e.g. the summary of the Heavy
Flavour Averaging Group (HFLAV) which collects all these measurements [26]. To
complement these experiments, the theoretical understanding of quark flavour processes
has developed over many years and is by now well-advanced, with the perturbative
calculations reaching next-to-next-to-next-to-leading order (N3LO) in QCD for the case
of the free quark semileptonic decay [34-36]. The large scale introduced by a heavy
charm or bottom quark mass (in contrast to the hadronic confinement scale Aqcp)
provides many interesting simplifications and one can implement the frameworks of the
Heavy Quark Effective Theory and the Heavy Quark Expansion to great success. Using
these frameworks allows for high-precision comparisons between theory and experiment
which are necessary to better resolve the afore-mentioned tensions or find new physics

explanations for these.

In many of the heavy flavour processes with exciting prospects towards constraining the
SM and finding new physics, typically the non-perturbative hadronic contributions to
their predictions also contribute the largest uncertainties and so it is of great importance
to better constrain these matrix elements to increase the precision of our analysis. Non-
perturbative physics can be studied with various theoretical tools such as QCD sum
rules [37-39] and the systematically-improvable lattice QCD [40], which presents the
most promising prospects for increasing the theoretical precision over time in line with

the steady advancement of the experimental precision.

In this thesis, we will discuss the power of the ‘colour’ physics of non-perturbative
QCD and how it complements the use of flavour physics in studying and constraining
the Standard Model and beyond. In chapter 4, we will give details on the study of
new physics through indirect searches in the flavour sector (amongst others) and in
particular study the Two-Higgs-Doublet Model in multiple scenarios, with emphasis on
the hadronic matrix elements contributing to the studied observables and how increased
precision for these can in turn increase our sensitivity to new physics. The research of
chapter 4 is the result of four publications which were carried out in the first half my
PhD:

» O. Atkinson, M. Black, A. Lenz, A. Rusov and J. Wynne, Cornering the Two
Higgs Doublet Model Type II, JHEP 04 (2022) 172 [arXiv:2107.05650], [41].

» 0. Atkinson, M. Black, C. Englert, A. Lenz, A. Rusov and J. Wynne, The flavourful
present and future of 2HDMs at the collider energy frontier, JHEP 11 (2022) 139
[arXiv:2202.08807], [42].


https://doi.org/10.1007/JHEP04(2022)172
https://arxiv.org/abs/2107.05650
https://doi.org/10.1007/JHEP11(2022)139
https://arxiv.org/abs/2202.08807
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» O. Atkinson, M. Black, C. Englert, A. Lenz and A. Rusov, MUonE, muon g-2 and
electroweak precision constraints within 2HDMs, Phys. Rev. D 106 (2022) 115031
[arXiv:2207.02789)], [43].

» M. Black, A. D. Plascencia and G. Tetlalmatzi-Xolocotzi, Enhancing B; — eTe™
to an observable level in the two-Higgs-doublet model, Phys. Rev. D 107 (2023)
035013 [arXiv:2208.08995], [44].

I was integral to the efforts of writing the code for the many fits and scans need for
these papers, which I also subsequently ran on OMNI (a CPU cluster at the University
of Siegen). Furthermore, I worked on understanding and interpreting their results and

phenomenological impacts.

With the theoretical and phenomenological prospects laid out, we will turn our focus to
non-perturbative methods to predict hadronic observables, with a particular focus on
lattice QCD. Chapter 6 will outline a pilot study towards the calculation for the first
time in full lattice QCD of the dimension-six four-quark AB = 0 operators contributing
to the lifetime predictions of heavy B mesons. This research is ongoing and will con-
tinue beyond the scope of this thesis, however early work was already presented in the

proceedings

» M. Black, R. Harlander, F. Lange, A. Rago, A. Shindler and O. Witzel, Using
Gradient Flow to Renormalise Matriz Elements for Meson Mixing and Lifetimes,
PoS LATTICE2023 (2024) 263 [arXiv:2310.18059], [45],

and we plan to publish the findings of these pilot studies later this year. A significant
portion of my PhD program has consisted of personally driving this pilot study to
success, starting from early work implementing the fermionic gradient flow in Hadrons, a
C++ library utilising Grid to perform valence sector measurements in QCD-like theories.
Later I performed the large-scale simulations on OMNI, HAWK (a CPU cluster at
the High-Performance Computing Center Stuttgart), and LUMI-G (a GPU-accelerated
cluster at the CSC data center in Finland), as well as all the steps of the current data

analysis.


https://doi.org/10.1103/PhysRevD.106.115031
https://arxiv.org/abs/2207.02789
https://doi.org/10.1103/PhysRevD.107.035013
https://doi.org/10.1103/PhysRevD.107.035013
https://arxiv.org/abs/2208.08995
https://doi.org/10.22323/1.453.0263
https://arxiv.org/abs/2310.18059

Chapter 2

The Standard Model of Particle
Physics

The Standard Model is a quantum gauge theory, being described by its local gauge

Symmetry

SU3)c®SU(2), ® U(1)y, (2.1)

with C representing colour, L the left-handed weak isospin, and Y the weak hypercharge.
SU(2);, ® U(1)y forms the electroweak interaction. The elementary particle content of
the SM will be discussed in section 2.1 before considering the electroweak interaction
in section 2.2 and how its symmetry is spontaneously broken, giving rise to interesting
and important phenomena of the Standard Model, including the U(1)g symmetry of
the electric charge ) more familiar to us from electromagnetism. Then discussed in
section 2.3 is SU(3), as the symmetry of the strong interaction and its formulation
as quantum chromodynamics (QCD). Throughout this chapter, we follow closely the
textbooks [10, 46], to which we refer for a more comprehensive overview of the Standard
Model and further references within.

There are three discrete symmetries important to the SM:

» charge conjugation (C): a particle is interchanged with its antiparticle, e.g.

e Se= et (2.2)
» parity (P): a reversal of the spatial coordinates

2t = (20, %) = (20, —T); (2.3)
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» time reversal (T): a reversal of the temporal coordinate:
- T —
zt = (z9, %) = (—x0, X). (2.4)

Both electromagnetism and the strong interaction are found experimentally to obey P
symmetry, however the weak interaction was found experimentally to violate parity [47,
48]. The combined CP symmetry was then proposed as the fundamental symmetry,
however the weak interaction was also found to violate CP, famously discovered in 1964
in kaon decays [49]. The Lagrangian of the strong interaction in principle allows for a
CP-violating term, however there is currently no experimental evidence to support this.

All three forces of the Standard Model obey the combined CPT symmetry.

Elementary particles are described by dynamical quantum fields permeating across
spacetime, and their interactions stem from the gauge fields of the constituent gauge

symmetries of the theory. The resulting Standard Model Lagrangian can be written as

1 _
L=——F"F,, +ivpV

4 (2.5)
+(D,®)"(D'®) — V(®) — Vi; U, @V, + h.c.

In this chapter, we will first introduce the particle content of the Standard Model in
section 2.1, before outlining the theories of electroweak (EW) and strong interactions
in sections 2.2 and 2.3 respectively. Finally, quark mixing and the Cabibbo-Kobayashi-
Maskawa (CKM) matrix will be discussed in section 2.4.

2.1 Elementary Particles

Here we give a brief summary of the known elementary particles of the universe as
described by the SM; by elementary we refer to particles which are currently considered
to be fundamental and not composed of other particles. The elementary particles can be

categorised into those with spin-3 (fermions) and those with integer spin-0,1 (bosons).

After accounting for electric and colour charges, there are in total thirteen bosons.
From the EW interaction, after spontaneous symmetry breaking, comes five: of the
weak sector, there are Z° and W¥ (spin-1); of electromagnetism, there is the photon ~
(spin-1); and finally as a result of the spontaneous symmetry breaking, there is the Higgs
boson h® (spin-0). From QCD, there is the gluon g which has eight independent colour
combinations. After showing how the bosons of the spontaneously-broken Lagrangian

are formed, the properties of these bosons are summarised in table 2.1.
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The fermions come in three generations, broadly following a mass hierarchy from first to
third!, and are further split into two categories: quarks, which have colour charge and
interact with the strong force, and leptons, which do not. The leptons are separated into
the charged leptons (electron e, muon p, tau 7) and the neutral leptons called neutrinos
(Ve, vy, vr) where each gets its label from the charged lepton of the same generation.
After discussing how these arise from the EW theory, the properties of the leptons in
the SM are summarised in table 2.2.

The quarks are separated into up-type quarks (up w, charm ¢, top t) with electric
charge +% and down-type quarks (down d, strange s, bottom b) with electric charge
—%. Due to a property of QCD called confinement, quarks (i.e. particles with colour
charge) cannot exist as free particles but are instead observed as constituent particles
of (colour-neutral) bound states called hadrons. Excluding more exotic types which are
less well-studied, hadrons appear in two forms: mesons, formed of one quark and an
anti-quark, and baryons, formed of three quarks. After covering how the quarks interact
with the electroweak and strong theories, the properties of quarks are summarised in

table 2.3.

2.2 Electroweak Interaction and Spontaneous Symmetry

Breaking

The electroweak interaction [1, 2, 50] of the Standard Model is the unification of quantum
electrodynamics (QED, i.e. the theory of electromagnetism) and the weak interaction.
This forms the SU(2); ® U(1)y part of the SM gauge group. In this section we will show
how this gauge group is broken into U(l)Q through spontaneous symmetry breaking
(SSB) of the Higgs potential, which will also yield the massive gauge bosons of the weak
force — W=+, Z° — and the photon of the electromagnetic force — vy [51-53].

2.2.1 Electroweak Gauge Fields

We first consider the gauge sector of the EW Lagrangian, which reads?

LEW, () = — 1 B (@) B () — Wi, ()W (), (26)

where By, is the field strength tensor of the U(1)y symmetry and W;;l, of the SU(2),
symmetry, with ¢ = 1,2,3 the indices for the generators of SU(2),. In general, a field

Tt is not known if massive neutrinos will follow this same hierarchy.
2Unless otherwise stated, from now we assume the Einstein summation convention.
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strength tensor F),, is defined
Fm/(x) = [D/u DV]? (27)

where the covariant derivative D), is dependent on the gauge symmetry. The EW co-

variant derivative of SU(2); ® U(1)y is defined as

Dy = 0, + igW}(x)7" +

where g, ¢’ are the gauge couplings of SU(2),, U(1), respectively, Y is the generator of
U(1)y, and 7¢ = o are the SU(2), generators defined using the Pauli matrices o'

For the Abelian symmetry group U(1), the covariant derivative is defined

g
D,=0,+ z;Bﬂ(x)Y. (2.9)

There are therefore no self-interactions of the B-field, i.e.
B (x) = 0,B,(x) — 0, B, (x). (2.10)
For the non-Abelian SU(2);, the covariant derivative is defined
Dy, = 8, +igW}(x)7". (2.11)
Now one does find self-interactions between the gauge bosons W*, i.e.

Wiy (@) = 0, W; (2) — 0, W () + ig[W(x), We(z)]

‘ , (2.12)
= 0,Wy(x) — O, W, (x) — g W (2)We ().

One should note that the mass term for a gauge boson mQA“A“ cannot appear in our
Lagrangian since it would violate gauge symmetry, and therefore the gauge bosons B, W'

are so far massless.

2.2.2 Chiral Fermions

For fermion interactions in the EW sector, we can start by considering the Dirac La-

grangian term,

*CDirac(x) = Z&Z(x)(lm - mf)d)ﬁ(x)v (213)
l

where ¢ sums over the 6 leptons and ) = v#D,,. 4" are the Dirac gamma matrices
as described in appendix A.2 and D, is the appropriate covariant derivative for each

fermion, e.g. equation (2.8) for leptons. However, simply adding this term to the EW



Chapter 2 The Standard Model of Particle Physics 9

Lagrangian does not work because the mass term will not be gauge invariant due to the
chiral nature of the EW interaction which must be introduced to describe the parity
violation seen in nature. This chiral nature leads to the decomposition of fermion fields

1 into left- and right-handed chiral components:

Y =L + Yr,
Y= Py = %(1 —75)¥, (2.14)

Yr = PRy = %(1 +75)9,

where 5 = iy9717273. Under the SU(2); symmetry, these components interact differ-
ently: left-handed fermions are contained within SU(2) doublets and transform under
this interaction, while right-handed fermions are SU(2) singlets and do not. Each gen-
eration of lepton or quark forms its own doublet pair and singlet, i.e.

€q ia

Ve, Uiq,
L= ( ) , R=¢er QiaL = < ) y UiakR = iR, Diar = diaR, (2.15)
L L

with 4 the fermion generation and a the colour index of the quarks (to be discussed in

section 2.3). This leads to parity violation of the EW sector as required by nature.

The separation of chiralities in equation (2.14) rewrites equation (2.13) (neglecting the

sum over /), leading to

Ldiracy (z) = YrilDr, + Yrilpvr — m (Vg + ¥rYL), (2.16)

where one can see a mixing of left-handed and right-handed fields in the mass term,
such that the Lagrangian is not gauge invariant for m # 0. Therefore at this stage of
constructing the EW Lagrangian, only massless gauge bosons and fermions appear; this
is in disagreement with nature where we observe massive fermions and massive gauge

bosons, W+, Z0.

2.2.3 The Higgs Mechanism

In order to solve the problem of massive gauge bosons, a complex scalar field ¢ trans-

forming as a SU(2) doublet can be introduced:

1 (1 +1ip2 1 (¢
b= = .0 ecC. 2.17
ﬁ(w@) ﬂ(¢0), b e .17
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The Higgs Lagrangian is given by
Liiggs(z) = (D“@)T(Du@) - V(®), (2.18)

where the covariant derivative is that of equation (2.8) and the scalar potential V(®) is
defined
V(®) = —p2®Td 4+ A(DTD)2, (2.19)

We can choose the unitary gauge such that

1 (¢T 1 (0
o ()= (2) o0

If 42 > 0, then the scalar field acquires a non-zero vacuum expectation value (VEV),

1 (0
(@) == <U> (2.21)

resulting in the spontaneous symmetry breaking of the EW sector [51-53]. In nature,
we observe the U(1) o Symmetry of electromagnetism and so this must be a remaining
symmetry after SSB. Therefore the scalar field ¢° is taken to have charge Q = 0 such
that electromagnetism is left intact. Under this scheme, both the hypercharge Y and the
weak isospin T3 are not conserved. However the combination ) = T3+%Y, defined as the
electric charge, is conserved. Thus the EW symmetry SU(2),; ® U(1),- is spontaneously

broken into a U(1) symmetry of electric charge.

In the unitary gauge, the scalar doublet is rewritten as

0
L , heR, (2.22)
v+ h

where one can compare to equation (2.17) and see that where before we had four degrees
of freedom in the Higgs doublet through each of the component fields ¢;, now we have
one degree of freedom forming the Higgs field h with a mass m, = /2u2 = V2.

EW boson mass ‘ spin ‘ T3 ‘ Y ‘ Q ‘
W+ 80.377(12)GeV | 1 [ 1] 0 | +1
A 91.1876(21) GeV | 1 0 [0]O0

photon, 0 1 0O |0 O

Higgs, h’ | 125.25(0.17)GeV | 0 | —3| 1| 0

TABLE 2.1: Properties of the bosons of the EW sector of the Standard Model after
SSB by the Higgs mechanism. T3 is the weak isospin, Y the weak hypercharge, and Q)
the electric charge. Masses are taken from [54].
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By expanding the Higgs Lagrangian in equation (2.18) in the broken phase, we can
redefine the EW fields as linear transformations and collect quadratic terms which yield

gauge-invariant mass terms:

1 . gu
W= 72(W,} TiW2), mw =, (2.23)
Zy= 2 (qW3—¢B,) mz = 2\/g% + g2 (2.24)
= g2+g'2g w9 Dp)s Z 5 g g, .
1 3
A, = 792 7 (g'WM +9B,), my =0, (2.25)

where VVMjE are the fields associated with the physical W= bosons, Z,, with the Z Y boson,
and A, with the photon. If not coupled to the EW gauge fields, the other three degrees of
freedom of the Higgs doublet would form massless Nambu-Goldstone bosons as described
by the Nambu-Goldstone theorem [50, 55, 56]. However, with the redefinitions above
to yield the gauge fields of the broken EW generators, it is said that these Nambu-
Goldstone bosons have been “eaten” by the Wf, Z, fields in order to generate these as

massive bosons. The properties of the EW bosons after SSB are summarised in table 2.1.

2.2.4 The Yukawa Interaction

Finally, to solve the problem of fermion masses, we introduce the Yukawa Lagrangian:
Lvukawa = —Y;EZ)EZQR] + h.c., (226)

which after SSB for the leptons reads

0
‘C%%]l?{)awaé ng) (DiL éiL) ( v > €jR +he = _Y;j erLe]R + h. C., (227)
V2

where e; = (e, p, 7) and Y is the 3 x 3 Yukawa coupling matrix of the leptons. The

mass terms of the leptons then read

Y;v
Nk

m; = (2.28)
The Yukawa matrix Y is chosen to be diagonal such that the weak eigenstates and mass
eigenstates of the leptons are equivalent and there is no mixing between generations. We
will see in section 2.4 that this is not the case for quarks and what the implications of

that are.

In the SM, in order to generate masses from the Yukawa interaction for both components

of the SU(2) doublet, the hermitian conjugate term is used where a second Higgs doublet
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(not independent of the first, but its charge conjugate) is introduced as

-~ 0%

We will see in chapter 4 how the Standard Model can be extended to include an indepen-
dent second Higgs doublet instead of using the charge conjugate, and what consequences
this brings. This could be used to give mass to the other component of the lepton SU(2)
doublet, i.e. the neutrino, however in the Standard Model there are no right-handed
neutrinos and therefore this term does not arise. We now know however that experi-
mentally neutrinos do have mass [6, 7], although the mechanism for this is yet to be
determined. The properties of the leptons in the SM are summarised in table 2.2. For
quarks, the conjugate Higgs field in equation (2.29) generates the mass terms for the

up-type quarks, to be discussed in section 2.4.

lepton mass T3, T3p | Yo Yr| Q

electron, e 511keV | —1 -1 -2 -1

muon, /i 106 MeV —% -1 -2] -1

tau, T 1.78GeV | —1 -1 -2 -1
electron neutrino, v, - —i—% - -1 -
muon neutrino, v, - +% - -1 -
tau neutrino, v; - —i—% - -1 -

TABLE 2.2: Properties of the leptons in the Standard Model. T3 is the weak isospin,
Y the weak hypercharge, with L(R) standing for the left(right)-handed projection of
each lepton; @ is the electric charge. Despite the experimental proof, neutrino masses
are not considered in the Standard Model and therefore are not shown here. Masses
are taken from [54].

2.3 Quantum Chromodynamics

We now consider Quantum Chromodynamics, the theory of the interactions between
quarks and gluons, also known as the strong force [57, 58]. QCD describes the SU(3)
part of the Standard Model gauge group, and its Lagrangian is given by

Laon(x) = ~ ;G @G (@) + 3 Fpale)iBas — mpdas)sa(e),  (2:30)
f

where f runs over the Ny = 6 flavours of quark, a = 1,... ,N2 — 1 runs over the

generators of SU(3), and «a, 3 are the colour indices running 1,..., N, for the gauge
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group SU(N,), i.e. N, =3 for QCD. We can define the covariant derivative of QCD as
Dy, = 0y +igs Ay (x)T7, (2.31)

where g is the strong coupling constant, Aj, are the 8 gluon fields, and T = %)\a are
the 8 generators of SU(3). \* are the 8 traceless anti-hermitian 3 x 3 matrices known as
Gell-Mann matrices and are the SU(3) equivalent to the Pauli matrices for SU(2); these
are shown in appendix A. The field strength tensor is defined

Gl = 0, AL — 0, A% +igs[AD, AS]
= 9, A% — 0,AY — g, [ AL AS

[ 2

(2.32)

where f® are the structure constants of SU(3), or the generators in the adjoint rep-
resentation. Similarly to SU(2), for the non-Abelian SU(3) self-interaction terms arise
between the gluon fields Af(x). From expanding the covariant derivative, one will find
three-gluon (coupling proportional to gs) and four-gluon (coupling proportional to g2)
self-interaction vertices, as well as interaction vertices between two quarks and a gluon.
The quarks will acquire mass terms through the Yukawa interaction discussed above in
section 2.2 and will be expanded upon in section 2.4. However, gluons are found to be
massless in nature and therefore there is no need to find a mechanism to introduce a

mass term for these gauge fields.

2.3.1 Colour Charge

Colour charge is the term given to the property of quarks and gluons defining their
place in the SU(3) multiplets and how they interact via the strong force. Where the
electric charge has either a positive or negative charge for a fermion and its anti-fermion
partner, colour charge has three charges and three ‘anti-charges’. Using the analogy of
primary colours in the RGB colour picture, the colour charges are referred to as red, blue,
and green; the ‘anti-charges’ are then anti-red (cyan), anti-blue (yellow), and anti-green
(magenta). Again in analogy to RGB colours, the combination of the three (anti-)charges
is colourless or colour-neutral; alternatively one charge and its anti-charge (e.g. red +
anti-red) is also colour-neutral. Due to confinement (to be discussed in section 2.3.2),

only colour-neutral states may exist as free particles.

Quarks exist as components of SU(3) triplets in the fundamental representation and
therefore each has a single colour charge (or anti-charge for antiquarks). Quarks then
form colour-neutral bound states known as hadrons. Three quarks of different colour
charge together form a baryon, while one quark and an antiquark with opposite colour

charges form a meson. These two are the most common types of hadrons, however more
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exotic states do exist: a tetraquark state composed of two quarks and two antiquarks
was first observed in 2013 [59], and a pentaquark state composed of four quarks and one

antiquark was observed in 2015 [60].

Gluons are vectors in the adjoint representation of SU(3), forming an octet. Therefore
there are eight independent colour states of gluon, which can be represented in many

ways as the independent linear combinations of colour-anticolour pairs, such as

(red blue + blue red), —i——(red blue — bluered),

(red green + greenred), —i——(red green — greenred),
(2.33)

(blue green + green blue), —i——(blue green — green blue),

-l
-l el

—— (red red — blue blue), —— (red red + blue blue — 2 green green).

>
B

The Standard Model does also predict colour-neutral bound states of gluons, known
as glueballs. The discovery of one such state was claimed by the TOTEM [61] and

D@ [62, 63] experiments, namely a three-gluon vector state.

2.3.2 Colour Confinement and Asymptotic Freedom

In classical gauge theory, the coupling constant g is a constant. In a quantum gauge
theory, g depends on the energy scale at which observations are made, e.g. in a scattering
experiment at energy scale E = /s, s = (p1 + p2)? (for particle momenta py,p2), such
that we extract from any measurement g?(E). More generally, we can write g?(u) where
u is the appropriate energy scale (or renormalisation scale) of the process considered.

Consider the coupling strength defined

(2.34)

In QED, we have apy = €2/4m; in QCD, we have a SU(3) gauge theory with Ny active

flavours of quarks?, leading to (at 1-loop order)

2
1-loop gs (M) 27
« = = , 2.35
) 4 B log A&D (2.35)

3An “active” quark flavour is one satisfying m; < p.
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where Aqcp ~ 300 MeV is the confinement scale of QCD [54]. fy is the first coefficient

of the 8 function, defining the renormalisation group equation (RGE):

do
_ 2 s
Blas) ek (2.36)
,81'1°°p(a3) = —,Bga—‘% (2.37)
o’
11 2

The sign of the § function and therefore its first coefficient §y determines how the
coupling strength will run with energy; for the SM case of Ny = 6, 3y is positive and
thus (8 is negative, which dictates that the coupling strength decreases with increasing
energy scales. This effect is known as asymptotic freedom — with increasing energies,
the interactions of colour-charged particles (quarks and gluons) become asymptotically

weak and their predictions are highly perturbative [64, 65].

Conversely, the QCD coupling strength becomes increasingly large for lower energies,
such that at energies close to or below Aqcp it becomes impossible for quarks and gluons
to overcome the coupling strength of the strong force. In this limit, they become bound
in colour-neutral hadron states. This is the phenomenon of confinement — only colour-
neutral states can exist as free particles at low energies [40]. As «g grows for small
energies and can no longer be considered a small parameter, the confined phase of QCD
cannot be reasonably treated by expanding powers of ag progressively in perturbation
theory and is highly non-perturbative in nature. The non-perturbative nature of the
confined phase implies that virtual processes normally suppressed in perturbation theory
become highly relevant, such as the emission of gluon fields inside hadrons and their
splitting into quark-antiquark pairs which then subsequently annihilate again into a
gluon. This process can happen constantly within bound states and as such there is a
constant flux of virtual particles in the background of hadrons. This is known as the
sea and its quark content the sea quarks. The effect of the sea is highly important in
describing the properties and behaviours of hadrons; neglecting this and only considering
the valence quarks which contribute to the quantum numbers of the system will lead to

inaccurate descriptions.

The running of «s from confinement at low energy scales to asymptotic freedom at
high energy scales is shown in figure 2.1, taken from [54]. When low energy regimes are
relevant, such as when considering hadronic bound states, making reasonable predictions
in QCD requires some different framework to the quantum field theory standard of
perturbation theory in order to capture the hadronic physics embedded at low energies;

some non-perturbative methods for hadronic physics will be introduced in chapter 5.
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FIGURE 2.1: Experimental observations of the running coupling strength as of QCD.
This figure is taken from [54].

2.3.3 Chiral Symmetry Breaking in QCD

In the massless limit, fermions exhibit a symmetry where chirality is conserved. The
left- and right-handed components of the fermion can be independently transformed and
one can form a symmetry group Gy X Gr. This symmetry will however be explicitly
broken by the presence of a Dirac mass term in the Lagrangian. In QCD, the light
quarks u, d, and s are nearly massless (see table 2.3), having masses much smaller
than the confinement scale Aqcp ~ 300 MeV [54]. Since the coupling strength at the
energy scales where these quarks are present (but not the heavy quarks ¢, b, and t) is
large and the light quarks are bound in hadrons with strongly-coupled gluon fields, it is
more appropriate to use bound states as degrees of freedom rather than the individual
quarks. In this limit, there still exists an approximate chiral symmetry. In the case of a
chiral symmetry, the left- and right-handed quarks can be interchanged in hadrons and
therefore parity pair mesons, such as (in J¥ notation) the pseudoscalar 0~ and scalar
07", should have the same mass. However experiment observes much lighter masses for
the pseudoscalar 0~ states than scalar 0 states [54], implying that this approximate

chiral symmetry must be broken.

First, we take the chiral limit m, ¢ — 0. The Lagrangian describing only the up and
down quarks has the global symmetry U(2); xU(2)p = SU(2); xSU(2) o xU(1)},xU(1) 4.
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Firstly the U(1),, vector symmetry results in the conservation of baryon number,

B=2 3 (ns ) (2.39)
f

where n; is the number of valence quarks of flavour f and 7y the corresponding number
of anti-quarks. Next, the U(1), symmetry first appears to exist only in the massless
limit, since the divergence of the axial current gives imays1), however in quantisation,
another term proportional to €,,,3G"” G°? appears [66, 67]. Therefore U(1), is in
fact not a symmetry even in the massless limit; this is known as the axial anomaly.
Generated by interactions of quarks and gluons, a VEV can arise composed of non-zero
quark condensates which spontaneously breaks the SU(2); x SU(2)p chiral symmetry
into a SU(2),, flavour symmetry referred to as isospin, under which the massless u
and d quarks form an isospin doublet. This SSB also generates three massless Nambu-
Goldstone bosons from the generators of the SU(2); x SU(2)j chiral symmetry. In
nature, the v and d quarks are not exactly massless however, which in addition to
the SSB causes explicit breaking of the symmetry, giving mass to the Nambu-Goldstone
bosons, now referred to as pseudo-Nambu-Goldstone bosons. The three bosons resulting

from the SSB of SU(2); x SU(2)p chiral symmetry are the pions:

0 (au — dd), Mo ~ 135MeV,

§~|§‘H

T =
+ = (2.40)

I

M.+ ~ 140 MeV,
= du,

where we take the mass values from [54]. In fact, the chiral symmetry is further explicitly
broken by the u and d having different electromagnetic charges, but at the energy scales
being considered, the relative coupling strengths of EM and QCD are such that this
effect is < 1% and can mostly be neglected.

Note that the pion masses are much larger than simply the sum of the valence quark
content (m,, ~ 2MeV, mg ~ 5MeV). As mentioned previously, the valence content alone
is not sufficient to describe QCD bound states; the content of the sea, i.e. the QCD
binding energy, and the effects of chiral symmetry breaking are necessary to explain the
much larger masses of hadrons compared to the sum of valence quark masses. One can
refer to a dressed mass of a quark as the effective mass of a valence quark in a hadron,

e.g. for pions, mgfsssed ~ 70 MeV.

Similarly to the above, the strange quark can also be considered in the chiral limit. Tak-
ing my 45 — 0, we find the Lagrangian for u, d, and s quarks has the global symmetry
U@3), xU(3)p =SU(3), xSU(3)p x U(1), x U(1) 4. The U(1), and U(1), symmetries
are interpreted exactly as above in the SU(2) case. Now the SU(3), x SU(3)y chiral



Chapter 2 The Standard Model of Particle Physics 18

symmetry is spontaneously broken into a SU(3),, flavour symmetry. In SU(3),, repre-
sentation, there are eight generators to be broken. Including the explicit breaking of the
symmetry from quark mass and charge, as well as the pions described in equation (2.40),
the K*, K% K° 7 mesons are generated with quark content and masses (taken from
[54]) given by

Kt =us, K~ =sa, M+ ~ 494 MeV,
K% =ds, K°=sd, Mo =~ 498 MeV, (2.41)
1 -
n = —=(uu + dd — 2s5), M, ~ 548 MeV.

V6
One can write the octet field of SU(3),, as
%7‘(0 + %77 m

_ - 1.0, 1
II = T \/§7T+\/677

KO
K- KO ~\/2n

+ Kt
(2.42)

We have seen two versions of chiral symmetry breaking for QCD: one based on SU(2)
and one on SU(3). Since mg > my,, mq, the approximation to chiral symmetry in SU(2)
should be a more accurate picture than that of SU(3) where the effects of the strange
quark mass cannot be as easily neglected as for the up and down quarks. However,
the SU(2) picture only results in three pion states, and therefore cannot be applied in

scenarios where kaon or n states also enter.

One can further consider mesons with one heavy quark and one light quark (heavy-light
mesons) as systems where a dynamic light quark is connected to a static heavy quark
via the strong interaction. Chiral symmetry breaking can in this case be considered for
the single light quark. In this picture, chiral symmetry breaking causes a universal mass

gap AM between the ground states 0~, 1~ and their excited parity pairs 07, 17.

2.3.4 Quark Properties

We have already seen that the concept of quark mass is not so well-defined as for e.g.
leptons. In chiral symmetry breaking, the dressed, or effective, mass of a light quark
in a hadron can have significant contributions from the QCD sea and chiral symmetry
breaking whereas the implicit mass of the quark contributes minimally. This effect can
be generalised to all quark flavours and all energies, where the running of the QCD
coupling strength has an important impact on the quark mass; the dressed mass of a
quark will vary from the implicit mass depending on how large the effects of the QCD
coupling are. For example, we already saw that light up/down quarks inside a pion are

at energies below the confinement scale and have a dressed mass ~ 15 times as large
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as their implicit mass, whereas if one considers a heavy b quark inside a heavy-light B
meson, the implicit b quark mass m; ~ mp constitutes almost all of the mass of the
B meson since the energy scale O(5GeV) is much larger than the confinement scale.
The mass m of a quark therefore runs with the energy (or renormalisation) scale p, i.e.
m(u). At short distances, or high energies, this is defined through the RGE (in the MS

renormalisation scheme)

20— @y, (243)

where ~y(@,(p)) is the anomalous dimension defining the scaling behaviour of the RGE.
This is only valid in the perturbative regime and other, non-perturbative methods, such
as lattice QCD, must be used to see the running of quark masses at other energy scales.
It is then clear that the quark mass is explicitly associated with its energy scale (and

renormalisation scheme) and reference values require the associated energy scale.

Next, we consider the quantum numbers of the quarks. In addition to baryon number
(each quark has B = +%) and the EW quantum numbers T3, Y, and @, there are
quantum numbers associated with the flavour of quark. Note that the convention for
these quantum numbers is that a charged meson carries the same sign on its flavour

quantum number as its electric charge. The flavour quantum numbers are as follows:

» Isospin, I3: originating from nuclear theory where only the first generation of

quarks was considered, the up quark is given I3 = % and the down quark I3 = —%;

» Strangeness, S: to give a KT (u3) a strangeness of S = 1, a strange quark has
S=-1

» Charm, C: giving a DT (dc) a charm of C = 1 defines a charm quark having C = 1;

» Bottomness, B: giving a BT (ub) a bottomness of B = 1, a bottom quark has
B=—-1;

» Topness, 7: since the sign on the flavour charge clearly follows the pattern of
positive for up-type quarks and negative for down-type quarks, a top quark will
have T = 1, however this does not come from the definition of a charged meson
since the top quark lifetime (7; ~ 5 x 1072%5s) is so short that it decays before it

can interact strongly and form a QCD bound state.

The masses and quantum numbers of the quarks in the SM are summarised in table 2.3.
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quark mass scale | T5;, Tsp | Y Yr| Q | Iz S C B T
up, u 2.161052 MeV 2GeV | +3 0 i 2|43+ 0 0o o0 o0
down,d | 4.671)1%MeV  2GeV | -3 o0 | 3 2 |-1|-1 0 o0 0 o
strange, s | 93.4%5(MeV  2Gev | -3 o0 | L+ 2|11 0 -1 0 0 o0
charm, ¢ | 127£0.02GeV ~ m. | +3 0 | & §[+5/0 0 +1 0 0
bottom, b | 4.187005 GeV m, |-+ 0 |3+ 2|-1/0 0 0 -1 0

top, t | 172.69+£0.30GeV  my | +35 0 | 5 3 [+3] 0 0 0 0 +1

TABLE 2.3: Properties of quarks in the Standard Model. All quarks also carry baryon
number B = +%. Masses are taken from [54], using the MS renormalisation scheme.

2.3.5 The Strong CP Problem

As discussed above, the U(1) 4 symmetry found in the QCD Lagrangian described in
equation (2.30) turns out to not be a symmetry after including another term in the

Lagrangian, namely the theta term [68]:
Lo  Oe,05GH G*B. (2.44)

This theta term would introduce CP violation into QCD, however experiment strongly
imposes deviations of @ from 0 to be tiny: 0] < 10710 [54]. The question of why QCD
seemingly preserves CP symmetry when it is not required is known as the strong CP
problem. There are multiple models of new physics beyond the SM which describe a
solution to the strong CP problem, such as the Peccei-Quinn theory which introduces

new particles called azions [69-71].

2.4 Quark Mixing: The Cabibbo-Kobayashi-Maskawa
Matrix

In section 2.2.4, we discussed the Yukawa interaction as the way in which a gauge-
invariant mass term can be restored to the Lagrangian for the charged leptons. This
same interaction exists for the quark sector, however whereas with leptons only one type
of right-handed lepton exists (the charged leptons), now both types of quark (up and
down type) have right-handed components. The quark-Yukawa Lagrangian (after SSB)
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reads

0 - .
Lyukawa,q = —Yig )Qz‘L‘I’DjR — Yigu)QiL ® Ujr + h.c.

v/ o0 . Ny
V2

= —Y.(.d)LJiLde - Yigu)%ﬂmuj}g + h.c.,

where Q;r, Djr,Ujr are defined in equation (2.15) (suppressing colour index) and the
Higgs conjugate field E) is defined in equation (2.29). Previously when discussing the
leptons, the Yukawa matrix Y ¥) was chosen to be a diagonal matrix and no mixing
between generations occurs. Now when considering the quarks, the Yukawa matri-
ces Y Y@ are not necessarily diagonal and the different quark generations may be
connected through them. However, these matrices can be diagonalised using unitary

matrices such that we consider the mass eigenstates, i.e.

My, mq
\%V(U)Ty(U)U(U) _ m, , %V(d)fy(dmw) - me . (2.46)

my my

Introducing these into the Yukawa term, we find the transformations between weak

(flavour) eigenstates, denoted as @', and the mass eigenstates @, to be

Ul — VUi, Ulg — U Ujr, (2.47)

Dy, — Vi'Dyr, Dip — U Djp. (2.48)
When performing such transformations to diagonalise the Yukawa Lagrangian, it is then
necessary to implement this throughout the whole Lagrangian. However, it is found that
the mass matrices Y ()| Y (@ cannot be diagonalised simultaneously. This has significant
implications for charged interaction terms involving both up-type and down-type quarks,
i.e. the flavour-changing charged currents of the weak sector also involving a W* boson.

The weak current J{fv transforms as

Ty = Uiy Dy, — UjLV}(iU)T’VMVZ‘SQd)TDkL = Ujzy"Vexm, ik Dir, (2.49)
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where we choose to diagonalise the up-type quarks and rotate the down-type quarks
between their flavour and mass eigenstates with Vj(iu)TViggd) = Voxw,jr the Cabibbo-
Kobayashi-Maskawa matrix [72, 73]. We can write the rotation between flavour eigen-

states d’, s’, b/ and mass eigenstates d, s, b as

d d Vud Vus Vub d
| = Vekv | s | = Vcd Ves Vcb s - (2.50)
v b Via Vis Vi b

Now for every weak charged current, an element of the CKM matrix enters as a measure
of the interaction strength between the up-type quarks (diagonalised in their mass eigen-
states) and the down-type quarks. These CKM matrix elements are in every weak decay
process involving quark currents in experiment and can therefore be strongly constrained

based on a collection of processes with the same quark content.

To better understand the CKM matrix, forming a parameterisation can give useful
insights. One such is the standard parameterisation [74] which follows from extending the
Cabibbo angle of mixing between the first two generations [72] to all three generations.
This requires three Cabibbo-like matrices (each with its own angle) and also the inclusion

of a phase by the requirements of a general 3 x 3 mixing matrix:

1 0 0 COS 913 0 sin (9136“S COS 912 sin 912 0
Vokm = | 0 cosfa3  sinfos 0 1 0 —sinfys cosfia O
0 —sinfg cosbog —sinf13e® 0 cosbs 0 0 1
€12€13 512€13 s13e” "
= | —s12023 — c12823513¢°  c12c03 — S12823813¢°  sazcis |
é

. s
512€23 — C12C23513€"  —C12823 — 512€23512€"°  S23C13

(2.51)
where we introduce the shorthands c¢;; = cosf;;, s;; = sinf);;. The complex phase ¢
introduces CP violation into the weak quark currents and is the only source of CP
violation in the Standard Model. In fact one of the main motivations to extend the SM
beyond two fermion generations was the observed CP violation in kaon decays, hinting

at the quark mixing matrix being at least 3 x 3 in order to have at least one complex
CP phase.

The magnitudes of the CKM matrix elements follow a strong hierarchy, with the diago-
nal elements being closest to unity and the rest getting smaller as they get further from
the diagonal. This fact is not immediately clear from considering the standard param-
eterisation, however an approximation known as the Wolfenstein parameterisation [75],

while only accurate to a certain order, strongly features this hierarchy. We introduce
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(p.n)

ViV,
Vea Ve

(0,0) (1,0)

FIGURE 2.2: The unitarity triangle defined by equation (2.57), taken from [54].

the small parameter [76]
A = s19 ~ 0.22498 (2.52)

and can then perform a Taylor expansion of the standard parameterisation. In addition

to A, the parameters A, p,n also enter via
AN? = 593, AN (p —in) = s13e . (2.53)

Traditionally, the Wolfenstein parameterisation is taken to order A3 where the CKM

matrix then reads

1- ’\2—2 A AX3(p —inm)
Vorm = —A S AN? + 0. (2.54)
AN(1 —p—in) —AN? 1

Furthermore in the SM the CKM matrix is constructed to be unitary, i.e.
Vi Vern = Vorm Vg = 1. (2.55)
This leads to the unitarity constraints on the elements of the CKM matrix:
DoVl =1, DoVl =1,
k k

(2.56)
> ViV =0, > ViVis =0.
k k
The six vanishing constraints can be drawn as triangles in the complex plane of p,n,
e.g. from the relation
VuaVp + VeV + ViaViy = 0, (2.57)
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FIGURE 2.3: CKM unitarity constraints in the (p, ) plane from the CKMfitter collab-
oration [76] as of May 2024.

a unitarity triangle can be defined through dividing by V.4Vj. This defines a vector
path forming a triangle in the complex plane, drawn as shown in figure 2.2 taken from
[54]. The sides and angles of the unitarity triangle can be constrained by comparing ex-
perimental measurements to theoretical predictions. If unitarity holds, then the triangle
will be closed. The unitarity of the CKM matrix further maintains that no tree-level
flavour-changing neutral currents (FCNCs) exist within the SM. The current status of
CKM element constraints and the unitarity triangle is analysed by e.g. the CKMfitter
collaboration, where their latest results are shown in figure 2.3 [76]; alternative analysis

and results are given by the UTfit collaboration [77-79].



Chapter 3

Theoretical and

Phenomenological Foundations

In this chapter, we discuss the theoretical and phenomenological foundations and mo-
tivations of the calculations and discussions presented in later chapters. In section 3.1,
we discuss the use of effective field theories where one can separate high- and low-energy
effects in a general language useful for both high precision calculations within the Stan-
dard Model and generalising to models including new physics. Then in section 3.2 an
overview of heavy flavour physics is given, touching on its important theoretical aspects
and phenomenological outlook with specific interest towards B mesons. This will mark

the starting point from which the calculations of this thesis begin.

3.1 Effective Field Theories

It is evident in the universe around us that phenomena occur at vastly different scales
and through different interactions. Understanding physics at all these different scales
would in principle require a complete theory of nature. However, an understanding
of the dominant effects at an energy scale E can still be reached by seeing that the
large separation of scales in the universe means that physics much larger or smaller
than the energy scale E' becomes irrelevant at leading approximation. This is largely
how physics has progressed in its different disciplines for many years, although not
explicitly formulated as such until more recent history. An effective field theory (EFT)
is the formal method of acknowledging the separation of scales present in a chosen
problem for a more complete physical theory and creating a quantitative framework
using appropriate degrees of freedom at the given energy scale to simplify calculations
for the chosen problem. Oftentimes using an EFT can also lead to new insights into the

sorts of interaction in question.

25
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In the following we will introduce EFTs as they are used in particle physics (with a
focus on heavy quark physics) although it is important to note that EFTs are essential
tools explicitly used in all area of physics to appropriately focus on whichever problem
one considers. In understanding that the complete theory of nature is at a much higher
energy scale than physics currently probes, unifying all fundamental interactions (in-
cluding gravity), one can see that in fact all physical theories used today are simply

effective theories of this ultimate theory taken in different limits.

In section 3.1.1, we introduce the common starting point for EFTs as used in modern
particle physics, the weak effective theory (WET), and in section 3.1.2 it is discussed how
the WET can be used to consider the effects of physics beyond the Standard Model.
Then, in section 3.1.3, we consider the heavy quark effective theory (HQET) which sep-
arates a heavy quark from the light degrees of freedom of QCD. Finally in section 3.1.4,
we review the heavy quark expansion (HQE) as a method to calculate the decay rates
of hadrons containing a heavy quark. This section serves as a brief introduction to the
very broad and deep subject of EFTs. The content on the WET is inspired by and
follows [80-83], and the content on HQET and HQE is derived from [84-90]. These
references also serve as broader reviews of effective field theories in particle physics and

more in-depth descriptions of the effective theories discussed here.

3.1.1 Weak Effective Theory

Studying the weak sector of the Standard Model often leads to multi-scale problems
due to the mediating bosons having much larger masses than all other energy scales
in many scenarios. For example, if one studies weak charged currents mediated by
W bosons, there exists three scales of interest: the mass scale of the mediator myy,
the mass scale of the decaying fermion my, and, in the case of heavy quark decays,
the hadronic scale of non-perturbative QCD effects Aqcp. This results in a problem
with the hierarchy my > m; > Aqcp. To deal with this kind of problem in the full
Standard Model formulation is to struggle against the large separation of scales and it is
therefore advantageous to introduce an effective theory to reduce this to a much simpler

combination of single-scale problems.

Consider the non-leptonic decay b — cud as an example, shown at tree level in figure 3.1.

In the SM, its amplitude is given by
g9 7
M = £V Vaa (2 (@)(1 = 35)7"ba(2) ) Dy (. 9) (ds() (1 = 7507 us(w)),

3.1)
d'q 1 S (
Duy(x,y):—/qu_m%v (gw,—n’;%v> e~ ( y))
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where ¢ is the SU(2) gauge coupling. Our amplitude is described by the product of
two bilinear quark operators at positions x and y with a W boson exchanging between
the two. Due to momentum conservation, the momentum ¢ entering the W-boson
propagator D, saturates at the order of the mass of the decaying quark, ie. & <

my < myy. The strong coupling is rather large at the scale my, i.e. as(mp) ~ 0.2, and

FicUure 3.1: The non-local tree-level diagram for the non-leptonic b — cud decay
in the full Standard Model theory (left) and the local effective diagram in the weak
effective theory (right).

thus QCD corrections in perturbation theory will be significant. Calculating the QCD
corrections at 1-loop order (shown in figure 3.2), one finds terms O(as) but also terms

with large logarithms O(asIn(m?/m%,)). Thus we do not have an expansion in o, but

FIGURE 3.2: Diagrams contributing to the b — ctud decay in the full theory at NLO
in QCD. Further symmetric diagrams are not shown.

in o In(m?/m?,) ~ 6as, which is clearly an invalid expansion parameter for a(my) and

thus our perturbative approach in the full theory breaks down.

Expanding the propagator in 1/ m%v, we find at leading order

2

Guv q
Do)~ 260~y + 0 (L), (32
w w
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Inserting this into the amplitude, one finds

2

M = ;gﬁv‘é’zvm (éa(ar)(l - 75)v“ba(:z)) (Jg(x)(l —~ 75)7”%(3;)). (3.3)

We have integrated out the heavy mediator boson and in place of a non-local product of
two operators, we now have a single local, effective operator. This reduction is shown in
figure 3.1. Reducing the charged weak interaction to a point-like operator between four
fermions is actually returning to the Fermi interaction [91, 92] which described [ decays
before the full theory of the weak interaction was developed. As such, it is common
to still express this effective theory with an effective coupling equivalent to the Fermi

constant G, defined as

Gr g
— = . (3.4)
V2 Sm%/v

At tree level, the amplitude is given by equation (3.3), however at NLO one also includes
the QCD corrections shown in figure 3.2. In fact, one now finds that the gluon exchange
at NLO allows for a second colour structure in the four-quark operator, leading to the

two local effective four-quark operators defined as

Q1 = (ca(@)(1 = 35)7"bs(x) ) (ds(@)(1 = 15)7" (@),

Q2 = (Ca(@)(1 = 75)7"ba(@) ) (ds (@) (1 = 757" us(a)). >

Note that we have simplified things by explicitly choosing the tree-level decay b — cud.
In the complete effective Hamiltonian, there are additional four-quark operators from
QCD and electroweak penguin diagrams, as well as magnetic penguin diagrams with an
on-shell gluon or photon and semileptonic penguin and box diagrams; the corresponding
Feynman diagrams are shown in figure 3.3.

Following Wilson’s operator product expansion (OPE) [93, 94], we can place the pertur-
bative QCD corrections in Wilson coefficients (WCs) and write the effective Hamiltonian

as a sum of local operators multiplied by Wilson coefficients. This reads

Gr

Heff(x) = Evggvud C1Q1($) + C’ng(x) . (3.6)
Clearly at leading order, Cy = 0, Co2 = 1. So the perturbative short-distance QCD effects
at the scale my are contained within the Wilson coefficients C; and the long-distance
QCD effects at the scale Aqcp are contained in the matrix elements of the operators
Q;. QCD effects at the scale Agcp are of course non-perturbative and therefore require

methods beyond perturbation theory to be calculated (see chapter 5).

To derive the Wilson coefficients at the scale myy, we can compare the amplitude in the

full theory to that of the effective theory.
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(¢) Magnetic penguin (d) Semileptonic penguin (e) Semileptonic box

FI1GURE 3.3: Feynman diagrams contributing to the operators of the weak effective
Hamiltonian.

The amplitude in the full theory (at 1 loop in QCD) reads

2 2
Qs M 3 as myy
(1 + 20}:‘5 + ln (—p2>) <Q2>tree + NCE ln (_p2> <Q2>tree
2

- 3% In (TXQ) <Q1>tree] : -

where (Q;)tree indicate the tree-level matrix elements of operators @;. For a derivation

Agan = »Vud

Gr
—V
V2 ©

of this expression, see [81]. Here we work in the leading logarithm approximation which
equates to keeping terms O(a; In(-)) while neglecting terms O(as).

In the effective theory, we find the unrenormalised matrix elements of @); at NLO in

QCD as
2 3 s 1 2
(_”p2)>] (@unee + 37 1 ( +1n (_‘Lﬁ)) (Q1) ree
2
- 3%; <1 + In <_'upQ>> <Q2>treea (38)
2 2
@) = 12005 (i (£5) )] @b+ g2 (5410 (£5) @i
2
- 3%; <1 +In <_,UpQ>> <Q1>tree- (39)

These results are clearly divergent with 1/e poles appearing in each term. The first poles

Q) = [1 Lo0pds (1 +1In
7 €
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inside the square brackets are removed with the quark field renormalisation, however the
remaining poles require normalisation of the operators. For some 2 x 2 renormalisation

matrix Z, the renormalisation condition is

Q" = Z;Q;. (3.10)

For the matrix elements of the operators, one must also include the quark field renor-

malisation Z;, which translates to
Q) =222;(Q;). (3.11)

The renormalisation in the MS scheme [95] to O(as) reads

_ 1Crag - ag 1 Nic -3
Zq—l—g py— Z = ]l+47re<_3 Ni (3.12)

The renormalised operators are then given by
2

2
<Q1> = |:1 + 2CF%:_ In <Iu):| <Q1>tree + ]\?; Z h’l <_HpQ> <Q1>tree

2
- 371 < Q2 trees (3‘13)

2
<Q2> |:1 + 2CF7 In <:U'p>:| QQ tree + = 5 g;_ In <MpZ> <Q2>tree
) Ql tree- (314)

2
—3—1
< —p?

Finally, matching the amplitude of the full theory in equation (3.7) with the effective

amplitude using these renormalised operators, i.e.

At = A [C1(Q1) + C2(Q2)], (3.15)

Gr_ .,
eff = E cqud

we obtain the expressions for the WCs (as long as the same renormalisation prescription

has been used for the full and effective theories), reading

Ci(p) =0 — 3“2(:) In (ﬁ) : (3.16)
(6% m2
Co(n) = 1+ ]3 Z(:) In (ﬁ) . (3.17)

Here we can see the expected behaviour that neglecting QCD, i.e. g — 0, returns us to
the tree-level description with C7 = 0, Co = 1. Equivalently, setting u = myy, i.e. the

matching scale between the full and effective theories, also returns this result.
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We are seeing one of the powers of the OPE description: in the full theory, large loga-
rithms arise from the ratio of the different scales, while in the effective theory, the short-
and long-distance effects can be factorised into the WCs and operators respectively.

Explicitly, at O(as), we find
Apun Ci(p) (Qs)
L B0 (M) ) (g B0y (i) (g By, (2 (3.18)
N Ax —p? N N, Ax 2 N, An —p? ' '

So one sees a splitting of the logarithm as

2 2 2
() (E(E) o

which originates from a splitting in the integration over loop momentum, i.e.

M dk? W dk? P dR?
= = = e 2
/_2 K2 /M k2+/_2k2 (3.20)

p p

So the high-energy perturbative physics [u2, m%/v] is contained in the Wilson coefficients,
and the low-energy non-perturbative physics [—p?, %], bounded by the off-shell momen-
tum p, is described by the matrix elements of the local operators. The renormalisation

scale i ~ O(GeV) acts as a separation scale between short- and long-distance effects.

However, one finds that the calculation of the WCs will become quickly unreliable as

the renormalisation scale u is decreased from myy, since

2

m

as In <I;V> ~ O(1), for u? < miy, (3.21)
I

which means that a series expansion in these logarithms does not converge at these scales.

To combat this, recall the renormalisation group equations discussed in section 2.3.2.

For the running coupling a(p), using as(myz) as an input value from experiment [54],

this can be written as

o) = af(m)z) 7
as(m
1= fo=5:* In (%)
with 8y = ¥ N. — 2N;. Expanding this, we find

0a(12) = () [1 BS (ﬁo‘;’ﬁ In (”;Z))] . (3.23)

n=1

(3.22)

From this result, it is clear that the renormalisation group automatically sums the large
logs to all orders in perturbation theory. Now we turn to apply the same principles

to the effective Hamiltonian. We first introduce the renormalisation condition for the
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Wilson coefficients as
c; = 2L\, (3.24)

Y

where the use of the same renormalisation matrix as for the local operators is enforced

by requiring that the effective Hamiltonian is scale independent. It follows that

dC;(p) dZA%(M) o

dln dinpy 7

Y B TIR (0) (3.25)
_Zij dlnluZij(:u)Cj

Z(n). (3.26)

'A}’(O)(O‘s) = (_]\GZC 6 ) ' (3'27)

It is common to present equation (3.25) in terms of an evolution matrix U(u, 19) which
contains the information from the RGE to ‘run’ the Wilson coefficients from scale pg to
u, i.e.

Ci(p) = Uij(p, 10)Cy (o), (3.28)

where the evolution matrix is defined as

5(0)

o) = | 0] (3.20)

To utilise the full strength of the RGE, we set pug = my, which results in Ci(ug) =
0, Co(up) = 1, i.e. their tree-level expressions, and all the large logarithms In (m%v / /ﬂ)
are then summed up within the RGE.

Finally, it is important to note that the renormalisation scale u will affect the number
of effective quark flavours present in the calculation. The number of effective flavours f
is defined as

p
:uzmt?

mbgugmta

(3.30)
me ,S 1% ,S my,

W Ot =2

BS me.
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As i decreases below different quark mass thresholds, these quarks can no longer be
dynamically produced and thus can similarly be integrated out of the effective theory
as the W¥ boson. It turns out there is some freedom at which point a heavy quark
is integrated out, e.g. a five-flavour theory can typically be extended to u = my/2.
This effect is important in the matching procedure as threshold effects between e.g. five-
flavour theory running from the myy scale to m; and the four-flavour theory for a process

with renormalisation scale p ~ m. must be taken into account.

3.1.2 Weak Effective Vertices from New Physics

We have seen the basic implementation of the weak effective theory as a method of sep-
arating short- and long-distance effects in the calculation of a Standard Model process
such that we avoid large expansion parameters in our perturbation theory. In fact, the
power of the OPE can go further than simply aiding in Standard Model calculations
— it can also be used to study new physics effects beyond the SM. Typically (although
not always), extensions to the Standard Model consider theories defined at or above the
electroweak scale, introducing new mediator particles with masses on the order of this
new scale. By analogy to the heavy W¥ boson, these mediators can be integrated out
of the new physics amplitudes and a low-energy effective theory can be prescribed. This
low-energy effective theory can easily be matched to one used in SM calculations, such
as SMEFT (see e.g. [96]) or WET. Extending the effective Hamiltonian to allow for all
possible Dirac structures, not just those present in the SM, one has local operators for
any heavy mediators from new physics. With the additional Feynman diagrams intro-
duced by the new physics theory, the Wilson coefficients of these new operators can be
calculated in perturbation theory, while the matrix elements of the long-distance QCD
physics are still calculated non-perturbatively as before?. Since the Wilson coefficients
simply come from summing all contributing diagrams, if the new physics model con-
tributes to operators also affected by the SM, then the resulting Wilson coefficient is the
sum of the two, i.e.

Ci(n) = Ci(w)™™ + C; ()" (3.31)

One can see that this is actually true for all Dirac structures, with CiS M — 0 for those not
present in the Standard Model. The inclusion of new physics effects in our effective the-
ory is then clearly defined and rather straightforward to implement using equation (3.31);

we will make use of this when we consider a specific new physics scenario in chapter 4.

Tt is also the convention to estimate the error from higher-order corrections by using the range
b < p < 2my which is always done within the same effective theory.

2Qne can also propose some low-energy new physics models which would interfere with the low-energy
matrix elements, but typically this is much more constrained and will not be discussed further here.
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3.1.3 Heavy Quark Effective Theory

We have already discussed how the phenomena of confinement in QCD leads to a large
coupling o at scale O(Aqcp) such that the description of hadronic states is in general
highly non-perturbative. However, hadronic states containing a heavy quark ¢ with
mq > Aqcp can have significant simplifications in their description since the larger scale
of the heavy quark results in some physics approaching the perturbative regime with
a smaller coupling as(mg). The most significant examples of this are heavy quarkonia
systems, i.e. QQ meson states, which can be modelled very similarly to a hydrogen atom.
The description of heavy-light hadrons, i.e. a hadronic state with one heavy quark @, is
not as simple as heavy quarkonia, however still simplifications can be found compared
to the completely non-perturbative picture of lighter hadrons. These systems can be
described as a heavy quark surrounded by a “brown muck” of strongly-interacting gluons
and light quarks. Here the heavy quark interacts through the exchange of soft gluons

and is mostly on-shell, with fluctuations of the order Aqcp. Thus in the %

— 0
limit, these fluctuations vanish and the four-velocity v* of the heavy quark becomes
a conserved quantity. One will find that in this limit, the heavy quark behaves as a
static colour source interacting with the “brown muck”, which is unable to resolve other
quantum numbers such as flavour and spin at leading order. In quark-mass power-
suppressed terms, these relativistic effects will come into play and can be accounted
for perturbatively as part of an OPE. This is know as the heavy quark effective theory

(HQET). In this section, we provide a brief introduction to HQET [97-100].

For a hadron containing a heavy quark @), the foundation of HQET is the assumption
that the heavy quark moves with the same velocity as the hadron, v*, and is almost

on-shell itself. Georgi [97] wrote the momentum of the heavy quark pé as
pg = mqut + k", (3.32)

for the heavy quark mass mq. v* is the hadron/heavy quark four-velocity which satisfies
v? =1 and k* ~ O(Aqep) is the residual momentum describing how off-shell the heavy
quark is due to QCD interactions with the light degrees of freedom, i.e. the “brown
muck” of gluons and light quarks surrounding the heavy quark. To describe a heavy
quark in the limit mg — oo with fixed v#, k¥, one can consider the simplification of the

heavy quark propagator:

+mq ‘ 1+ k ‘
Py —mg tie  v-k+ie 2 mQ vk +ie
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where P, is the projection operator for the positive energy modes of the Dirac field.

Also including the conjugate, these operators satisfy

_1+4

P.
+ 2 )

P} = Py, Py P =0. (3.34)

Considering the heavy quark’s rest frame, v* = (1, 6),

1 1, 0 0 0
po=iE0 L p (20 p - : (3.35)
2 0 0 0 1

So the projectors Py project to the upper (lower) two components of the quark spinor.

Using the relation
P_|_’Y‘U'P+ = P_t,_U‘U'P_i_, (336)

the heavy quark-gluon coupling can also be simplified as

1
igTyy" = igT, 0" + O (mQ) . (3.37)

The Feynman rules for the heavy quark propagator and heavy quark-gluon coupling are

given in figure 3.4. The heavy quark field itself can be parameterised as

Q(z) = e ™MV TR, (z) + O <k) (3.38)

mq

for the effective heavy quark field h,(x) which satisfies

ho(2) :eim@w#cg(x) e Pyhy(x) = hy(2). (3.39)

The exponential factor in equation (3.38) removes the large ‘kinetic’ piece (mgv) from

v, k ey
i - *J = vhre T Oi
. v . .
i J =igs(Ta)jiv"
pya

FIGURE 3.4: Feynman rules in the heavy quark effective theory.

the heavy quark momentum, such that h,(x) only returns the residual momentum k in

momentum space. We can now express the effective Lagrangian for HQET as

Luqer(z) = hy(2)i(v - D) hy(z) = hy(z) (i040), + gsTov" ALL) hy(z). (3.40)
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This Lagrangian is only an approximation to the QCD Lagrangian for a heavy quark
since, in the rest frame, h, is a two-component field containing only upper components
of the spinor. h, will annihilate a heavy quark with velocity v* but will not create an
antiquark, and similarly h, will create a heavy quark with velocity v# but will not anni-
hilate an antiquark, i.e. the number of heavy quarks in the effective theory is conserved
— heavy pair production is not present. Furthermore, the Lagrangian is independent
of the mass of the heavy quark, such that the description is unchanged if the heavy
quark @ is replaced by another heavy quark ', assuming the same velocity v* and
m’Q > Aqcp; the theory is invariant in flavour space. Finally, one sees that there are no
Dirac matrices in the effective Lagrangian, so the spin of the heavy quark is unaffected
by interactions with gluons. Combining this with the flavour invariance, one sees there
is a heavy quark SU(2N},) spin-flavour symmetry in the strong HQET limit, which will

clearly be broken by mass correction terms.

The heavy quark field ) actually contains another component, H,, defined by

ﬂ@@), P_H,(z) = Hy(z). (3.41)

Hv(az) _ eiva-z 5

So in the rest frame H,(x) is a two-component field for the lower components of the
spinor, and corresponds to the “small” components of @); it creates a heavy antiquark

with velocity v*. Now taking H, into account, the heavy quark field is defined
Q(z) = 7™ [hy(a) + Hy ()] - (3.42)
Then, re-expressing the QCD Lagrangian for heavy quarks with these fields, we find

Lacp = Q(z) (i) — mq) Q(z)
= [Ev(ac) + Hy(z)] (moy + i) — mq) [ho(z) + Hy(z)]

_ (3.43)
= hy(z)i(v- D) hy(z) — Hy(x) (iv - D + 2mg) Hy(x)
+ _v(x)ilDLHv(l‘) + FIU(I‘)’LlDLhU(QE),
where we have introduced the covariant derivative orthogonal to the velocity as
Di = Dt —v¥(v- D). (3.44)

We have now arrived at the Lagrangian for a heavy quark which is still finite, i.e.
mq - 00. The large component field h, describes the massless degrees of freedom, while
the small component field H, describes massive fluctuations with mass 2mg. The two
fields mix in the terms written on the last line of equation (3.43), which describe pair

creation and annihilation of heavy quarks and antiquarks. This also results in virtual
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corrections to the heavy quark propagator. Drawing this vertex in figure 3.5, one sees
that this corresponds to a heavy quark propagating forwards in time then turning into a
heavy antiquark propagating backwards in time before turning back into a heavy quark.

The intermediate quantum state formed by this virtual correction has an energy at least

) =

P ®

FIGURE 3.5: Virtual fluctuation in the HQET heavy quark propagator via the creation
and annihilation of a heavy antiquark, with time flowing from left to right.

2mg larger than the initial heavy quark and can only propagate over a distance ~ 1/mg.

At energy scales O(Aqcp), this process looks like a local interaction, reading

1
2mg

hy(x)il) | i) | hy(z), (3.45)

where the heavy antiquark propagator is replaced by i/2mg. More systematically, we
can look to integrate out the heavy degrees of freedom described by H, and derive a
non-local effective Lagrangian only for the large component field h,. To eliminate H,,

one can derive the equations of motion (EoMs) for h, and H,, finding

—i(v - D)hy(z) = ilp | Hy(2), (3.46)
(iv - D + 2mg) Hy(z) = i) hy(2). (3.47)

If the second EoM is inverted, one obtains

1
v D+ 2mg — ie

H, () i) | hy(x), (3.48)

which confirms the description that H, is the small component field since it is O(1/mg).

Inserting this into equation (3.46), we can find the effective Lagrangian

Lot = hro(2)i(v - DYho(x) + (@)D, - L

i) | hy. 4
w-D+2mg — ieleJ‘ (3.49)

This is the generalisation of Lyqrr (see equation (3.40)) for large, but not infinite,
heavy quark mass. We now have a description of the QCD interactions of a heavy quark
at energy scale O(Aqcp), where the heavy degrees of freedom described by H, are no

longer relevant and we can express the theory only in h,,.
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Since the Fourier transform of h, only returns the small residual momentum k < mg,
we can express equation (3.49) as an expansion in iD/mg to produce an OPE. Using

the identity
Pyl i) P, = P, [(im)2 n g—;aaﬂGaﬁ P, - [iD®,iD% = ig;G*®,  (3.50)

we can now write the effective Lagrangian as

mQ dmg me
(3.51)
This coincides with the HQET Lagrangian written in equation (3.40) at leading order,

Lo = Bof@)iC- DYhae) o) (1D hu(2) + 2 () oas G (@) +O <1> |

with two new operators introduced at O(1/mg). In the rest frame, one can easily identify

these new operators as:

Oxin = hy(2)(iD 1 )?hy(z) — —l_zv(x)(iﬁ)%v(x), (3.52)
Oumag = 5 hu(#)705G ho(x) = =29, () § - Beho (), (3.53)
where § = %7570’7 is the spin operator and B! = —%eijijk are the colour-magnetic

gluon field components, and we have neglected the prefactor ﬁ for simpler use later
on. The first operator, Ok, is the covariant extension of the kinetic energy due to
the heavy quark’s residual off-shell momentum inside the hadron. The second operator,
Omag, is the non-Abelian equivalent to the Pauli term — the chromomagnetic interaction

of the heavy quark spin with the gluon field.

Using the expression for H, found in equation (3.48), we can find a similar expansion
in 1/mg for the heavy quark field Q(x):

— ,—imQUT 1 . hv
Qa)=e [ T % D1 2mg —iezwi} (@)
1 —iv-D
9 iEL + ( ;"U 9 )

(3.54)

—imQu-z

—¢ 14+ i+ ... | hy(2).

This allows us to construct in HQET any operator containing a heavy quark field.
Consider, for example, the heavy-light vector current V* = g(z)vy*Q(x) for a light quark

g with mass my, < mg. At order %Q’ this reads

! um+...> hy(x). (3.55)
mQ

VE(z) = e mUTG()yH (1 + 2
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A matrix element of the vector current, e.g. between a heavy meson M (v) and the

vacuum then has the following form:

(OV¥|M (v)) = (0lgy"ho| M (v)) (Olgy"ilp Lho| M(v)) + -+ . (3.56)

T omg
We would like the matrix elements on the right-hand-side of this relation to be indepen-
dent of mg such that they can be described universally [100, 101], and the higher-order
terms give power corrections to the leading term. However, by deriving the EoMs from
the Lagrangian in equation (3.51), one finds that h, itself has an expansion in #Q’ so the
eigenstates of the Lagrangian depend themselves on the heavy quark mass. By choosing
to work with the eigenstates of equation (3.40) and treating the higher-dimension oper-
ators such as Oyinmag as perturbations of this Lagrangian, we can rewrite the effective

Lagrangian in equation (3.51) as

Leg = EHQET + Epowery (357)
1 1
»cpower - 2mQ El + 4777%2 LZ + ... (358)

From this, the EoM for h, is given by
i(v- D)hy(z) =0, (3.59)

such that the eigenstates of our effective theory are now independent of the heavy quark
mass. These states are however different from the states found in the full theory. For
example, consider again the matrix element of the vector current between a heavy meson

and the vacuum:

(O]V¥|M(v))qcp = (0|gy"hy|M (v))BQET

——(0|qy*iID | ho|M
+ g OB L M () e

4o Ol [ 'y T (@ 1,(0),£16)} M (@) aen
mq

1
vo ()
mqg

Expressed this way, the HQET matrix elements are now independent of mg, however

(3.60)

the QCD matrix element still has mass dependence which is seen in the third line with
the appearance of £1. This time-ordered product can be thought of as a correction to
the heavy meson wavefunction. The HQET and QCD matrix elements are therefore

evaluated between different eigenstates |M (v))uqeT and |M (v))qcp-
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Finally, one can use the EoMs again to extract the operators of the power-correction

Lagrangian Lpower. To order m%, one finds
Q
L1 = hy(2)(iD)2ho(z) + %ﬁvaagGo‘Bhv(x) = Ouin + Omag, (3.61)
Lo = ghy(2)0050,iD G hy () + ghy(2)va DsGhy(z). (3.62)

3.1.4 The Heavy Quark Expansion

The lifetime 7, given by the inverse of the decay width 7 = I'"!, is one of the most funda-
mental properties of an elementary or composite particle. Of particular interest are the
lifetimes of hadrons containing heavy quarks, which decay via the weak interaction. We
already described in section 3.1.3 how, for instance, heavy-light mesons can be thought
of as a static heavy quark ) surrounded by the “brown muck” of non-perturbative light
quarks and gluons. In the infinite mass limit, this description is at its simplest, where
the heavy quark decouples from the non-perturbative cloud of QCD interactions and the
hadron can be described fully by the dynamics of the heavy quark [102]. In this limit, it
is clear that all mesons/baryons with any flavour of heavy quark should behave the same,
however in reality we find this is not the case. For the heavier bottom quark, hadrons
mostly follow this prescription with only small deviations (see e.g. [26]), while for the
lighter charm quark, hadrons exhibit larger variation (see e.g. [103]). So the infinite mass
limit requires correction terms in order to properly describe hadrons with heavy quarks
of physical, finite mass. The heavy quark expansion (HQE) is the theoretical framework
developed to describe the inclusive decays of heavy hadrons by systematically correcting
the infinite mass limit in an OPE through the hierarchy Aqcp < mg. Below we lay out
the construction of the HQE and the theoretical status of its constituents. For a more

comprehensive review, we refer to e.g. [89, 104].

First, we recall that in scattering theory, a process is described by the unitary scattering
matrix S which connects two asymptotically-free states |i), | f) for some theory describing

the interactions of these states. The scattering matrix can be written as
Syi = (fISli) = 65 + Ty, (3.63)

where T; is the transition amplitude describing the non-trivial dynamics of the system.

This in turn can be expressed in terms of My; the invariant scattering amplitude as
Ty = (21)26W (pr — pi) M, (3.64)

where p!’, p‘; are the momenta of the initial and final states respectively.
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The decay rate of a single-body initial state (from here referring to a meson Hg with
heavy valence quark @) is described as the sum of the transition from the initial state

to all possible final states X, given by

I(Hg — X) = > /P S<27r>46<4> (P — px) (X [Hert|Hg)|?, (3.65)

2mHQ X

where Hg is the effective weak Hamiltonian, and for an N-body final state, the phase

/PS /H 2765 f;E (3.66)

To simplify calculations, equation (3.65) can be equivalently expressed using the optical

space integral is given by

theorem, which we will briefly outline. Following unitarity of the scattering matrix,
TS =55T=1, (3.67)

one can insert a complete tower of states which we both sum over and integrate over

their momenta, written as
> [ 18T nlsii) = (369

For forward scattering (|i) = |f)), from the definition of the scattering matrix (equa-
tion (3.63)), we find that

Z/ ni — 41, ni 5711 + sz] = 5ii> (369)
PS
— 2Im Ty _Z/ T (3.70)
— Jps

The optical theorem connects the imaginary part of the forward scattering amplitude
to the total cross-section for the production of all final states. One can then insert this

into equation (3.64) and find

n=1

2Im M;; = Z/PS 277 45 (an pl) |Mm|2 (3'71)

A schematic of the optical theorem is shown in figure 3.6. One can use this relation to
simplify the expression for the decay rate of a meson Hg, such that we calculate the

imaginary part of the forward scattering amplitude of Hg — Ho,.
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o

FIGURE 3.6: A schematic of the optical theorem. The imaginary part of a forward
scattering amplitude is related to the sum over the squared amplitudes for the produc-
tion of all final states X.

First, we can express the scattering matrix via the effective Hamiltonian describing the

decay of a heavy quark @) into all possible configurations of lighter particles, reading

S=T {exp [—7; / d* Heﬁ(x)] } : (3.72)

for the time-ordering operator T. Then one finds that for the transition operator
T=i|[d% T{Heﬁ(:n), Heﬁ(o)} (3.73)

the total decay rate is

1
F(HQ — X) = om Im(HQ|T]HQ>. (3.74)

Hq

So what we see is that the total decay rate of a meson Hg decaying into all possible final
states X is related to the amplitude of the forward scattering of the meson Hg via the
process Hg — X — Hy, i.e. the creation and annihilation of all intermediate states X.
One may notice that in this description we have neglected to mention the light valence
quark of the Hg meson system; technically this decay is complicated by the presence
of this light quark with the non-perturbative QCD interactions of this and the other
light degrees of freedom, however Shifman and Voloshin [105] noted that in the limit of
an infinitely massive heavy quark, the decay of a heavy-light meson is equivalent to the
decay of the heavy quark. Of course, this is only strictly true in the limit mg — oo,
and therefore for large but finite masses of the quark @, corrections to this limit must

be included to more appropriately describe the dynamics of a heavy meson Hy.

The HQE is the framework through which corrections to the infinite mass limit are
systematically included for hadrons with a massive but finite heavy quark constituent.

Here we assume that the heavy quark () inside a heavy hadron interacts with the light
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degrees of freedom via momentum exchanges O(Aqcp) < mg. It follows that a sig-
nificant portion of the heavy quark’s momentum is proportional to its mass, which can

then be separated by rewriting the heavy quark field as

Qx) = e_imQ”'va(x), (3.75)

where v# is the velocity of the heavy hadron®. From here, a second OPE is performed

for the parameter AH%ZD < 1, resulting in the total decay rate being written as
0 0 ~ (O6) , ~ (O
T'(Hg) = T'3(O3) L0900 plO6 e |5 1900 5 00 (50
my e mQ my

where <f)d are the perturbative Wilson coefficients and <((N9>d> are the non-perturbatively
calculated operator matrix elements at mass dimension d. The operators appearing
inside 1672[...] which start at dimension 6 are denoted with a ~ to distinguish these
as four-quark operators as opposed to the two-quark operators without tildes outside
the square brackets; these operators may be suppressed by additional powers of mg
compared to the leading two-quark terms, however they are comparatively enhanced
by the 1672 phase space factor. While the I'; are already two-loop calculations at
leading order in QCD, the f, also have one-loop contributions. Below we now cover the

theoretical status of the components of the HQE from dimensions three to six.

Q Q
_|_
] ' 4 v ' 4 1
b b b b b b b b b b
—
g g q q q q
O3 O5 Og 06 Or

F1cURE 3.7: Diagrams describing the leading operators of the HQE as written in equa-
tion (3.76). The imaginary part of the double insertion of the effective weak Hamiltonian
is shown in the top line where ® represents the AB = 1 operators ();; this is matched
to the local AB = 0 operators of the HQE in the bottom line which are denoted with

B for the two-quark operators O; and four-quark operators Oi.

3Note that while this redefinition rings similar to what is done in HQET, here the quark field is simply
a rescaling of the four-component QCD spinor whereas two-component non-relativistic projections are
used in HQET.
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Dimension Three

The leading term in the HQE is at mass dimension 3,

03 = (Qva) (377)

It describes the decay of a free b quark and to only consider this term is to take the

infinite heavy quark mass limit.

I's has been calculated fully at NLO-QCD in [106] for semileptonic decays and in [106—
115] for non-leptonic decays. NNLO-QCD corrections have been calculated for semilep-
tonic channels [116-126], while for non-leptonic decays, these were only known for mass-
less final-state quarks without the use of the effective Hamiltonian [127] until recent
work which includes the effects of massive quarks [128]. N3LO-QCD corrections for

semileptonic channels are also now calculated in [34-36].

By following a HQET expansion, the matrix element of O3 is given by [129, 130]

H 71} ol H 72rH — pg(H 1
( Qlfmi?@! Q) _ 4 _ Hal Q)zmgc( Q)+O<mg>’ (3.78)

where the non-perturbative parameters ,ufr,/fG parameterise the matrix elements of
the dimension-five kinetic and chromomagnetic operators defined in equations (3.82)
and (3.83).

Dimension Four

There are no independent dimension-four operators since these are related to (Q,Q,)
through the EoMs. The absence of these terms in the HQE is known as the CGG/BUV
theorem [131].

Dimension Five
At dimension five, two-quark operators appear which correct for the effect of soft gluon
emissions and the %Q expansion of lower-dimension operators. The kinetic and chro-

momagnetic operators respectively appear as

Or = Qu(iD,)(iD")Qy, (3.79)
Oc = Qu(iD,)(iD,)(—ic")Qy, (3.80)

where the full dimension-five contribution appearing in equation (3.76) can be expressed

as
O O, O
F5<—3> =T cﬂ<mz> + CGQ : (3.81)

my b my
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I's has been calculated at LO-QCD for both semileptonic and non-leptonic decays [129,
132-134]. NLO-QCD corrections have also been calculated for semileptonic decays [135-
137] and non-leptonic decays [138].

The matrix elements of the dimension-five operators are defined

(Hq|Qu(iDy)(iD")Qu| Ha) = —2mumy iz (Hq), (3.82)
(HolQu(iDy) (iDy)(~ic")QulHg) = 2miqug;(Hg), (3.83)

where 2, ,u%, have been calculated by QCD sum rules [139, 140] and lattice QCD [141,
142] or are alternatively extracted from fits to experimental data of inclusive semileptonic
B — X vy decays [143-148]. One can also use spectroscopy relations to estimate these

quantities for B mesons with different light quarks [149].

Dimension Six — Two-Quark Operators
Two two-quark operators arise at dimension six, generated with three covariant deriva-

tives, respectively called the spin-orbit and Darwin operators,

Ors = Qu(iD,)(iv - D)(iD,)(—ic")Qu, (3.84)
OPD = Qv(iDu)(iv ’ D)(ZDV)Q’U (3'85)

I's has been computed for semileptonic decays at LO-QCD in [150-152] and NLO-QCD
in [153-155], while for non-leptonic decays, the LO-QCD calculation has been performed
for b quarks in [156-158] and for ¢ quarks in [103]. It is worth noting that the coefficient of
the Darwin operator is an order of magnitude larger than the corresponding dimension-
five operators, such that, although it is suppressed by an additional power of mg, it has

significant impact on the final results for heavy hadron lifetimes.

The matrix elements of the dimension-six two-quark operators are defined

(Hg|Qu(iDy)(iv - D)(iD,)(—ioc*")Qu|Hq) = —2mu, pts(Hg), (3.86)
(Hq|Qu(iDy)(iv - D)(iD,)Qu|Hg) =  2mu,pip(Hg), (3.87)

where the non-perturbative parameters prg, pp can similarly be extracted from experi-
mental data as with p2, 2 [143-148]. Relations from the equations of motion [159, 160]

can also be used, and there even exists a sum rule calculation [149].

Dimension Six — Four-Quark Operators
Four-quark operators also now enter at dimension-six which depend not only on the

heavy quark @ but the light ‘spectator’ quark q. The four dimension-six four-quark
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operators are

01 = (Quyu(1 = 75)q) @ (Gv*(1 — 75)Qu),

(?2 =(Qv 1=7)q) ®(7 (1+75)Qu), (3.5
T1 = (Quyu(1 —75)T%) @ (7v"(1 — 75)T°Qy),

To=(Q (1—7)T)® (7 (1+75)T°Qu).

~

I'¢ is known at LO [161-164] and NLO in QCD [165-167]. These operators are referred

to as AB = 0 operators since they change the Bottom quantum number by 0.

The matrix elements of the dimension-six four-quark operators are defined

(Ho| 01 |Hg) = f&,m¥,B1, (3.89)
2

(Ho| 02 |Hg) = mf%Qm%]QB% (3.90)

(Ho| T1 |Hg) = frgmir e, (3.91)
2

(Hol T2 |Ho) = (m:fmfgmm (3.92)

where fp, is the decay constant of the meson Hg,

(01Qvuy54lHo () = ifrgpu- (3.93)

The bag parameters B2, €12 describe the deviation of these matrix elements from
the vacuum insertion approzimation (VIA). For a four-quark operator QT'1¢ql2@Q with
generic Dirac-colour structures I'y o, the VIA assumes that the matrix elements are sat-

urated by the intermediary vacuum state between two quark bilinear currents, i.e.

(Ho|QT19qT2Q| Hg) “=* (Ho|QT'14]0)(0]aT2Q|Ho). (3.94)

In the VIA, Bis = 1 and €12 = 0. It is expected that the deviation from the VIA
of the full matrix elements is not large, however confirming this is an important mo-
tivation for calculating these quantities. These matrix elements have been calculated
in HQET sum rules for the B, [168] and B [169] mesons and in QCD sum rules for
the Ay baryon [170]. Apart from early quenched studies [171, 172] and one preliminary
unquenched study [173], these matrix elements have received little attention from lattice
QCD and to date there is no complete lattice calculation of their values. The calculation

of these matrix elements in lattice QCD will be the focus of chapter 6.

Further higher-dimensional two-quark and four-quark operators can be generated by

adding more derivatives.
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Quark-Hadron Duality

The HQE is built upon the assumption of quark-hadron duality (QHD) — this is the
statement that the description of a hadronic system by using quarks as the degrees of
freedom is equivalent to that using hadronic bound states as the degrees of freedom.
This duality manifests here in the expectation that the inclusive rate of a hadron with
a heavy quark calculated using the HQE is equivalent to the total sum of all exclusive
decay channels. Violations of quark-hadron duality must be considered as a systematic
uncertainty to the HQE, since treating the decay rate as a series expansion in Aqcp/mg
can result in some terms being neglected. There is a large collection of literature study-
ing quark-hadron duality and its possible violations. However these rely on strong model
assumptions, see e.g. [174-177]. While the discussion in theory of quark-hadron duality
is still ongoing, there is no evidence of its violation from experiment. One channel that
is well-suited to testing quark-hadron duality is the decay b — ccs since the expan-
sion parameter of the HQE for this case is actually modified slightly such that duality
violations would be more pronounced. The decay rate difference Al'y in neutral By
mesons (see section 3.2.3) is governed by b — c¢s and thus a suitable candidate to test
for duality violations. However the current status of experimental measurements show
good agreement with the prediction from the HQE and thus exclude large violations of
quark-hadron duality [26, 54].

3.2 Heavy Flavour Physics

Processes involving heavy quark flavours embody all of the physics of the Standard
Model: all three generations of both quarks and leptons can be involved and therefore
also the CKM matrix elements can be probed; both QED and weak interactions are
present; QCD interactions also play an important role in both the perturbative and
non-perturbative regimes. Therefore studying these serves as a way to study the whole
SM in a subset of similar processes where the entire range of our theory can be assessed
and experiments can be designed in favour of these such that we have high-precision
measurements. In addition, the theoretical framework of effective field theories already
discussed in this chapter, in particular HQET and the HQE, provides a powerful method
to simplify theoretical predictions and separate out the different contributions. So we
arrive at reliable, high precision results, with a clear understanding of how the different
regimes of the Standard Model work both separately from and together with one another
to create the dynamics of the universe. Heavy flavour physics therefore provides an
exciting and important laboratory for the ever-ongoing quest to better understand the
Standard Model and also search for new physics. In this thesis, we take particular

interest in the physics of b quarks and the processes involving B mesons. Below, we will
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cover some of the history of B physics phenomenology and its importance in the current

landscape of particle physics.

FIGURE 3.8: B — B production mechanism in et—e~ colliders via the bottomonium
resonance Y (X.S) for some integer X; YT(45) is used to produce predominantly B*:°
mesons and T(5S5) to produce B, mesons.

3.2.1 Heavy Flavour in Particle Colliders

To study the exciting plethora of processes involving heavy b quarks to high precision
and accuracy, particle colliders must be able to create a large number of B mesons (or
more generally, b-hadrons) and subsequently measure their properties and dynamics.
Below we summarise the various particle collider experiments with successful B physics

programs.

The b quark was first discovered in 1977 by Fermilab’s E288 experiment [178, 179] via the
bottomonium (bb) resonance Y, which from its 4S5 state and above, can decay into B-B
meson pairs as shown in figure 3.8. B mesons were first identified using this process at
the eT-e~ colliders CESR (Cornell) and PEP (SLAC) [180-183]. From here, it became
clear that there were exciting prospects in experiment to study B mesons and similarly
the tools were being developed in theory to provide clear predictions of these processes;

the harmony of experiment and theory for heavy flavour physics is clearly present.

B Factories

To specifically study B meson phenomenology, the collider experiments known as the B
factories were commissioned through the 1990s: operating from 1999 were the BaBar
experiment using the PEP-II collider at SLAC in the USA [184] and the Belle experiment
at KEK in Japan [185]. The BaBar experiment collected data until 2008, and Belle until
2010. Three ‘next generation’ B factories were proposed through the 2010s, however only
one of these was actually built: the Belle II experiment as a successor to Belle [186].

Belle IT began data collection in 2018 and continues to date.
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These experiments are e™—e~ colliders which produce B mesons via the mechanism
et +e~ — T (bb) — B, + B,. (3.95)

The Feynman diagram of this process is shown in figure 3.8. The bottomonium state T
has to be produced at a specific resonance such that the production of two B mesons
is kinematically allowed. The Y(4S5) resonance produces predominantly B*° mesons,
while the Y(55) resonance also allows the production of By mesons. The BaBar experi-
ment used the Y(45) resonance and as such only produced B mesons, however Belle

and Belle IT both also collected data at the T(5S5) resonance.

Hadron Colliders

Hadron colliders such as the p—p collider TeVatron at FNAL (see e.g. [187]) or the p-
p collider LHC at CERN (see e.g. [188]) are not primarily focused on heavy flavour
physics, however they still have very large bottom and charm production cross sections.
Consequently, the LHC produces many more bb pairs than was done at either BaBar or
Belle. While not typically referred to as a B factory since the LHC itself is not designed
in the same way as the et—e~ colliders discussed above, LHCD is a detector experiment
dedicated to studying b physics produced at the LHC and has a very successful program.
Furthermore, By mesons are fully accessible to LHCb in addition to B¥" mesons and
also in fact the heavier B, meson and A, baryon. It is worth noting that while LHCDb
is the dedicated b physics experiment at the LHC, the other experiments ATLAS and
CMS have also contributed to B physics measurements, notably the rare leptonic decay
B — ptp~ [189-194] (to be discussed further in chapter 4).

3.2.2 B Meson Lifetimes

We already discussed the construction of the HQE in section 3.1.4 as the theoretical
framework for systematically addressing corrections to the free heavy quark decay for
the prediction of a heavy meson decay rate. We shall now discuss below the phenomeno-

logical history of B meson lifetimes and their current experimental status.

In experiment, the great success of the B factories and other particle colliders capable
of studying B mesons, such as the LHC, have resulted in the lifetimes of B mesons now
being determined to a high precision; see e.g. [26, 54]. In table 3.1, we show the latest
averages of the lifetimes of B mesons. In addition to the individual lifetimes, it can be
seen that their ratios are extremely close to 1 such that spectator quark effects must
be small. The exception to this is 7(B.)/7(By), which is expected since the spectator
quark of the B, meson is a charm quark, clearly much heavier than the other spectator

quarks such that the B, meson is no longer the simple picture of the single heavy b quark
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surrounded by the non-perturbative “brown muck” we used for heavy-light mesons. It

] \ By BT B, B.
7 [ps] 1.517 +0.004 | 1.638 4 0.004 | 1.520 + 0.005 | 0.510 & 0.009
7(B,)/7(By) 1 1.076 + 0.004 | 1.003 & 0.003 | 0.336 %+ 0.006

TABLE 3.1: The lifetimes and lifetime ratios of B mesons [26, 54].

is impressive to note that the relative precision of these lifetime ratios has increased
over the last 20 years from ~ 4% to ~ 0.5% (see e.g. [195]). However, it is also of
note that recent measurements of I'(Bs) find a 2 — 40 tension between ATLAS [196],
LHCb [197, 198] and CMS [199].

At leading order in the HQE, the decay of a B meson is equal to that of a free b quark,

AQC G2 m5
I(B)=Ty+0 < 22D> , Iy 19F27T§ V|2 (3.96)
b

With the large mass of the b quark, it is expected that the higher-order correction terms
are negligible and the relation I'(B) = I, should be mostly accurate. This implies that
the lifetimes of B mesons are shorter than those of e.g. D mesons containing the next
heaviest quark, the charm. However, it then came as a surprise that the lifetime of the B
meson was measured to be ~ 1.8 ps, first by the MAC experiment [200] at PEP and then
later confirmed by the MarkII [201] and DELCO [202] experiments also at PEP and the
TASSO experiment [203] at PETRA, DESY. Therefore experiment implies that higher-
order corrections to the free b quark decay, expressed via the HQE in equation (3.76),

are indeed necessary to describe the decay of a B meson.

Throughout section 3.1.4, we detailed the many calculations contributing to both the
perturbative and non-perturbative factors of the HQE from dimension three to six. It is
through all this effort of the community that B meson lifetimes are now known to a high
precision with many details of the HQE addressed and understood. However, the preci-
sion of experiment is still greater than that of theory and to better compare the two, an
increased theoretical precision is strongly desired. Particularly for the lifetime ratios, it is
found that the four-quark dimension six matrix elements (recall equations (3.88)-(3.92))
compose a significant proportion of the overall theoretical uncertainty, and as such im-
proved calculations of these can greatly improve the overall precision. Calculations of
these quantities from lattice QCD are strongly desired and once these become standard
practice, their uncertainties can be systematically improved as the lattice simulations

progress.
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3.2.3 Neutral B Meson Mixing

q %% b q u, ¢, t b
- B t: l .
b w+ q b u,c,t q

F1GURE 3.9: Standard Model box diagrams resulting in neutral B meson mixing.

Loop-level box diagrams as shown in figure 3.9 introduce the possibility for a neutral Bg
meson (with quark content bg, ¢ = d,s) to transition back and forth with its antipar-

ticle Bg (with quark content bG). The time evolution of this oscillatory system can be

described by
- |Bg(t)> _( xpo — Lpa |Bg(t)>
vt <|Bg(t)>> - (M 50 ) <|Bg(t»> , (3.97)

where M4, T7 are 2 x 2 matrices describing the contributions to the time evolution from
the masses and decay rates of the system respectively. If there were no mixing between
the meson and antimeson, non-diagonal entries of these matrices would vanish. However,
since there does exist a mixing between the flavour eigenstates, the off-diagonal elements
M, in M? and I'f, in I'7 are introduced. Box diagrams with virtual internal lines (all
permutations of figure 3.9) contribute to M}, and diagrams with on-shell internal lines

(right of figure 3.9 for u, ¢ only) contribute to I'{,.

One can diagonalise the matrices M9 and I'? in order to describe the physical eigenstates

of the system with definite mass and decay rate. This results in

|By.1) = pIBy) + 4l By),

i (3.98)
’Bq,H> = p‘Bq> - q’Bq>7

where the physical eigenstates are named heavy (H) and light (L) and the complex
coefficients in this linear transformation fulfil |p|* + |¢|?> = 1. It is clear B, and By g

will now have a clear difference in their masses and decay rates:

Amg = 2|M7y|, (3.99)
|AT,| = 2|T%,|. (3.100)

In this thesis, we will only be interested in Amy; for a review on Am, and further details
on AT’y and other mixing phenomenology, see e.g. [104]. A brief history of neutral meson

mixing follows:
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» Neutral meson mixing was first considered in theory by Gell-Mann and Pais [204]
in the context of kaons and a significant lifetime difference between the two neutral

kaons was measured in 1956 [205].

» Mixing of B; mesons was then discovered in 1986 by the UA1 experiment at
CERN* [206] and in 1987 by the ARGUS experiment at DESY [207]. The large
mass difference Amgy measured was already a strong hint towards the surprisingly

heavy mass of the top quark [208], still to be measured.

» The B, system was also established to exhibit mixing effects in 2006 by the CDF

collaboration at TeVatron [209] with a large mass difference observed.

» There were many experiments (e.g. BaBar, Belle, CLEO, CDF, E791, E831 FO-
CUS, LHCb) finding evidence towards D° mixing, with the first confirmation above
the 50 discovery threshold announced in 2012 from LHCb [210].

Unlike other neutral meson systems, the masses of B mesons are such that hadronic
resonances as intermediate states are not a concern and long-distance interactions can

be neglected for B(q) mixing. Furthermore, after summing over all contributing diagrams,

FIGURE 3.10: Local four-quark operator describing neutral B meson mixing in the
AB = 2 effective Hamiltonian.

one finds a clear simplification via the GIM mechanism [211] such that the dominant
contributions by far are those of the diagrams with top quarks. Since all virtual lines
in the box diagrams are of very heavy particles, my/,m; > my, these can both be
integrated out and the calculation of M{, can be performed via an operator product
expansion. This OPE contracts the ‘box’ to a point and one is left with local four-quark
operators in the AB = 2 effective Hamiltonian, as shown in figure 3.10, where AB = 2
indicates the operators change the Bottom quantum number of the system by 2. In this

limit, we express M7, as B
(B Hai’=*|By)

M, = 3.101
=" (3.101)
where the AB = 2 effective Hamiltonian can generically be written as
5 3 /
HGP=2 =Y col+> cor, (3.102)
i=1 i=1

4UA1 initially interpreted the result as B, mixing.
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for the effective local four-quark operators (’)g ). The full basis of dimension-six AB = 2

operators, covering the Standard Model and all new physics scenarios, is given by

OF = (9" (1 = )b (@9 (1 = 35)b7), OF = (@+*(1 + 75)b°) (@7, (1 + 15)07),
Of = (7*(1 — 35)b*)(@° (1 — 75)b%), OF = (*(1+)b*) (@ (1 + ~5)b7),

OF = (7*(1 = 5)b”)(7" (1 — 75)b%), 0 = (@1 + 7))@ (1 +75)b%),

O = (@*(1 = )b (@ (1 + 7)b7),

OF = (4*(1 = 15)b")(@" (1 4 75)°).

(3.103)
The operators Of/ are the parity transforms of Of (i = 1,2, 3), and as such the matrix el-
ements in QCD satisfy (Of) = (Ofl). The matrix elements of these four-quark operators
are typically parameterised in terms of the decay constant fp, and Bag parameters B]igq
which describe the deviation of the matrix element from the VIA (recall the discussion

in section 3.1.4), reading

(O (1) = &1fB,mB, Bp, (1), (3.104)
2
oy —e [ B\ g2 2 p i .

mp,

2
<O?>(N):§i [(W) + b;

where & = {8/3,—-5/3,1/3,2,2/3}, by = 1/6, and b5 = 3/2. In the Standard Model,

only O; contributes to Mj,, which can be expressed as

f#,mB,Bh, (1), i = 4,5, (3.106)

q GE \ers 2,2 mi\ . 1
My, = WWtthH myySo m, B f8,mB,Bp, (3.107)
where the Inami-Lim function [212] is
So() 4o — 112% + 23 3zlnz (3.108)
x) = - .
0 41— 2)2 2(1 — z)2’

and 7)p is the correction factor from the perturbative 2-loop QCD corrections [213]. From
the theory side, it is clear now that the limiting factor in precise predictions for Am,, is
the non-perturbative input of the QCD matrix elements [195]. The QCD matrix element
of the Standard Model four-quark operator Of can be determined from non-perturbative
methods such as lattice QCD [214-219] and HQET sum rules [168, 220, 221]. It is
expected as time progresses that these calculations are superseded by higher precision
results, and importantly also that calculations by different groups and methods can
converge more closely than is currently seen; see e.g. [195]. One finds that the best

results of theory have uncertainties far larger than those of experiment. The precision
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of theory predictions for Am, and Amy are 3.4% and 3.9% respectively.

The experimental averages quoted by HFLAV [26],

Amg = 0.5069 + 0.0019ps~!,
(3.109)
Amg = 17.765 £ 0.006 ps ™,

have reached impressive precisions of 0.38% and 0.03% respectively. This is dominated
by the latest result from BY — Dy 7" decays in Run 2 of the LHCb experiment [222],

as shown in figure 3.11. This remarkable level of precision from experiment as well as

— B 5 D;r" — B?— BY — D;n" — Untagged

PRI T N N ST A [N M A S S N |

FIGURE 3.11: Decay distributions of BY — D 7" decays tagged as the unmixed decay
(blue), the mixed decay (red), or untagged (grey) from Run 2 of the LHCb experiment,
showcasing the clear observation of neutral B? meson mixing [222].

the inherent loop-level nature of the theory calculation makes neutral Bg meson mixing
an important test subject for either the validity of the Standard Model or searches for
new physics. However, it is clear that for either of these goals, the precision of theory

predictions must greatly improve to be comparable with experiment.



Chapter 4

Indirect Searches for New Physics

We know that the Standard Model is incomplete and there must be further physics
beyond the Standard Model (BSM) to be discovered describing these missing pieces
such as neutrino masses. A significant cosmological problem to solve is also that of
baryogenesis — the observed matter-antimatter asymmetry in the universe. In order for
sufficient baryogenesis during the evolution of the universe, Sakharov [223] found three

criteria necessary:

1. Baryon number violation — this is theorised e.g. in sphalerons, although not yet

confirmed experimentally [224];
2. C and CP violation — these are present in the SM, but not to a sufficient level;

3. A first-order electroweak phase transition (FOEWPT) in the early universe — while
this could have been possible in the SM for mj;, < 70 GeV [225], the measured value
of mp, = 125.25 £ 0.17 GeV [54] rules this out.

Based on our knowledge of what is missing in the SM, we can write down theories to
extend the Standard Model and resolve these problems. Many different theories can
be proposed but this does not mean they are observed in nature; any candidate theory

must be tested against experiment and verified for it to be the BSM theory of nature.

To search for new physics, there are two approaches. First, one can consider direct
searches, where experiments such as particle colliders attempt to produce and directly
observe the new particles described by a BSM theory; this is the same strategy by which
SM particles such as the Higgs boson were discovered. Experiments such as those at the
LHC continue to search for new particles in this way. Alternatively, new physics may be
discovered through indirect searches where a large group of high-precision observables

have their theory predictions modified by BSM physics (most commonly introduced

55
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as loop effects) and compared to experiment; the BSM theory of nature should be
observed in the experimental measurements and therefore calculating the prediction of
the BSM theory should form better agreement with experiment than the Standard Model

predictions.

The ever-present caveat with this method is that the chosen observables for such an
analysis should be both measured and calculated in the SM to as high precision and
accuracy as possible. This ensures we have solid understanding and control over the
theoretical calculation and experimental measurement such that the ambiguity that any

tension between these comes from new physics is minimised.

Ultimately, the new theory must be confirmed experimentally and its particles observed
directly, but understanding the restrictions on a theory by all possible processes affected
provides clearer understanding on which types of particles experiment should focus its
searches and what values the properties of these particles are likely to have, e.g. for
mass, charge, etc. Furthermore, these two methods can be combined in global fits where
the experimental bounds on the properties of new particles from direct searches are
combined with the analytical power of indirect searches to provide the strongest bounds

on the parameter space of the BSM theory.

Effective field theories (discussed in section 3.1) provide a powerful language for the
search for new physics. Using EFTs, many observables can be connected to a set of
operators which can then have BSM physics contributing to their Wilson coefficients.
For the method of indirect searches, using effective operators becomes a powerful way to
learn what free space is still allowed by a collection of observables, and more importantly,
what sort of particles and interactions are suitable to accommodate this free space. These
effective operators can be analysed as they are to simply present the kind of new physics
to be accommodated, or can be married into specific BSM theories to show how well a

new model fits our current data.

When considering extensions to the Standard Model, this ultimately points to some
grand unified theory (GUT) which is the UV-complete theory of the universe containing
all of physics, from which the SM is derived as a low-energy limit. However, when
building up towards the energy scale of this GUT from a low-energy limit like the SM, it
can be simpler to first consider smaller extensions of the SM to resolve specific problems
and work towards the final UV theory step by step. Typically as these theories are
extended to higher and higher energies, the masses of new particles introduced by the
model are constrained to be larger also, such that experimentally it is more favourable
to extend the Standard Model progressively where the next sought-after particle can be

one within or near to the current energies probed by particle colliders.
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In this chapter, we focus on one of the simplest extensions of the Standard Model: the
Two-Higgs-Doublet Model (2HDM) [226] (for reviews see e.g. [227, 228]). In section 4.1,
the motivations for and the construction of the model itself will be discussed and then
in section 4.2, results are presented for constraining the parameter space of the 2HDM
based on phenomenology, particularly dominated by flavour physics observables. The
strength of indirect searches for constraining new physics models will be demonstrated.
Insight into the current status of flavour physics phenomenology in the Standard Model
is presented, addressing questions like where to find powerful processes for constrain-
ing new physics and where will we find ourselves limited by the precision of the SM
predictions themselves. The work presented throughout this chapter is based on the
publications [41-44].

4.1 The Two-Higgs-Doublet Model

Being among the simplest BSM physics scenarios, Two-Higgs-Doublet Models are some
of the most well-studied extensions of the SM. After spontaneous symmetry breaking,
the 2HDM introduces four new scalar particles alongside the SM zoo: two charged H*,
a CP-odd pseudoscalar A, and a CP-even scalar H? — a (typically) heavier counterpart
to the SM Higgs k. This extension can be motivated as a way to solve one of the
problems with the Standard Model, namely baryogenesis [229]. 2HDMs can provide
additional CP violation, fulfilling the Sakharov criterion insufficiently answered by the
SM, and in addition a FOEWPT in the early universe is also possible in 2HDMs. While
not answering all open questions in particle physics itself, 2HDMs commonly appear
embedded in more intricate BSM theories, such as the minimal supersymmetric SM

(MSSM) or Pati-Salam-like models of quark-lepton unification.

In order to generate mass for both up-type and down-type quarks in the SM, a conjugate
of the Higgs doublet is used (recall section 2.2.4). However, there is no particular reason
why this must be so, and in fact a Higgs Lagrangian can alternatively be introduced

which uses two independent doublets ®; with ¢ = 1,2,

2

+
[£2HDM _ D, ;> — V(®y, Dy) + LEPM - p, — ¢ . (41
H+Y Z| 12 ’ ( 1 2) Yukawa (Uz+¢?+ZG?)/\/§ ( )

After spontaneous symmetry breaking, each doublet will acquire its own VEV v;, with

the current experimentally-observed VEV the quadrature addition of the two [226-228]:

1 (0 1 (0
b= — , Py = — , véy = V2 + V2. 4.2
1 ﬁ <U1> 2 \/§ (1)2) SM 1 2 ( )
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In this model, the masses of the W*, Z% bosons are still generated by each ‘eating’ one
of the scalar fields. However now instead of the four degrees of freedom in the SM, the
2HDM has eight degrees of freedom such that after SSB there are five residual scalar
fields, and thus five Higgs particles instead of only one: two charged Higgs H* and
three neutral — two scalar H° and h° and one pseudoscalar AY. Typically, and in this
work, h® is taken to be the lighter of the two CP-even scalars and also identified as the

experimentally-observed ‘SM’ Higgs. The physical Higgs fields are given by the rotations
(H;) _ ( co's a  sin a) (qSE) ’ (4.3)
I —sina cosa) \ ¢,
(GZ) _ ( co‘s B sin ﬁ) (Gg) ’ (4.4)
A —sinf8 cosf Gy
G* _ [ cos B sinf (Z)i ’ (4.5)
H* —sinf cosf g

where G, G* are the would-be Goldstone bosons.

The general potential for a 2HDM is given by

V(®1,@2) = m, @1 + m3, @)@, — i, [0[®s + hic

AL

2
A

+ 55(@{@2)2 + 26(®T 01 ) (DI Do) + A7 (DLdo) (B]®y) + hoc. |

A
+ 5 (@121)7 + T (@122)° + A3(2]21) (B D2) + \a(®]22) (B3 1)  (4.6)

where m?;,m3,, A\12.34 are real and in general m2,, A5 67 may be complex [228]. Fur-

thermore, one can define two angles describing the mixing into physical states of the

model,
tan 2a — —2Re(m%2) + 3[Re()\6)v% + Re()q)vg} + 2)\3451}1122
miy —m3y + 3(A1vf — Aaw3) + 3A315(v3 — v7) + 3[Re(A6) — Re(A7)]vrve’
(4.7)
tan 8 = 2, (4.8)
U1

where A345 = A3 + Ay + Re(A5) [228]. Use of the A parameters is known as the ‘lambda
basis’ and is more useful e.g. for considering what theoretical constraints can be placed
on the model (as will be discussed in section 4.1.1). However for phenomenology it is
more convenient to work in the mass basis where the parameters are the masses of the
new Higgses, the mixing angles a, f (commonly represented by cos(f — a)) and tan (),
and m?,. Expressions for the masses from the lambda basis parameters are dependent on
the type of 2HDM, and are shown e.g. in [41, 230]. The 2HDM with the general potential
in equation (4.6) is commonly referred to as the type III 2HDM. This model actually
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allows tree-level FCNCs, which typically leads to much more sizeable contributions to
FCNC processes than can be accommodated in the data, although in some cases this
can still be favourable. In order to avoid tree-level FCNCs, it is common to impose a
discrete Zo symmetry,

Zo: D1 P, Py — —Dy, (4.9)

which enforces A\¢ = A7 = 0 and m2, = 0. However keeping m3, # 0 is still allowed
resulting in the symmetry being softly broken, i.e. that the Zs symmetry is still kept
at small distances such that the soft breaking is only relevant for Higgs masses much
below the EW scale. When applied to the Yukawa sector, this Zo symmetry leads to
four possible types of 2HDM without tree-level FCNCs, where the right-handed fermions
interact with the extended Higgs sector under these different types as shown in table 4.1,

while the left-handed doublets transform trivially.

[Model | T [II [ X | Y |
u’R q)g (I’Q ‘I)g q)g
dy [ @] @1 | Bo | By
e Dy | Dy | Dy | Py

TABLE 4.1: Types of 2HDM forbidding tree-level FCNCs through a Zs symmetry
requiring that fermions couple to specific doublets.

The Yukawa sector of the 2HDM Lagrangian is written as

m - — . _
LR == > S (el Fn+ el frH +ingeh frsfA)
f=u,dt
2Vy, 2
- *[U Li(math Pr — mu4PL)dH + ‘U[mggfg(DPRz)m +he|,

(4.10)
where 1y = 1 for f = d,¢ and —1 for f = wu [228, 231]. With the fermions coupling
to the Higgs doublets as described in table 4.1, the coupling strengths & of the Yukawa
Lagrangian are given for the different types as shown in table 4.2. Of particular interest
in collider studies of Higgs physics are the Higgs signal strengths, which compare the
strength of the (SM-like) Higgs h couplings found experimentally to theory. To this

end, one can write the h° couplings of the Lagrangian as

2

2 2
ECHv%hZ#Z‘M—I—I{V My

awiwE — Y ,@f%hff, (4.11)

v
f:u7d7£



Chapter 4 Indirect Searches for New Physics 60

where, for example in the type II 2HDM,

Ky =sin(f — a), (4.12)
Ky = sin(f — a) 4 cot B cos(f — ), (4.13)
Kde = sin(f — «) — tan B cos(f — ). (4.14)

Clearly in the SM, k; = 1 which is consistent with LHC data. To recover this in the
2HDM and match the phenomenology of h° exactly with the SM Higgs, one can set

cos( — a) = 0, known as the alignment limit. However, measurements of the signal

| Model || I 1T X Y
& cosa/sin 3 | cosa/sinf cos o/ sin 3 cos o/ sin 3
&g cosa/sinff | —sina/cosfB | cosa/sinf | —sina/cos
34 cosa/sinff | —sina/cosf | —sina/cosf | cosa/sinf
£ sina/sinf | sina/sinf sina/ sin 8 sin o/ sin
&4 sina/sin 8 | cosa/cosf sin v/ sin 3 cos v/ cos f3
I sina/sinf8 | cosa/cosfB | cosa/cosf3 sin o/ sin
&Y cot 3 cot 3 cot 3 cot 3
fffl cot 3 —tan g cot 3 —tan
fﬁl cot 3 —tan —tan cot 3

TABLE 4.2: Coupling strengths £ in each flavour-conserving 2HDM between the Higgs
particles and fermions.

strengths at the LHC can only determine their magnitude and not the phase of the

coupling. Therefore a scenario can be proposed in which

Kkwz =1, Ky = 1, Kde = —1, (4.15)

where again the phenomenology of the observed hY is indistinguishable from the SM, but

there is actually a phase difference present. This is known as the wrong sign limit [232].

4.1.1 Theoretical Constraints

Before moving on to indirect searches for 2HDMs from phenomenology, constraints can
be placed on the model from purely theoretical arguments, namely perturbativity, vac-
uum stability, and unitarity. Here we consider the theoretical constraints in the flavour-
conserving case of the 2HDM, however the results for the more general case are not so

different.

Firstly, let us consider perturbativity — the requirement that the parameters of our

theory are valued such that the use of a perturbative expansion is valid. We can express
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perturbativity of the scalar sector of the 2HDM as [233, 234]
I\ < 4, (4.16)

where we have ¢ = 1 — 5 and assume all \; to be real. Since this is an argument based
on the convergence of perturbation theory, there is clearly some ambiguity in choosing
the value of the upper bound for these parameters. We will see that different choices for
the upper bound do not change the picture of the theoretical constraints significantly,
but it is still informative to compare different values and see this effect.

By considering the Yukawa Lagrangian of the 2HDM, one can also derive two more

perturbativity constraints, dependent on the type of 2HDM being considered, e.g.

Wiymil
*[;bmt@‘ <Vir 28T tang > 0.14, (4.17)
v
2Vympéd
\f;”mb@‘ <Var ™" an g < 300, (4.18)
v

where again the upper bound of the Yukawa coupling has some freedom to be chosen

differently.

Next we can consider the conditions required for a stable vacuum, i.e. that our universe
lies in a minimum of the EW potential and either this is the global minimum or the
time for quantum tunnelling effects from our local minimum to a deeper one is longer

than the age of the universe. In the 2HDM, the conditions for this are written as [235]:

)\1’2 > 0, (4.19)
A3 > —v/ A1, (4.20)
A3+ Ay — ’)\5‘ > —/ A1 o, (4.21)

Demanding that the vacuum is the global minimum of the potential, one also re-

quires [236]
1 1
mi, (m%l — m3, (i;) 2) (tanﬁ - (i\\:) 4) > 0. (4.22)

Finally, we consider unitarity — the constraint that the scattering matrix S is unitary
in our theory (recall equation (3.67)). We account for conditions from both tree-level
unitarity (see e.g. [234, 237, 238]) and NLO unitarity are considered, alongside the
requirement that NLO corrections to partial wave amplitudes are suppressed relative to
LO (see e.g. [239, 240]).

These three types of theoretical constraints can be combined in Monte Carlo scans of

the allowed parameter space in the lambda basis and converted to give allowed ranges



Chapter 4 Indirect Searches for New Physics 62

for the parameters of the mass basis, specifically m g+, mgo, m 40, tan 8, and cos(S — ).
Two-dimensional projections of these constraints are shown in figure 4.1, where in green
the perturbativity bound is taken to be 47 and in amber it is 4 — inspired by [239, 240];

the latter leads to more constrained regions, particularly for lower mass values. The
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F1GURE 4.1: Bounds on the heavy Higgs masses mpgo, mao and mg+, tan and
cos(8 — a) stemming from theoretical constraints (perturbativity, vacuum stability and
unitarity conditions). For the plots 108 points were generated and only values of |3 —
a — 5| < 0.5 were considered. The starting values |)\;| < 47 are given in green, while
|Ai| < 4 is shown in amber.

implications of these theoretical constraints are clear: the mass differences of the new
Higgs particles may not be too large and this is more constrained as masses increase
past the TeV scale, where also the alignment limit, i.e. cos(8—a) = 0, is more favoured.

Numerical values for the mass separations in bins of 500 GeV are given in table 1 of [41].
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4.2 Constraining New Physics from Phenomenology

Extending the SM into the Two-Higgs-Doublet Model introduces new Feynman diagrams
for many processes, modifying the theory predictions for these (recall section 3.1.2 and
how Wilson coefficients of our effective operators are modified by new physics). Now
indirect searches for the 2HDM can be performed where a collection of the new theory
predictions can be compared to experimental measurements in order to constrain the
parameters of the model. In the ‘SM’ Higgs sector, the primary effect is the modification
of the ‘SM-like’ Higgs h® coupling, which leads to constraints in the (tan 3, cos(f — a))
plane. Meanwhile in the flavour sector, a whole zoo of decay processes are topical since
any diagrams mediated by the charged weak current are duplicated replacing W* with
H*; see e.g. figure 4.3. FCNC penguin diagrams can also be modified by replacing
W* with H* and/or Z9 ~ with h%, HO, A%; see e.g. figure 4.9. This primarily leads
to constraints in the (tan 3, myg+) plane from flavour-changing charged processes, with
additional FCNC constraints on cos(/8 — «), m 40, mpyo. Furthermore, in the type III
2HDM without an imposed Zy symmetry, FCNCs are induced at tree-level and mediated
by H° and A°; see e.g. figure 4.14.

In this section, we give an overview of the constraints found for the parameters of the
2HDM via indirect searches using different groups of observables. We will find that dif-
ferent observables lead to constraints on the parameters of our model — tan 5, mg+, mgo,
m 40, cos(f — «). Each group of observables will provide different implications into the
current state of our theoretical predictions and where theory must improve to better
utilise these processes in the search for new physics. In section 4.2.1 we consider 2HDMs
with an imposed Zy symmetry and present select results from the publications [41-43],
then in section 4.2.2 we consider the more general type III 2HDM as embedded in a
Pati-Salam-like UV theory, presenting results from [44].

4.2.1 Models with Z; symmetry

Higgs Signal Strengths
Before moving on to flavour observables which make up the main body of processes used
in these analyses, we first consider the Higgs signal strengths. For a particular cross

section o; and particular branching fraction By, the signal strength ,ulf is defined

M= o Bsu
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It is clear that a deviation from ,uzf =1 is a sign of BSM physics. Currently using data
from the ATLAS and CMS collaborations [241-248], there are 31 channels for which
the signal strength can be evaluated, including combinations of the main h° production
modes at the LHC (gluon-gluon fusion, vector boson fusion, weak-boson associated pro-
duction, top-antitop pair production) and the decay channels vy, ZZ* WW*, Z~, 777,
bb, cé. As mentioned above, in the 2HDM the couplings to h® are modified by the fac-
tors k; (see equation 4.11) compared to the SM, where the k; are e.g. for fermions the
& given in table 4.2 expressed in terms of cos(8 — ) and tan 3. Of the four flavour-
conserving 2HDMs described above, three types (II,X,Y) have couplings which make it
possible to consider a wrong sign limit. The possibility of allowing the wrong sign limit
may be favourable with the state of experiment where almost all signal strength data
agrees with the SM within 20, strongly constraining the magnitudes of the couplings,

but importantly not the phases.

The results of the global fits in the (tan 3, cos(8 — «)) plane, which in this plane are
dominated by the Higgs signal strengths (also receiving marginal contributions from
FCNC b — ¢ll processes), are shown in figure 4.2. One finds the largest freedom in
the type I 2HDM, where for tan 3 2 1, |cos(8 — )| < 0.15 at 20. This constraint
is much more free than for the other three types, where |cos(f — «)| < 0.05 at 20
when considering deviation from the alignment limit. This will be a common pattern
throughout this section where the type I 2HDM is less constrained than the other types.
One can see from the definition of the models in tables 4.1 and 4.2 that this is due to
the nature of the couplings where type I has all fermions coupling to only one doublet
rather than coupling different fermions to different doublets like the other types. The
most obvious impact of this is seen when considering the couplings 51{1, most important
for charged current processes. Here type I is only sensitive to cot 5 and therefore cannot
as easily constrain both the upper and lower limits of tan /3 like the other types can with
sensitivity to both cot 8 and tan .

In types X and Y, another, strongly constrained solution, is the second contour shape
curving away from the centre of the figures. This is the wrong sign limit, which is found
to be allowed within 20 for type X and within 40 for type Y. In all four types, one finds
the constraint tan 8 2 1, with the additional bound in type II of tan 8 < 30. So there
is most freedom to deviate from the alignment limit in type I, however in all types the
alignment limit is strongly favoured, promoting the idea that R is indeed the ‘SM-like’
Higgs particle. In types X and Y, the possibility of realising the wrong sign limit is also

present, however this is in more tension with data than the alignment limit.

Tree-level Leptonic and Semileptonic Decays
Next we begin to consider flavour observables, starting with flavour-changing charged

currents. Integrating out the heavy charged Higgs H*, one finds 2HDM contributions
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myg+ = 1720 GeV,

mpg+ = 2340 GGVA,
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FIGURE 4.2: Contour plots of allowed parameter space in the (tan 3, cos(8 — «)) plane
for each flavour-conserving type of 2HDM. The additional parameters are fixed to their
best fit point of the global fits performed in [41-43]. The contours indicate allowed
parameter space at 1,2, 3,4, 50 confidence level going from darker to lighter.

to two operators in the weak effective Lagrangian:

Os_p = (aPrd)({PLvy), Os4p = (WPrd)((Ppvy), (4.24)
Mym u ¢l mam d ¢l
Cs—p = —#7 Cs4p = %5’46’4, (4.25)
Mg+ M+

for a generic up-type quark u and a generic down-type quark d. These operators then
contribute to charged current processes such as %d — ¢ty or d — ul~ vy as shown in
figure 4.3.

Tree-level leptonic decays are some of the theoretically cleanest processes to calculate
and are typically now determined to a high precision. From QCD, all hadronic physics
affecting these decays is contained within a single parameter, the decay constant fj; for
some meson M. By now, these are well-determined by lattice QCD and typically have
uncertainties ~ 1% [249]. Regarding tree-level semileptonic decays, these are not quite

as theoretically clean as leptonic, however their calculations are mostly well-controlled
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FIGURE 4.3: Diagrams in the 2HDM contributing to leptonic (left) and semileptonic
(right) decays [41].

nowadays. The largest source of uncertainty typically stems from the hadronic physics,
parameterised in a form factor fis, . (¢?) as a function of the dilepton momentum
transfer ¢2. Many studies using both lattice QCD and QCD sum rules have been used to
understand the form factors for many semileptonic processes across the full ¢> range and
precision is once again increasing. Otherwise the most significant uncertainties in both
tree-level leptonic and semileptonic decays stem from the CKM matrix element associ-
ated with the quark content of the meson and the radiative electromagnetic corrections
to the decay. The full list of flavour-changing charged current leptonic and semileptonic
modes included in the analyses is given in table 6 of [41]; the SM predictions are based

on [250-259] and the experimental measurements are listed from [26, 54, 260, 261].

Also included are the tree-level LFU ratios Ry = B(B — DY ri.)/B(B — D)
for £ = e, u. The experimental measurements of R ., have been in tension with the SM
predictions now for some time, currently with a ~ 3.20 excess [26], hinting at possible
BSM physics creating LFU violation. LFU violation in the 2HDM is possible since the
charged Higgs boson couples proportional to the lepton mass m, and is thus different
for the different modes in the ratio. However, the semileptonic b — c¢fr, transition
receives a negative 2HDM contribution compared to the SM in most parameter regions,
therefore decreasing R~y and moving them even further away from experiment. Within
the physical domain of the model, the 2HDM can only worsen the tension of R with
experiment. It was therefore chosen in the later studies [42, 43] to consider a global fit
having removed Rp.) as it was clear that even in a realised 2HDM, these LFU ratios
would still point to further new physics. Examples of the constraints on Rp . for the

type II 2HDM are shown in figure 4.4.

Neutral Meson Mixing
Neutral meson mixing is commonly an important process in new physics studies. The
high precision of measurements and the nature of the loop-level box diagrams mediating

these in the SM and flavour-conserving BSM theories means that the parameters of a
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FIGURE 4.4: Contour plots of the allowed parameter space of the type II 2HDM in the
(tan 8, mg+) plane from the LFU ratios Rp (left) and Rp« (right). The lighter contour
indicates allowed parameter space within 20 confidence, while the darker within 1o.

new physics model can be strongly constrained by considering the new contributions to
e.g. the mass difference of neutral B, mixing, Am, for ¢ = d,s. The operators of the

AB = 2 effective Hamiltonian gaining contributions from the 2HDM are

0V = (@1 PLyb®) @ Pryh?), Oa = (q° PLb®) (@ Prb?),

" (4.26)
Oy’ = (¢* Pr(r)b*)(@° Prr)b°), O5 = (§*PLb?)(3° Prb®).

The 2HDM contributions to the Wilson coefficients of these operators are taken from [231].
Typically the main limitation when considering Am, is the non-perturbative matrix el-
ements of the four-quark operators shown above. While a lot of work has been put
in using both sum rules and lattice QCD simulations to study these matrix elements,
they still remain the primary source of uncertainty in the calculation and further pre-
cision would be welcome for both SM and BSM analyses (see e.g. [195, 262] for recent
overviews). In this work, we use the averages presented in [262], based on the HQET
sum rules evaluations [168, 220, 221] and lattice simulations [217-219]. The perturba-
tive SM corrections are known and implemented to NLO-QCD accuracy [213], and the
experimental measurements are listed from [26]. In particular, neutral meson mixing is
sensitive to the inclusion of new heavy mediator particles such as the charged Higgs,

see figure 4.5. In the flavour-conserving 2HDMs, neutral meson mixing requires that

W

FiGure 4.5: Examples of box diagrams in the 2HDM contributing to By and By
meson mixing [41].
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the charged Higgs mass is not too small and also imposes upper and lower bounds on
the value of tan 8. However, the larger theory uncertainties here mean that the bounds
from neutral meson mixing on the flavour-conserving 2HDMs (where the contributions
are by default already suppressed to loop level) are not as constraining as those from
other observables. The constraints found for types I/X and II/Y are shown in figure 4.6.
One can see that types I/X and II/Y result in identical constraints from Amyg; this is
explained by considering the £4 couplings in table 4.2, where types I/X and I1/Y differ
only in the lepton coupling which does not enter into this process. A further reduction of
the theory uncertainties in the future could however make neutral meson mixing crucial

in constraining new physics such as flavour-conserving 2HDMs.
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FIGURE 4.6: Contour plots of allowed 2HDM parameter space in the (tan 8, mg+)
plane from the mass differences Am, in neutral B meson mixing for the types I/X
(left) and II/Y (right). The lighter contour indicates the allowed parameter space at
20 confidence level while the darker corresponds to lo.

Flavour-Changing Neutral Currents: b — sy and b — /™ ¢~
Next we turn to FCNC processes which are induced beyond tree level. Specifically, we

consider b — ¢¢/*¢~ and b — sy decays which gain contributions via the operators

() _ €My () _ 9s™Mb a0

07 = 167‘(’2 (qgu PR(L)b)F,ul/a 08 = 167‘(2 (qa“ PR(L)T b)G,uw

00 = @ P (), O = @ P (P, (421)
9 1672 LTt L(R) J 10 = g2\ 4 Int L(R) ’
O__ ¢ . 7 O_ ¢ . ;

05 = 1 (@PLmb)(20), Op' = 152 (@PLm)b) (r50)-

The 2HDM contributions to the Wilson coefficients of these operators are taken from [231].
The radiative decay B — X7 has historically always been an important observable in
the 2HDM, see e.g. [263]. The SM prediction is based on [263-265], and the experimen-
tal average from [26] is based on [266-268]. Affected by the operators O7 and Og, the

2HDM contributions lead to a clear lower bound on the mass of the charged Higgs in
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FIGURE 4.7: One-loop 2HDM contribution to the b — sy radiative decay [41].
types 11/Y:
my+ 2 790 GeV at 20. (4.28)

The strong lower bound found for types II/Y, and the lack of this bound in types I/X is

shown in figure 4.8. Similarly to the case of Am,g, the lepton couplings do not enter the
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FIGURE 4.8: Contour plots of allowed 2HDM parameter space in the (tan 8, mg+)
plane from the radiative decay B — X for the types I/X (left) and II/Y (right). The
lighter contour indicates the allowed parameter space at 20 confidence level while the
darker corresponds to lo.

2HDM contributions to B — Xy and so types I/X and II/Y have identical constraints.

Next we consider the FCNC-mediated leptonic decays Bgs — ptp~. These are par-
ticularly sensitive to new scalar contributions from BSM theories, and are therefore
well-suited to testing the 2HDM. Further motivation to use these processes is the sig-
nificant progress made in the last few years to improve the experimental measurements
for these challenging and rare decays, having some of the smallest branching ratios ever

extracted by experiment:

BM(By — ptp™) = (3.5540.10) x 1072, B™M(By — pFu™) = (0.98 +0.04) x 10719,

B (B, — ptpm) = (2.93+0.35) x 1077, B¥*P(B; — puTp™) = (0.56 £0.70) x 1071,
(4.29)



Chapter 4 Indirect Searches for New Physics 70

We use the experimental combinations [269] and recent ATLAS, CMS, and LHCb re-
sults [189-194]. The SM prediction is based on a perturbative element [270-272] and a

non-perturbative determination of the decay constants, see e.g. [273-275]. When con-

q Ht ¢ q HT ¢

R ——— . ———e e - - - - == . —

FIGURE 4.9: Examples of penguin and box diagrams in the 2HDM contributing to
b — (T~ transitions [41].

sidering these decays, the operators (9(3, Og), (95;) gain contributions from the 2HDM,
however instead of only tan 8 and m g+ which have affected the flavour decays consid-
ered so far, the Wilson coefficients of these operators also now introduce dependence
on the rest of the 2HDM parameters: cos(8 — «), mgo, m4o. To consider a 2D fit to
Bjs — pp~ in the (tan 5, my+) plane, we therefore choose to fix the additional 2HDM
parameters as cos( — «) = 0 since the alignment limit is favoured in global fits (see
e.g. figure 4.2) and mpyo = m 0 = my+ which is justified by the theoretical constraints
(see e.g. figure 4.1). Similarly to B — X7, types II and Y share similar constraints
from By — ptp~ as do types I and X; this is explained in this case by the fact that
the lepton pair couples to the neutral scalars of the 2HDM, which in the alignment limit
is the same for all types. Although not as strong as from B — X,v, types Il and Y
again find a clear lower bound for my+ from By, — p*p~ as well as a clear correlation
between m g+ and the allowed range for tan 3. The lower bound in types II and Y from
Bgs — ptp” is

myg+ 2 300GeV at 20. (4.30)

Within the physical domain of 2HDM parameters, no clearly defined constraints are

found for types I and X.

We also include semileptonic b — s¢T¢~ processes, such as binned branching ratios,
angular distributions, asymmetries, etc. For a full list of observables included, see table

7 of [41]; the experimental measurements are listed from [269, 276-290]. Note that
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FIGURE 4.10: Contour plots of allowed 2HDM parameter space in the (tan 8, mg+)
plane from By s — ptp~ for the types I/X (left) and II/Y (right). The lighter contour
indicates the allowed parameter space at 20 confidence level while the darker corre-
sponds to lo.

some of these observables exhibit tension with the Standard Model; in fact, these are
collectively known as the flavour anomalies and are commonly the topic of detailed
analyses, see e.g. [253, 269, 291-305]. Like the tree-level semileptonic decays, these
can suffer from large uncertainties in their hadronic form factors, which, in particular
for vector final states, are typically less well-determined than the tree-level equivalents.
These are also more challenging in ¢ ranges resonant with c¢ states where long-distance

hadronic effects coming from ‘charm loops’ coupling to the lepton pair appear [291].

For all FCNC b — ¢#¢ processes, we can combine these in their own global fit, yielding
the results presented in table 4.3. All operators listed in equation (4.27) enter these pro-
cesses with 2HDM contributions, and thus all five 2HDM parameters again enter. When
considering the standard (tan 3, mp+) plane therefore, the additional 2HDM parameters
mpo, M g0, cos(S — ) are set to the b — ¢ff best fit point, as seen in figure 4.11. The
exact lower bound on my+ is not as strict as in the single plot for each type, since vary-
ing the additional parameters introduces more freedom. What is of note here however
is that one can see an upper bound on the charged Higgs mass appear. This is intro-
duced by the observables deviating from the SM predictions such that the decoupling
mp+ — oo limit (which would recover the SM predictions) is no longer favoured, as has

been the case for most processes considered so far.

At the time of analysis, there still existed a significant tension in the SM for the LFU
ratios Ry(-) = B(B — K®utu~)/B(B — K®ete™) [306], which are calculated in bins
of squared dilepton invariant mass ¢?>. These ratios are theoretically very clean, since
almost all hadronic physics cancels out in the ratios and also the electromagnetic correc-
tions are found to be tiny [307]. These ratios therefore serve well in BSM analyses since

the theoretical calculation does not suffer from complications that can interfere with
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Contour plots of allowed 2HDM parameter space in the (tan 8, mg+)

plane from all b — s¢T¢~ transitions for each flavour-conserving type. The additional
2HDM parameters are fixed to their best fit point of the global fits performed in [41-43]
and shown in table 4.3. The darker contour indicates allowed parameter space at 1o

confidence level and the lighter at 20.

possible new physics. It was found however that the 2HDM struggled to accommodate
the 10 bins of Ry (.) considered at the time [282, 308-311], always finding best fit scenar-
ios poorer than in the SM. Therefore the approach was taken to consider global fits both

with and without Ry (.) since (as with the tree-level R ) LFU ratios) even in a realised

2HDM, the data suggests further new physics would be required to accommodate these

observables. The situation is actually much improved now since the measurements of

Ry(+) were updated and now agree nicely with the SM predictions [32, 33]. For the

analysis here, this essentially equates to the global fit scenarios neglecting Ry («) since in

most of the parameter region considered these ratios gained only tiny corrections from

the 2HDM and remained close to their Standard Model predictions, meaning now close

to the measurements as well.
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Global Fits

Next we consider the global fits to all observables in each flavour-conserving type of
2HDM. As well as the Higgs signal strengths and flavour observables mentioned so far,
we also include the electroweak precision observables S, T, and U in the global fits; the
observables considered are summarised in tables 4, 5, 6, 7, and 8 of [41]. For each type,
a global fit to all observables (excluding the LFU ratios as discussed in the text) is
performed in the frequentist picture, the best fit point for the five 2HDM parameters
tan 8, my+, mpyo, m 4o, cos(f —«) is found, and the quality of its fit assessed. The best

fit points of the global fits for each type to all observables and also to only the b — sf¢

observables are shown in table 4.3.

Scenario +# Best-fit point X?nin p-value
Observables {tan 8, myg+, mgo, m 40, cos(f — a)}
Type I global 263 {80,1720 GeV, 1770 GeV, 1770 GeV, —0.003} 281 | 15.5%
Type I b — sl 192 {35,1020 GeV, 960 GeV, 970 GeV, —0.002} 234 1.1%
Type II global 265 {4.3,2340 GeV, 2380 GeV, 2390 GeV, 0.009} 295 6.6%
Type I1 b — st/ 192 {4.0,820 GeV, 690 GeV, 690 GeV, 0.0003} 238 0.7%
Type X global 263 {320, 1540 GeV, 1480 GeV, 1490 GeV,8 x 107°} | 279 | 17.6%
Type X b — st/ 192 {320, 1240 GeV, 1290 GeV, 1190 GeV, 0.0007 } 233 1.3%
Type Y global 263 {320, 1270 GeV, 1240 GeV, 1150 GeV, 1 x 1074} | 284 | 12.8%
Type Y b — st/ 192 {15,460 GeV, 760 GeV, 230 GeV, 5 x 10~°} 237 0.8%

TABLE 4.3: Best fit points of 2HDM parameter fits using the constraints from theory
to inform the physical parameter values.

The results of the fits in the (tan 3, mg+) plane, fixing the additional parameters to their
best fit points, are shown in figure 4.12. By further varying the fixed parameters within
their allowed phenomenological and theoretical bounds, we find the allowed regions for

the 2HDM parameters; these regions are presented in table 4.4 at 20 confidence level.

mpy+ [TeV] | cos(8 — ) tan 3
Type I [0.1,10] [—0.14,0.14] | [0.55%,320)
Type IT | [0.86,10] | [—0.04,0.04] | [0.32%,50%)
- ]
- ]

Type X | [0.13,10] 0.05,0.10] | [0.38%,320)
Type Y | [0.74,3.61] | [-0.01,0.04] | [110,320)

TABLE 4.4: Regions of allowed 2HDM parameters [43]. We consider the 20 regions
from the global fit (excluding LFU observables R(K ), R(D™*))) for each type, and
also do not exceed the region of mg+ € [0.1,10] TeV in order to not conflict with
direct search limits [312] or approach the decoupling limit. The additional neutral
Higgs masses are constrained from the charged Higgs mass as found in [41] (Table 1).
* indicates quantities which are not general, but depend on my+; we show values for
mpy+ = 10 TeV where the allowed regions are at their maximum.
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FIGURE 4.12: Contour plots of allowed parameter space in the (tan /3, my+) plane for
each flavour-conserving type of 2HDM. The additional parameters are fixed to their best
fit point of the global fits performed in [41-43] and shown in table 4.3. The contours
indicate allowed parameter space at 1,2, 3,4, 50 confidence level going from darker to
lighter.

Anomalous Magnetic Moment of the Muon

Another observable typically of interest in BSM analyses is the anomalous magnetic
moment of the muon, a,. This has had a long-standing tension between experiment
and the SM since the original BNL experiment [313] which was recently confirmed by
FNAL [314]. This has been a strong motivation to consider new physics signals since
the quantum loop nature of a, means it can be sensitive to new heavy mediators in
these loops and many new physics models have been tested over the years in attempts
to resolve the tension with experiment, see e.g. [315]. Examples of the contributions in
the 2HDM are shown in figure 4.13.

While a great deal of machinery has been implemented over many years to calculate
the perturbative contributions to a, at five-loop order in QED, the dominant source of
uncertainty in the calculation lies in the hadronic contributions, namely the hadronic
vacuum polarisation (HVP) and hadronic light-by-light scattering (HLbL). Two separate

methods are typically used to calculate these hadronic contributions: the data-driven
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FiGure 4.13: Examples of LO and NLO diagrams in the 2HDM contributing to
a, [41, 316, 317).

R-ratio method taking experimental input of o(e*e™ — hadrons), and lattice QCD sim-
ulations. At the time of analysis, the SM prediction from the Theory Initiative White
Paper using the data-driven approach yielded a 4.20 discrepancy with experiment [318].
Although lattice QCD simulations had estimated the hadronic contributions to a, previ-
ously [319-328], the spread between the results was large and the uncertainties of these
calculations were also larger than the data-driven alternative such that any deviations
they may have suggested from the data-driven approach were not taken to be signifi-
cant. However, the BMW collaboration in 2020 released a new lattice calculation with
uncertainties competitive with the data-driven approach for the first time [329]. Of note
in this calculation was a significant shift from the data-driven approach, reporting only
a 1.60 tension with experiment. While this is the only complete lattice calculation to
date with this increased precision, other lattice collaborations are now reporting similar
results in the ‘intermediate window’ for HVP [327], suggesting that these could align
more closely with the BMW result when they complete the full calculation as well [330—
333]. Very recently, the BMW collaboration released an update to their 2020 result with

even higher precision, reducing the difference from experiment to only 0.90 [334].

In the original analysis it was chosen to comment on both the White Paper and BMW
predictions as separate scenarios. Neither a, scenario however was considered in the
global fits, anticipating further clarification in the future. It was found that within
the perturbative regime of the 2HDM, the contributions to a, were tiny and there-
fore strongly disfavoured using the White Paper SM prediction which expected large
BSM contributions, whereas using the BMW prediction which anticipated only small

deviations from the SM allowed the relevant parameter space within 2¢0. For future
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BSM analyses, the community eagerly awaits further high-precision lattice calculations

to hopefully settle the tension between the SM predictions.

4.2.2 Models without Z; symmetry

While 2HDMs with a Zy symmetry can be found appealing because they forbid FCNCs
at tree-level, the features of a general 2HDM without this additional symmetry can also
be interesting to study. In particular, by allowing both Higgs doublets to couple to all
fermions, the Yukawa structure of the type III 2HDM no longer replicates that of the
SM, and can lead to enhanced couplings between the fermions and the neutral Higgses

of the model.

In section 4.2.1 above, we discussed the FCNC leptonic decays Bgs — p'p~ as some

of the smallest branching ratios measured by experiment. The small size of these de-
2

This suppression is therefore even stronger for the electron channels By — ete™; Whilfe
B™M(B, — ptu~) = (3.55 4 0.10) x 1079, the equivalent channel with electrons has
BM(B, — eTe™) = (8.30 + 0.36) x 107, This tiny branching ratio, if accurate, is
still orders of magnitude below the experimental upper bounds set by the LHCb exper-
iment [335] of

cays’ branching ratios stems from helicity suppression by being proportional to m

B(Bs —eTe™) < 9.4 x 1077, (4.31)

With such a large separation between the experimental limit and the SM prediction,
any clear observation of this channel by experiment in the near-future would be a clear
indication of new physics. In [336], it was shown model-independently how the branching
ratio of By — ete™ could be enhanced from the SM value to an observable level by
the presence of new pseudoscalar interactions. To achieve this effect however requires
that the new pseudoscalar coupling is not proportional to the electron mass m.. This
therefore excludes models such as the flavour-conserving 2HDMs where the Yukawa
coupling is directly proportional to the fermion mass. However, it was shown in [44]
for the first time how a general type III 2HDM allows the possibility of enhancing

B, — eTe™ in a specific new physics model.

In the type III 2HDM, one has some freedom to choose the structure of the Yukawa
sector, and a scenario can be arranged where the Yukawa coupling to the electron is
suitably enhanced in order to make Bs — eTe™ experimentally accessible. The Yukawa

matrix for charged leptons in this type III 2HDM is close to flavour diagonal and can
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be expressed as

Yee € €
Vi=| e yuu € |, (4.32)
€ € Yo

where € < y;;. Suppressing the off-diagonal elements e is favourable in order to avoid
lepton flavour violating processes, such as p — ey [337]. Since we are mostly interested
in enhancing the electron coupling, we assume y,,, < Yee and € < y,-. We can similarly

express the Yukawa matrix for the down-type quarks as

Ydd € €
Yd = € Yss ybs/2 9 (433)
€ /2  Unb

where again € < y;;. Here we suppress some off-diagonal elements in order to e.g. avoid
the strong bounds on FCNCs from neutral kaon mixing [54], however we keep the entry
yps such that the quark current of B, — ete™ can be coupled to the scalar H° and
pseudoscalar A%, thus giving a tree-level contribution to this process, seen in figure 4.14.
Similar Yukawa structures, without keeping the off-diagonal elements symmetric, have
been studied in [338, 339]. The 2HDM Wilson coefficients of the operators (’)(,7)]3 impact-

FIGURE 4.14: Tree-level FCNC diagrams for B, — ¢*¢~ and neutral B, meson mixing
induced in the general type 11T 2HDM [44].

ing By, — eTe™ are

YbsYee \/577 ’
5 m2, <mbGFthVt§Oé>’ s 5
3 (4.34)
YbsYee 27 /
r m2, (mbGFthVtﬁa) »r F

Since B(Bs — eTe™) actually depends on differences ACs = Cg — C% and ACp =
Cp — O, one can see that the CP-even scalar H 0 does not contribute to the branching

ratio, however the CP-odd scalar AY does.

The type III 2HDM with such couplings can even be embedded in a UV theory of quark-
lepton unification as further motivation and validation for testing such a scenario. The
idea of quark-lepton unification was first proposed by Pati and Salam [340] where SM

quarks and leptons belong to the same multiplet and this remains a well-motivated and
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popular scenario on which to base BSM theories. However, the original theory relates the
top-quark Yukawa coupling to the neutrino coupling, which then requires the associated
energy scale to be very high (~ 101 GeV) via the seesaw mechanism [341-344]. Instead,
here and in [44], a low energy limit of the original Pati-Salam theory, proposed in [345],
is considered in which the neutrino mass arises from the inverse seesaw mechanism and

the required energy scale of the theory can be much lower.

As seen in figure 4.14, allowing the off-diagonal Yukawa coupling s introduces tree-level
FCNCs between b and s quarks. This not only allows the decay Bs — eTe™ to proceed
at tree level, but also induces 2HDM contributions to the mass difference A M in neutral
B, — B, mixing at tree level. This will impose strict bounds on the size of the coupling
Yps since these 2HDM contributions are not loop-suppressed and can in principle be very
sizeable compared to the SM contributions while the difference between experiment and
the SM prediction is not so large. These bounds will also be correlated with the Higgs
masses Mo, m4o0; larger Higgs masses will further suppress the Wilson coefficients such
that the coupling y;s can be larger.

Similarly, this allows semileptonic b — seTe™ decays to proceed at tree level also. These
processes have the same new contributions to operators (’)(/7)]3 as By — eTe™ from equa-
tion (4.34), and thus depend on the combined coupling ypsyee and the Higgs masses
mpo, myo. The b — sete™ observables considered are listed in table 1 of [44], us-
ing [286, 346-348]. Note that the LFU ratios R (.) would also be modified in this model
and could have been included in our fits, however these do not change the conclusions of
the study significantly and it was decided that a new physics treatment of Ry (., without
properly developing also the muon sector of the model would be inaccurate.
Furthermore, since By — e*e™ depends on the combined coupling ¥ps¥yee, the bounds on
yps found from neutral By — B, mixing can be correlated with bounds on the y,. coupling
from the measurement of the cross-section of ete™ — eTe™ by the LEP collaboration.
The constraints on the four-electron axial-vector interaction [349] can be translated into

bounds on the scalar and pseudoscalar interactions, finding

2 2
Yee Yee 1 MA0=MgH0  Yee 1
< == < . 4.35
m3 * m?,  (4TeV)? mgo  5.7TeV (4.35)

The allowed parameter space in the (Ypsyee,m40) plane from all phenomenological
constraints is shown in figure 4.15, where we consider two scenarios: first the limit
m o = mpo and second allowing the maximum freedom between m 40 and mgo from
the theoretical constraints of the model. The blue shaded regions indicated the space
allowed by the semileptonic b — sete™ decays at 1o and 20 confidence levels, while
the green region is the combined LEP and AM; constraints at 20 confidence level.

The black lines correspond to contours of constant enhancement factor B2HPM (B, —
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FIGURE 4.15: Allowed parameter space for the combined coupling ypsye. and the
mass of the pseudoscalar Higgs m 40; in the limit of m40o = mpyo (left) and allowing
m o and myo to differ within the theoretical constraints of the model (right). The
contours in dark and light blue represent allowed space within 1o and 20 confidence
levels respectively. The black lines represent contours of enhancement for the ratio
BPHPM(B s ete™)/BSM(B, — ete™). The red dashed line indicates the enhancement
(105) needed to saturate current experiment bounds [44].

ete™)/BM(B, — eTe™); one can see that an enhancement factor as large as ~ 10° is
allowed by all constraints. In fact, the current experimental bounds corresponds to an
enhancement of 10° above the SM (marked on the figures with a red dashed line) which
can therefore even be saturated by the allowed enhancements of the type III 2HDM

considered here.

4.2.3 Improvements Needed for Future Analysis

A recurring factor in this section has been that while many observables are calculated
to a high precision in the SM, further control of their uncertainties is to be welcomed
for making statements both about the compatibility of the SM with experiment and the
suitability of new physics models. While the hadronic physics in the simplest processes
such as leptonic decays is well-controlled these days, increased precision in these non-
perturbative contributions to more complex decays, such as semileptonic decays and
neutral meson mixing, is required in order to have full control over their uncertainties
and increase their power in the search for new physics. In the following chapters, we
will turn our focus to the calculation of these non-perturbative hadronic contributions
with increased precision in order to improve future SM and BSM analyses using these

processes.
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Non-Perturbative Methods for
Hadronic Physics

In this chapter we will introduce some common methods used for calculating the effects
of hadronic physics in QCD. As discussed in section 2.3.2, the QCD coupling «y is
large at low energies. This leads to the phenomenon of confinement where strongly-
interacting particles cannot overcome the strong coupling and the degrees of freedom
in QCD are better described by the hadronic bound states formed by the individual
quarks and gluons. In this regime, the ‘standard’ method of perturbation theory (where
one calculates diagrams progressively as a Taylor expansion in the coupling constant)
breaks down and we require new, non-perturbative methods in order to make meaningful

predictions.

In section 5.1 we will introduce lattice QCD, a framework of calculating hadronic observ-
ables numerically by discretising spacetime on a finite 4-dimensional grid and simulating
on large computer systems. The alternative method of QCD sum rules is then discussed
in section 5.2, which allows for an analytical evaluation of hadronic observables combin-
ing perturbative QCD and vacuum condensate contributions (or light-cone distribution
amplitudes). Other non-perturbative methods also exist, although not covered here in
any further detail. These include AdS/CFT approaches [350] and effective field theories
such as HQET and chiral perturbation theory.

We will find that all methods are powerful tools for calculating hadronic observables and
are oftentimes complimentary to one another where, for example, regions of phase space
difficult to access for one method are simpler in another. In the case where a hadronic
observable is accessible to multiple methods, this provides a useful, independent cross-

check to validate that two separate methods converge and agree when expected.

80
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5.1 Lattice Quantum Chromodynamics

We now present a basic introduction to the important features of lattice QCD, first
outlined by Wilson in 1974 [40]. Starting with a basic outline, we then discuss how
to discretise the QCD Lagrangian (the gauge fields in particular) in section 5.1.1. We
will take a moment to describe how the path integral formulation of QFT can be solved
stochastically on Euclidean lattices using Monte Carlo methods in section 5.1.2 before
returning to the problems encountered when discretising fermions in section 5.1.3 and
how these are circumvented. We briefly outline how a real physical scale can be asso-
ciated with lattice simulations in section 5.1.4. We will then discuss how correlation
functions of fermion currents are formed and what information can be extracted from
these in section 5.1.5. Finally, we stress the challenges of simulating heavy charm and
bottom quarks on the lattice in section 5.1.6 and conclude with a summary of the sta-
tistical and systematic errors associated with a lattice calculation in section 5.1.7. This
section stands as an introduction to the topic of lattice QCD, where the knowledge pre-
sented here has been collected from [351-353] (and references within), discussions with

colleagues, and further lectures and schools attended.

Typically, other methods for non-perturbative predictions such as effective field theories
are based on model-dependent assumptions and/or are only valid in certain ranges of
e.g. phase space. Lattice QCD is an ab initio framework providing predictions directly
from the QCD Lagrangian, where all uncertainties are systematically improvable through
improved computer algorithms, understanding of the discrete field theory, and increased
computer power and resources. This is a first-principles method which has a well-defined
trajectory to continuum QCD starting from the path integral formulation of quantum
field theory, without additional assumptions and approximations which are required by

other methods.

In the path integral formalism in Minkowski space, the n-point correlation function is

given by

(O1...0,) = ;/D[A,¢,¢]ol ... Onexp (iS[A, ¥, ) . (5.1)

for gauge fields A and fermion fields ¢, and the action S. The partition function Z is
given by

Z = /D[A,w,@ﬁ] exp (iS[A, ¥, ¢]) , (5.2)
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and the path integral measure D[A, 1, ] by

DIA, ¢, 9] = [ [ dA(F, t) dp(Z,t) dip(&, 1). (5.3)

The integrand in equation (5.1) depends on exp (iS [A,¢,’l/_}]) where the action S is
real'. However, integrands of the form e’ are numerically unstable since this exhibits
oscillatory behaviour and there are many cancellations between the ‘peaks’ and ‘troughs’
of these oscillations in the contributions to the sum. Omne can avoid this problem by
performing a Wick rotation [354] from Minkowski spacetime to Euclidean spacetime [40,
94], which is done by simultaneously rotating all time arguments ¢ — —i7; this rotation

is shown in figure 5.1. The Euclidean n-point correlation function is then given by

Imag

T1 T2 T3

>

Rveal

.

tq

to

t3

FIGURE 5.1: Wick rotation from imaginary (Minkowski) to real (Euclidean) time.

(0.0 = ZlE /D[A,¢,zz]ol .. O exp (—Sg[A,$,7]), (5.4)

where the subscript F indicates quantities in Euclidean spacetime, and importantly Sg
is both real and positive. Formally, equation (5.4) is infinite-dimensional and thus per-
forming this integral in continuous and infinite spacetime is ill-defined. We will overcome
this by placing the theory on a finite lattice, where the number of degrees of freedom
is still large, but now finite and the path integral can be numerically estimated. Fur-
thermore, now in Euclidean spacetime, the factor exp (—S BlA, 1, @]) can be interpreted
as a Boltzmann weight. Now for any Euclidean n-point function (O; ... O, ), one can
numerically estimate this in a statistical framework based on the Boltzmann weight.
This will allow for Markov Chain Monte Carlo (MCMC) simulations of QCD to sample

1Strong CP violation is not typically included in lattice simulations.
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the phase space and estimate the integral numerically, i.e.

1 1
(O1...On)p ~ Z OUi]... O,[U;] + O (W) , (5.5)
for N ‘gauge field configurations’ U;[A,,1] which have probability proportional to
the Boltzmann weight exp (—Sg[U;]). A collection of N gauge field configurations U;

prepared for the estimation of expectation values is called a lattice ensemble.

We define the finite lattice used to reduce the dimensionality of the integral by its lattice
spacing a” and the 4-dimensional length L,/a. 1t is common for the spatial volume to
be cubical, L, = L, = L, = L, such that the 3D spatial volume V3 = L? and to make
the time extent T larger (commonly T' = 2L); the 4D volume is then Vj = L3 x T.
Note that the lattice spacing a is a dimensional quantity and not a parameter of the
discretised theory. Its value in physical units is derived from the dynamics of the lattice.

The lattice can be described by a set of coordinates defining the sites of the lattice,
A ={zx, =any,, forn,=0,1,...,L, —1and p==x,y,2,t}. (5.6)

A sketch of a 2-dimensional lattice is given in figure 5.2. In the discrete theory, partial

T/a
u u u u u u | | "
u u u u u u | | |
Y(x + afr)
[ [ [ [ [ m (L/a
TU//(I)
u I u u u | | |
I ()
a
u u u u u u | | mY
a

FIGURE 5.2: Sketch of a 2D lattice with L/a x T'/a lattice sites and lattice spacing a.

Fermion fields ¢(z), ¢ (z) live on the lattice sites and the gauge links U, (x) describe
the paths between nearest-neighbour sites.

2In principle the lattice spacing can be defined separately in the spatial and temporal directions, i.e.
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derivates are replaced by finite differences, i.e.

0 = = ((a +af) — Y(2)),
O = (0lw) ~ b(ax — ai) (57)
S0+ 000 = o (W +at) — ¥(x — af) = Aub(a),
where /i is the unit vector in the g direction on the lattice and from here on we will

assume use of the symmetric derivative A, unless otherwise stated. Spacetime integrals

are also replaced by sums, i.e.
[da@ = at Y sa), (58)
xEA

and the measure D is taken over the lattice sites. Now only a discrete set of variables is
to be integrated over a finite volume and the path integral is finite dimensional. Note
that going from infinite spacetime to a finite volume requires that we choose boundary

conditions (BCs) for our box; most commonly used are periodic BCs.

Discretising spacetime with a non-zero lattice spacing a introduces a cut-off in momentum-

space. For periodic BCs, we can perform the Fourier transform

d(p) =) a'e Py(x) (5.9)

TEN

such that the 1[}(17) are also periodic in momentum-space, i.e.

27
Pp = pp+ ;, (5.10)

and are discretised as

2w 1
puzzf’;, for I, = 0,1,..., L, — 1. (5.11)

Now one sees that the momenta are restricted to the first Brillouin zone:

7r 0
— <pu < . (5.12)
Applying the inverse Fourier transform
1 o
Iy
we find the UV cut-off
T
[pul < — (5.14)
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Thus, QCD on the lattice is automatically regularised since the inverse of the lattice
spacing acts as a cut-off and a UV regulator. Furthermore, the finite volume restricts
momentum modes to be quantised and therefore introduces an infrared (IR) regulator.
All functional integrals are now both regularised and finite. Real, continuous physics
in infinite spacetime is then recovered in the limit of infinite volume (L,T — oco) and

1

where the cut-off is taken to infinity a™ — oo, i.e. a — 0. Typically the continuum

limit a — 0 is non-trivial and understanding how to safely and appropriately take this

limit is a critical component of extracting hadronic observables correctly.

5.1.1 Discretising the QCD Lagrangian

Starting with the QCD Lagrangian written in equation (2.30), we can write the regular
QCD action (S = [ d*z L) as

Soen = / o —%Gﬁy(x)Ga”"(fﬁ) + zf:wf,a(fc)(il%ﬁ — mydap)¥ys(x) (5.15)

= SG[A] + SF[Aa ¢f7 &f}a
where we separate the action into the pure gauge action S and the fermion action Sg.

Next, we must require that the gauge transformations ensuring gauge invariance in the
continuum theory also hold in the discretised theory. We start by choosing an element

of the SU(3) group () at each lattice site . The fermion fields will then transform as
(5.16)

This will not however remain gauge invariant due to the discretised kinetic term @Z_w“D,ﬂb,

which will introduce terms with fields at different sites, e.g.

V(@)e(e + ap) = (@) @)z + )i (x + ). (517)
To maintain gauge invariance, we introduce a new quantity U, (r) which transforms as
Uu(z) = U, (2) = Q2)U, ()2 (z + ajd). (5.18)

This is the link variable which describes the path connecting the lattice site = to x + afi
where fi is the unit vector in the p € {x,y, z,t} direction; see figure 5.2. Now the terms
which would previously break gauge invariance such as 1 (2)U,(z)(x + ajt) are gauge

invariant. We can relate the link variables U,(x) to the discretised Lie algebra-valued
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gauge fields Af () as
Uy(x) = exp {igsa A, (x)T, } (5.19)

for T* the gauge group generators and gs the bare coupling constant. In the discretised
theory, we treat these Lie algebra-valued fields AZ(Q?) as the fundamental degrees of
freedom. From here, we can properly define the discretised fermion action S, replacing
the integral in equation (5.15) with a sum over all lattice sites. Assuming only one

fermion flavour to remove the additional sum for now,

Sp(U ¢, 9] =a* > ha(@)Dap(, y)ts(y)

T,yEN
AN T P P
—t S Gale) (ZW,MU“(””W’B(“““’ Uslz = aibpls ““Hmwﬁ(x)),
TEA I

(5.20)
where Einstein summation convention is not used, the Euclidean gamma matrices are
used (see appendix A.2), and note that in Euclidean space upper and lower indices are
equivalent. In equation (5.20), we used the Dirac operator connecting lattice sites x and
y defined as

U(2)0z4ay — U—p()0z—ap,
D(x,9)as = > Vuop W) 0y 5o n(2)0s—aey + M0y, (5.21)

I

where we suppress colour indices, and define
U_u(z) = Ujl(x — afi). (5.22)

This is defined such that each lattice site only stores the link variables in the positive
1 directions; other conventions are possible, but less common. We will find that the
above Dirac operator is not unique and only the naive choice — it it thus called the
naive Dirac operator. We will see in section 5.1.3 that the naive Dirac operator actually
leads to 16 doublers instead of a single fermion, and so we look to other formulations
of the Dirac operator without these unwanted doublers. As long as our choice correctly
reduces to equation (5.15) in the continuum limit a — 0, we are free to choose different
formulations in the discretised theory, and in fact, different formulations can approach

the continuum differently with different advantages in the discrete setup.

We now turn to the pure gauge sector of the QCD action, Sg. After defining the link
variables U, (z), it is clear that the discretised version of S should be constructed from
these link variables; as mentioned above for the fermion action, we are also free to choose
how we define QCD on the lattice so long as it reduces to the correct continuum action
and is gauge invariant. Recall that the link variables U,(x) define the path from lattice

site « to = + aji for the unit vector i in direction p € {x,y,z,t}. To define a gauge
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invariant gauge action, we can make use of the gauge transformation rules for U, (x).

Extending equation (5.18) along multiple links, e.g. for two link variables

U (2)U,(x + aft) = Q(x)U,(2)Q (z 4+ ap) Uz + ap)U, (x + apt) QT (x + afi + ab)
— Qz)U,(2)U, (x + apt) QT (x + afi + ab),
(5.23)
one can see that the intermediate 2 all cancel and only the first 2 on the left and last
QF on the right remain. From this, it can be seen that if one draws out a closed path on

the lattice, e.g.
Q@)U (2)U, (x + aft) ... U_,(x + ad)U,(x — ap) Q' (), (5.24)

that the trace of this closed loop will be gauge invariant due to cyclicity. These are
known as Wilson loops [40]. It is then possible to construct a gauge-invariant action for
the gauge sector of lattice QCD using traces of these Wilson loops.

The smallest Wilson loop on the lattice is the plaquette (shown in figure 5.3(a)), defined

Pu(z) =Uu(z)U,(x + a,&)Ulj(x + ad)Ul (x). (5.25)
From this, the Wilson (plaquette) gauge action [40] can be defined as

2
Sw =35> Re[Tr(l - P (x))]. (5.26)
9s TzEN p<v
By replacing the link variables with the gauge fields A,, and performing a Taylor expan-

sion, one can see how this replicates the continuum action, i.e.
Sy = 25 DY (G ()G () + O(a?), (5.27)
s v

so the continuum action is replicated by the lattice Wilson action, up to order a? dis-
cretisation effects. This is therefore a perfectly valid lattice description of the gauge
action, although the understanding of the additional discretisation effects at non-zero
lattice spacing is important to understand how to appropriately take the continuum

limit and recover the QCD gauge action.

Other choices of lattice gauge action may be preferred to obtain e.g. improved discreti-
sation effects. Other lattice gauge actions are typically derived from modifying the
Wilson action and adding additional terms based on more complex Wilson loops than
the plaquette. There exists a procedure to systematically improve the discretisation
errors from a lattice action by cancelling the error terms for lower powers of a — the

Symanzik improvement program [355-357]. Examples of gauge observables added to
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actions in the Symanzik improvement program are shown in figure 5.3. An example
of a commonly-used improved gauge action is the tree-level improved Symanzik ac-
tion [358, 359]. Another improved gauge action which is used in the lattice ensembles
considered in this thesis is the Iwasaki gauge action [360, 361], which is based on the

idea of renormalisation group transformations, and reads

Sy = B [(1 —8¢1) Z Tr(plaquette loop) + ¢1 Z Tr(rectangle loop)} ,

. (5.28)

with ¢; = —0.331 from perturbation theory [362]. The Iwasaki gauge action is cho-
sen because it has an O(a2)—improved discretisation error, and allows for a small Mmyeg
parameter in the Domain-Wall fermion action (to be discussed below) favoured by the
RBC/UKQCD collaboration who generated the ensembles considered here [363-366].

(,';(.1’ F 2aD)
<41
A
Ul(z + ad) U,(z + afi + av)
(»‘7 (r 4 av) Y
[ ] n
A
Ul(z) U, (z + ajr) Ul(x) Uy, (z + afi)
x
v, T v, Ttl—pH
L Un(x) L Uu(x)
1 1
(a) ‘plaquette’ Wilson loop (b) ‘rectangle’ Wilson loop
lf/'i/'(.’lf +ab) l/‘, (z + av + ap)
Ul(z —ap+av) Ul(z + ap)
Uy (z + aft) n U, (2 + aji + ap)
Ul(x) ] |

U,(x + aji)
LP , S Uyl t)
M Up(x)

i [t
(¢) ‘chair’ Wilson loop (d) ‘3D’ Wilson loop

Ficure 5.3: Examples of four different Wilson loops used in the definition of various
gauge actions, defined starting from lattice site = and directions p,v, p € {z,y, z,t}.

5.1.2 Monte Carlo Integration

We have already mentioned that discretising our path integral and Wick rotating to
Fuclidean space will allow for numerical evaluations of the integral via Monte Carlo

methods. Here we give a brief introduction to Monte Carlo integration with Markov
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Chains. In equation (5.5), we replaced the exact definition of the Euclidean n-point
correlation function (O ...0,)r with its sample mean. We see that the uncertainty
that the sample mean approaches the exact mean scales as O(1/v/N). Naively one might
think this sounds like poor scaling, however this turns out to be a very good scaling
behaviour for the integrals considered in lattice QCD. For low-dimensional integrals,
O(1/+/N) can be argued to be a poor scaling, however the fact is that Monte Carlo
integration always scales O(1/v/N) and this is excellent for lattice QCD; for the very
high-dimensional integrals needing evaluated, other common methods scale with some
exponent proportional to the dimensionality of the problem, e.g. O(N ~2/9), and therefore

the uncertainties involved for lattice integrals would be huge.

Recall that the Euclidean path integral has a Boltzmann factor exp (—Sg) multiplying
the observable O;...0,. This gives a weight to every sampled point in the Monte
Carlo sum such that different gauge field configurations in the Monte Carlo chain have
a different importance to the overall sample mean. While selecting from a uniform
probability distribution will converge on an accurate estimation for the sample mean
given this weighted importance of the different contributions, we can in fact use this
Boltzmann factor to reshape the random-number generator into sampling from a non-
uniform probability such that it is more biased towards the higher-weighted contributions
to the sample mean and we will converge more quickly on a suitable estimate; this is

known as importance sampling.

Importance Sampling

The expectation value of a function f(z) for a probability distribution p(z) is given by

b
dz p(x) f(x)
(flo= Ju de o) J() ; : (5.29)
Jo dz p(z)
Monte Carlo integration approximates this relation using the sample mean, i.e.
1 N
(o= Jim = Zl f(an), (5-30)
n—
where we can re-parameterise the integral measure as a normalised probability density,
d
dP(z) = #@3), (5.31)
o dz p(x)

and randomly sample the x,, € (a,b) from this distribution. Equating this language to
the definition of the sample mean for some n-point function in equation (5.5), we can

find the probability distribution from which the gauge field configurations U; must be
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sampled as
e~ SclUlp[U]

dP(U) = T ST

(5.32)

This is known as the Gibbs measure. Thus in our Monte Carlo integration of the lattice
QCD path integral, the gauge configurations U,, are generated such that they take the
place of the random numbers drawn from the distribution defined by the Gibbs measure
and we sample N configurations in order to get an uncertainty O(1/v/N) in our sample

mearn.

Markov Chains
The idea of a Markov chain in the Monte Carlo integration is to start with some arbitrary
gauge field configuration and stochastically move through a sequence of configurations

which should progressively approach the target distribution,
Uy—U; —>U; —-U3— --- (5.33)

Here, the index n of this sequence of configurations represents the position of the U,
along the chain and can be referred to as the Monte Carlo time T (entirely indepen-
dent of and not to be confused with the Euclidean time). Markov chain progression is
‘memory-less’, i.e. the probability of choosing any particular field configuration as the
next step in the chain only depends on the current configuration and the proposed next
configuration®. We can then construct the transition probability between successive
steps such that the Markov chain will be guided from any arbitrary initial configura-
tion towards the configurations with the highest weight in the Boltzmann factor — the

equilibrium state.

Markov chains are therefore characterised by the conditional probability to transition

to configuration U’ from configuration U,
PU, =U'|U,—1 =U)=TU'|U). (5.34)

One can see that indeed this depends on the specific states U and U’ but not the position
n along the Monte Carlo time. The transition probability obeys

0<T(UU)<1 d T =1, (5.35)
o

i.e. the probability of any transition probability lies between 0 and 1, and the sum of
transition amplitudes from state U to all states U’ (including U’ = U) is 1. It is also
required that in the equilibrium state, there is no preference of direction for the Markov

chain progression, so the probability of taking any particular transition step must be

3There will however be autocorrelations between configurations over multiple MC time steps.
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equal to reversing that same step. This requirement gives us the balance equation:
S TWU)PWU) =) TUIU)PU), (5.36)
U U’

where the left-hand side is the total probability to transition into state U’ and the right-
hand side is the total probability to leave state U’. Using the normalisation condition

in equation (5.35), we find

Y TU'U)PU) = PU). (5.37)
U
This shows that the equilibrium state is a fixed point of the system, and the Markov
chain will gradually evolve towards it as more transition steps are applied. Once it
reaches this equilibrium state, it will stay near to this state even when the transition

probability is applied, with small, random fluctuations around this point.

In order to correctly reach the equilibrium state, all points in the allowed configuration
space need to be accessible by the Markov chain, i.e. the transition probability T(U’|U)
must be positive for all U, U’. This is know as strong ergodicity and it is always an
important check for simulations to obey this. From this, we can formulate our Markov

chain such that the balance equation holds term-by-term, i.e.
TU'UYPWU) =TUUYPU"), (5.38)

which is known as the detailed balance condition. Most lattice calculations make use of
the detailed balance condition, which implies that an initial thermalisation period must
be allowed in the Monte Carlo procedure where early configurations in the Markov Chain
are not used to calculate the sample mean of observables. This ensures that the Markov
Chain has had suitable time to converge on the equilibrium state and fluctuations are

only small, thus increasing the reliability of our estimate.

The Metropolis Algorithm

For the above use of Markov chains, some rule is required in order to generate the
transition probabilities T(U’|U). One such algorithm used in almost all ezact Monte
Carlo algorithms is the ‘Metropolis’ or ‘Metropolis-Hastings’ algorithm [367, 368]. The

steps of this algorithm are:

1. Choose a candidate U’ for the next configuration U, according to a selection

probability To(U'|U) where U = U,,_1 is the current gauge configuration;
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2. Calculate the acceptance probability

(5.39)

ru@10) = min {1, TV SUD |

To(U'|U) exp (=S[U")

Generate a random number 7 uniformly distributed in [0,1); if n < T4 (U'|U),
accept U’ as U,. If the suggested update to U’ is not accepted, keep U, i.e.

U, = U,—1 such that U is used to sample the observable again.

3. Repeat the steps.

By choosing symmetric selection probabilities Ty (U|U") = To(U’|U), we can simplify the

acceptance probability to
To(U'|U) =min{1, exp (—AS)} for AS = S[U'] — S[U], (5.40)

such that only the change in the action AS is needed to accept or reject the candidate

configuration.

Hybrid Monte Carlo

Recall the Gibbs measure as defined in equation (5.32). This is highly local, i.e. simply
a few gauge links can be independently updated in the Monte Carlo step to create the
new Wilson loop. However, as we will see with the Haar measure in equation (5.50),
introducing dynamical fermions into the sea introduces the Dirac operator into the mea-
sure. Due to the nature of the Dirac operator, this will become highly non-local and
performing an update step will affect all gauge links. Naively, this will lead to very
large differences in the gauge configuration between update steps, which will signifi-
cantly decrease the acceptance probability of the candidate configurations. Having low
acceptance probabilities results in very poor efficiency of the algorithm since very many

update configurations will be generated before one is accepted into the Markov chain.

The Hybrid Monte Carlo (HMC) algorithm [369] (also mislabelled as Hamiltonian Monte
Carlo) is one algorithm used to overcome this issue in ensemble generation, belonging
to a family of algorithms using Molecular Dynamics (MD) methods. The gauge field
configuration at a given update step is a field of coordinates. Following from Hamilto-
nian mechanics, we can define a conjugate field of momenta generated from a Gaussian
distribution. For coordinates ) and conjugate momenta P, we can write a Hamiltonian

of our gauge configuration as

H[Q,P] = %Jﬂ + S[Q]. (5.41)
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From a Hamiltonian description, we can of course write down the equations of motion

for our system, where we define the time evolution through the Monte Carlo time 7:

om _os
0Q  0Q’

. OH
@=%p =

P. (5.42)

These equations can be solved numerically by evolving over n time steps € = AT, such
that we have a deterministic evolution of the system — the evolution is referred to as
a ‘trajectory’. Due to the finite step size, we do introduce numerical errors into this
evolution, which would divert the update steps from the correct ‘continuous’ trajectory.
We correct for this by introducing a Metropolis check for the transition probability of

an evolution step, i.e.

(5.43)

7(Q', P'|Q, P) = min {1, e H[Q, P) } .

exp(—H[Q, P])

As long as we require that @) obeys SU(3) symmetry, then the HMC equations of motion
can be expressed in terms of the gauge and fermion fields, and thus the algorithm will

generate gauge field configurations in a more efficient way than before.

5.1.3 Fermions on the Lattice

We will now discuss in further details adding fermion fields to our lattice theory and
how these can be discretised. First, we will remind ourselves of the full lattice QCD
path integral for an observable O. In equation (5.15), we separated the action into a
pure gauge part and a fermionic part. Propagating this separation into the path integral
yields

©) = 5 [ Pl dip]e S AeSel o[y, b, ), (5.44)

with the partition function

7 = / D[U, 4, | D[U]e U4l g=5alU] (5.45)
and the fermion action
SF[U7 ¢> &] = a4 Z &a(:U)Daﬁ(xa y)wﬁ(y) (5'46)
T,yeN

for the Dirac operator Dyg(x,y). Factorising this further, the fermionic path integral is
given by

O = 5oy [ Pl S0l .1, (5.47)



Chapter 5 Non-Perturbative Methods for Hadronic Physics 94

with the fermionic partition function

ZelU,b.9] = [ Dl gl S0, (5.48)

The defining behaviour of fermions is that they obey Fermi statistics, i.e. they anticom-

mute:

U a@) 05, 5() = =05, 5(1) U4 o(@), (5.49)

for flavour indices fi, fa, colour indices a,b, and Dirac indices «, 8. Antifermions also
anticommute with one another and fermions and antifermions also anticommute. There-
fore to evaluate the fermionic path integral, we will find that the integral measure D1}, 9]
is a function of anticommuting numbers, known as Grassmann variables. Through ex-
pressing the measure via these Grassmann variables, we can then make use of Wick’s
theorem [370] to integrate out the fermion fields, rewriting the path integral such that

the fermions only enter through the determinant of the Dirac operator Dy, i.e.

J DIU)e=5¢UIT] ; det[Df]O[U, D} ']

O = D e T det D]

(5.50)

The integration measure D[U] left is the Haar measure, which defines the path integral
over the gauge links and allows us integrate while maintaining gauge invariance. A
summary of Grassmann variables and Wick’s theorem is given in appendix A.3, or see
e.g. [351].

Naive Fermions
In equation (5.21), we defined what we called the naive Dirac operator. For a free

fermion (U, (x) = 1), we can compute the Fourier transform of the naive Dirac operator

and find
1

D@,q):m S e D{an, ameirem
n,meA

2a

n,meA
=d(p—q)D(p),

where |A| = L3 x T is the number of lattice sites and

7
D =ml + — i . .52
(p) =ml + . %:'yu sin ap,, (5.52)

In the momentum basis (p, ¢), the Dirac operator is diagonal in the momenta. Thus, in
order to compute the inverse Dirac operator in position space D~!(an, am), it should be

easier to compute Dil(p) and then perform the inverse Fourier transform. The inverse
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Dirac operator in momentum space is given by

ml — ia™! > Y sin(apy)

D™ (p) = . , (5.53)
m2+a=?)’, sin®(ap,,)
and the inverse Fourier transform then reads
1 - .
D Y an,am) = o] Z D~ (p)eraln—m), (5.54)
peA

where one of the momentum sums from equation (5.51) is absorbed by the Dirac delta
5(p — q). The inverse of the Dirac operator D~!(an,am) is referred to as the quark
propagator, which will be necessary for computing n-point correlation functions following
Wick’s theorem. To investigate the properties of the quark propagator, we can consider
the case of a massless free fermion (m = 0) in momentum space:

- —ia™' 30, Yusin(apy) asp 120, Vubu

D7 p)| = . =
m=0 a=2y, sin*(ap,) p?

(5.55)

Taking the naive continuum limit a — 0, we see that the propagator has a pole at
p = (0,0,0,0), corresponding to a single fermion, as expected from the continuum
theory. However, on the lattice, this expectation is not the only case. We find poles
in the lattice theory whenever sin® (ap,) = 0, which due to periodicity occurs whenever

pu = 0, Z. Therefore, we find 2P=4 = 16 poles when

™ T T T

p:(0707070)7 (3707070>7 (0757070>7"'7(7777777>7 (556)
a a a a a a
and thus the naive Dirac operator gives rise to 15 unwanted additional fermions — these

are known as doublers. We need some different formulation of the lattice Dirac operator

in order to remove these unwanted doublers.

Wilson Fermions

Since we only require that the lattice description matches the continuum theory in the
limit a — 0, we are free to add additional terms to our discrete theory which vanish
in the continuum limit, but can have an important impact at non-zero lattice spacing.
Wilson was the first to propose a method of removing these unwanted fermion doublers
by adding an additional term to the Dirac operator [40]. The Wilson Dirac operator in

momentum space reads

%2(1 _ cos(apy). (5.57)

i .
Dw (p) =ml =~ ysin(apy) +
7 1



Chapter 5 Non-Perturbative Methods for Hadronic Physics 96

For the pole at p, = 0, this additional term does not change the propagator, leaving the
physical fermion intact. However, for the additional poles with p, = 7, an extra contri-
bution o % is added which acts like an additional mass. It is clear that in the continuum
limit @ — 0, this term will cause these unwanted doublers to become infinitely heavy
and will thus decouple from the physical spectrum. Performing a Fourier transform back

to position space, the Wilson Dirac operator reads

x)&v-i—aﬂ,y - U*u (x)éx
2a

U .
Dw(ﬂf, y)aﬁ = Z Yu,aB M( ¥ méaﬂéa:y
1

. Z Uu($)5r+aﬂ,y — 202y008 + U—u(f)ér—aﬂ,y
- 2 (5.58)

+4
= <m + 3) Ozydap — % Z (L = Y1) apUpu(@)00+ajy-
p=+1
We now have a lattice description of the Dirac operator without unwanted additional
fermion propagators arising from the finite volume. However, the Wilson fermion de-
scription comes at the expense of chiral symmetry. Spontaneous chiral symmetry break-
ing is an important feature in the phenomenology of QCD, generating the low masses
of pseudoscalar mesons as pseudo-Nambu-Goldstone bosons, and so replicating this in
the discrete theory is clearly sought after as well. This is not actually a problem in
principle though, since the chiral symmetry of QCD and its spontaneous breaking can
be recovered in the continuum limit. However it does result in other problems on the
lattice, such as unwanted additional operator mixing in renormalisation procedures. So,
Wilson fermions are a possible choice to solve the doubler problem, however they come
with their own disadvantages which may be improved upon using another formulation

of the Dirac operator.

Clover Actions

One of the caveats of using Wilson fermions was the O(a) discretisation errors. The
Symanzik improvement program was applied to the Wilson action by Sheikholeslami
and Wohlert [371], from which they found the discretisaton error can be improved to

O(a?) by adding a single term:

_ i .
SClover = SW + a4 Z ¢($) Csw Z EUHUGMV@b(x)v (559)
€A nu<v
where cg, is a coefficient which must be non-perturbatively tuned to appropriately im-
prove the discretisation error, o,, is the commutator of two Dirac matrices (see ap-
pendix A.2) and C;'W is the discretised field strength tensor. The field strength can be

expressed on the lattice through the clover operator (shown in figure 5.4) which is the
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sum of the 4 plaquettes in a 2D plane of the lattice around lattice site z, i.e.

G = 3 (Co ) = Co()) (5.60)
Cuv(x) = Pu(x) + Py () + Py v () + Py (), (5.61)

where the plaquette is defined in equation (5.25) and negative indices on gauge links

are expressed through equation (5.22). Heavy quarks such as charm and in particular

R hia A

Py () P ()

& o
z) || P
qh

P—u,—u( —l/,,u(x)

>
7

FIGURE 5.4: The clover operator used in the definition of the discretised field strength
tensor G,,,. It is the sum of the 4 plaquettes in a 2D plane (p, v) around lattice site .

bottom present additional challenges to simulate on the lattice compared to light quarks.
A common method for tackling the challenge of simulating heavy quarks involves an
effective action based on an anisotropic version of the Sheikholeslami-Wohlert (or clover)
action. The inclusion of the clover term, as well as other Symanzik-type improvements,
helps reduce some of the otherwise uncontrolled errors. The Relativistic Heavy Quark
(RHQ) action is based on the Fermilab action [372] using the same principles, and has
been parameterised both in the Tsukuba [373] and Columbia [374] formulations. The
RHQ action reads

4 — = — a 0,2 a —"2 iCL A
SrHQ =a EG:AM:U) mo +70D0 +¢7- D = 5(D7)" = 5CD" + 4CPM§<:UWGW (),
Ty Y

(5.62)
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where (, cp, and amg are the three parameters which must be non-perturbatively tuned.
We will discuss heavy quarks on the lattice, the benefits and drawbacks of the RHQ

action, and our strategy for simulating heavy quarks in more detail in section 5.1.6.

The Nielson-Ninomiya Theorem

The Nielson-Ninomiya theorem [375] is a no-go theorem which states that it is im-
possible to construct a local action for fermions on the lattice that is free of doublers
while preserving chiral symmetry in an even number of Euclidean spacetime dimensions.

Explicitly, the following conditions cannot all be satisfied simultaneously:

» Locality: D(z —y) S exp{—7|z — y|}. This implies that the momentum space
Dirac operator D is an analytic and periodic function of the momentum p, with

period 27 /a.

» Continuum limit: lim, 0 D(p) = 3 . VD The Dirac operator must be of a form

such that it recovers the correct continuum behaviour in the continuum limit.

» No doublers: D(p) is invertible if pu # 0. A single propagator with pole at p, =0

is recovered from the Dirac operator, and no additional doublers appear.

» Chiral symmetry: {D,7y5} = 0. The (continuum) condition for chirality is that

the position space Dirac operator D anticommutes with ~s.

We have already seen some lattice descriptions of fermions which clearly sacrifice one
of these conditions. Naive fermions have doublers present in the theory, while Wilson
(and Wilson-clover) fermions remove the doublers but give up chiral symmetry. Stag-
gered (Kogut-Susskind) fermions [376] have one staggered fermion field describing four
degenerate tastes of Dirac fermion. Twisted mass fermions [377] form an isospin doublet

of Wilson fermions and therefore also give up chiral symmetry.

There exists however a modification to the continuum description of chiral symmetry

{D,~5} = 0 in the discrete theory. The Ginsparg- Wilson relation [378] reads

D(z[y)vs + 15D (xly) = aD(x|2)y5 D(z]y), (5.63)
which can be written equivalently as

15D~ zly) + D™ (zly)ys = arsd(z — y). (5.64)

This tells us that for x # y we recover the continuum condition for chiral fermions, but

for x = y we will find a contact term.
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In the continuum, chiral symmetry corresponds to the field rotations
P — e, W — e, (5.65)

Now we can introduce modified chiral rotations for the lattice description which recover

equation (5.65) in the continuum limit:
P — e BI=3D)y, P — Pete=3D)s, (5.66)

This allows us to introduce generalised chiral projectors through the definitions

1+795 pLzl—%

’3/5:’}/5(]17&D)a pR: 2 ) 2

(5.67)

Then, like in the continuum, we can separate the fermion spinor into left-handed and

right-handed components, i.e.

YR = PL,R¢, VLR = &PRJJ. (5.68)

Now just like in the continuum, the massless part of the action does not mix chiralities

while the mass term does:

VDY = Dy, + prDig,

. i T ) i (5.69)
m(YrYL + YrYr) = mp(PLPL + PprPR)y = my (11 - gD) .

Note that the concept of chiral symmetry is clearly different between the continuum and
the lattice. In the continuum, chiral symmetry is a strictly local concept, only concerned
with the fermion spinor at a given spacetime coordinate and completely independent of
the gauge field. However, on the lattice, chiral rotations involve the Dirac operator,
which in the discrete formulation involves neighbouring lattice sites and is therefore

dependent on the gauge field (links) to connect the sites.

There are two common fermion descriptions which make use of the Ginsparg-Wilson
relation. There are the domain wall fermions (DWF') [379-383] which live in 5 dimensions
(with a fifth dimension of coordinate s and extent L) and approximate the Ginsparg-
Wilson relation (it is recovered exactly in the limit Lgs — o0). Secondly, there are
overlap fermions [384, 385]. Overlap fermions and DWF are shown to be equivalent in
the Ly — oo limit [386, 387].

Domain Wall Fermions
We consider a five-dimensional fermion field ¥(z,, s) where z,, is the standard 4D co-

ordinate vector and s is the coordinate of the fifth dimension. The Dirac equation for
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this fermion is

[D + 505 + m(s)|¥(xy, s) =0, (5.70)

where we assume that the gauge field interacting via the 4D Dirac operator exists only
in the standard 4 dimensions, and we have introduced a mass term dependent on the

position in the fifth dimension, i.e.

+m, s>0,
m(s) = (5.71)
-m, s§<O0.

We can separate this fermion spinor into its chiral components, with additional functional

dependence on the fifth dimension, and decompose this into an eigenvalue problem:

U(zp,8) = > lan(s)Pr + bu(s)PL] vn(z). (5.72)

n

The 5D Dirac equation then reads

(05 +m(s)] an(s) = anbn(s), (5.73)
[—0s + m(s)] bn(s) = anan(s), (5.74)
(D + an] Pu(z) =0, (5.75)

for eigenvalues «,. Note that for a,, = 0, equation (5.75) is the Dirac equation for a
massless fermion. Equations (5.73) and (5.74) decouple in this limit and can be solved

exactly:

an(s) = Aexp {— /0 m(s) ds’} — Aexp {—mls|}, (5.76)

bn(s) = Bexp {+ /0 m(s)) ds’} = Bexp {+ms|}. (5.77)

One can see however that equation (5.77) is not normalisable and thus cannot be a
physical solution. This excludes normalisable left-handed zero mode fermions from the
spectrum, while equation (5.76) gives rise to a single right-handed massless fermion
bound to the defect at |s| = 0 and prevents further doublers appearing at other parts
of the Brillouin zone. Applying this to the lattice changes the results however, since
we cannot work in an infinite 5th dimension and instead are limited to some size Lg =
2s9. We assume Dirichlet boundaries in the 5th dimension and also that there are
two defects at s = 0, s9. Now, both equations (5.76) and (5.77) are normalisable and
there are two chiral modes: the original right-handed fermion bound at s = 0 and
now also a left-handed fermion bound at s = +sp. Assuming L, is suitably large (but

still computationally viable), the overlap of the left- and right-handed fermion fields is
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expected to be small since they are defined to be exponentially localised at their defects.
Thus, in the discrete theory, there will exist some residual chiral symmetry breaking
from this overlap, which contributes to the mass of the fermions — this is parametrised
as the residual mass. For an input mass m and residual mass m,..s, the simulated DWF
mass my will then be

Mg = M + Myes. (5.78)

Now we have a picture of how the 5th dimension can result in (mostly) chiral fermions,
we need to formally define the 5-dimensional theory. We extend the set of coordinates

A defined in equation (5.6) to the 5th dimension (with extent Ls) as
As =AXx Ly ={(xy,s), forx, € A; s€0,1,..., L, —1}. (5.79)
We write the 5D DWF action for a single flavour of fermion W with mass m as

Sowr = Y, U(x,s)Dowr(z,s;y,t;m; Ms)U(y, 1), (5.80)
(z,9),(y,t)EAs

where we recall that the gauge fields entering the Dirac operator Dpwr live in the
standard 4D spacetime, and M35 is the domain wall height. In order to remove the bulk
infinity appearing for Ly — oo (recall equation (5.77)), another term including bosonic

Pauli-Villars type fields is included [388], reading

SPV = q)(xvs)DDWF($7s;y7t; 1)q)(y7t) (581)

Notice that the same Dirac operator Dpwr is used, but with input mass m = 1. The

DWF Dirac operator reads
Dpwr(z, s;y,t;m; Ms) = 5 Dpwr a(x, Y, Ms) + 62y Dpwr 5(s,t,m), (5.82)

where Dpwr 4 is a 4-dimensional Dirac operator, defined

+4

1
Dpwra(z,y, Ms) = (4 = M5)day — 5 D (1= 70) Un(@)da g oy (5.83)
pn==x1

We introduced the parameter My above as the domain wall height, which removes dou-
blers from the action and maintains positivity of the transfer matrix. The second term in
the DWF Dirac operator is orthogonal to the usual spacetime dimensions and connects

the sites of the fifth dimension, reading

Dpwrs(s,t,m) = 0st — (1 — s,0,—1)Prs+1,4 — (1 — 050) PROs—14
+ m(Pros, 1,,—160t + PrOso0r,—1.¢)-

(5.84)
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Here, surface terms of the fifth dimension have been forbidden. The only term which
connects the boundaries at s = 0, Ly — 1 is proportional to the fermion mass m, and in

fact, one can see this term resembles a mass term of the usual 4D theory.

We can now construct the physical fermion fields living in 4 dimensions from the 5D

boundary as
Y(x) = PLV(z,0) + PrVY(x, Ly — 1),
7( ) ' (z,0) (_ ) (5.85)
Y(x) =¥(x,Ls — 1)Pp, + ¥(x,0)Pg,

i.e. the physical 4D fields are constructed from a left-handed fermion mode at s = 0 and

right-handed mode at s = Ly — 1.

The traditional DWF formulation is referred to as using the Shamir kernel [380-383],
while a generalisation of this action known as the Mdbius kernel [365, 389-391] was
found to have the same level of residual chiral symmetry breaking, i.e. myes, for a
smaller extent of the fifth dimension for a particular choice of the action parameters.
This reduces the cost of computation for the same m,..s (or allows for the calculation of
a smaller my¢s). In chapter 6, lattice ensembles with Shamir DWFs in the sea are used,
where the light /strange valence quarks are also simulated with the Shamir kernel while

the heavy quarks used the Mobius kernel.

5.1.4 Scale Setting

Here we briefly comment on an important aspect of lattice QCD in the generation and
understanding of lattice ensembles: scale setting. The full theory of QCD requires the
fixing of 7 parameters to be fully defined — the masses of the 6 quarks and the coupling
constant. Lattice formulations have fewer parameters to fix since we restrict simulations
to include only a subset of the quarks in the sea, which is favoured computationally and
the heavy quark effects on the sea may not be resolvable within the uncertainties of the
simulation anyway. In particular, the huge mass of the top quark (see table 2.3) rules it
out from being considered in the low energy regimes considered in lattice simulations. We
label lattice ensembles e.g. Ny =2, Ny = 241, Ny = 2+1+1 to indicate the number of
quark flavours included in the sea, where the 2 indicates that the lightest quarks, up and
down, are treated as degenerate. Next included is the strange quark and then even the
charm quark is more commonly included these days as part of Ny = 241+ 1 ensembles.
The inclusion of the bottom quark in the sea was demonstrated in [392], however it is
not clear what practical improvement will be gained from simulating Ny =2+1+4+1+1

ensembles over Ny =2+ 1+ 1.

For whichever number of flavours in our ensemble, it is clear how many parameters must

be fixed, Ny. We require Ny — 1 parameters to fix the quark masses since the up and
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down are simulated as one degenerate light quark. In addition the coupling constant
needs to be fixed, which is expressed through the determination of the lattice spacing
a. Typically, meson or baryon state masses such as m,, mg, mq are used, where the
comparison of lattice values with experimental measurements allows for fixing e.g. m;
and myg alongside the lattice spacing a (since lattice values for the mass are given in
units of the lattice spacing, i.e. aM). Setting the scale a can also be related to pure

gauge field quantities such as the Sommer scale [393] or the Wilson flow [394, 395].

For further details on scale setting and its importance to lattice simulations, we refer

to, for instance, the FLAG review [249].

5.1.5 Hadronic Observables

Finally, most of the formalism behind lattice QCD has now been set, and we can move
towards the practical goal of this field: performing a measurement of some observable
O on each gauge field configuration in a lattice ensemble, and from that determine a
stochastic estimate of the expectation value (O). We have already seen some observables
of the gauge field sector like the plaquette and clover operators (see figures 5.3 and 5.4),
but now we take the steps needed to construct operators involving fermion fields such

that we can connect these to expectation values to be measured.

Quark Bilinears and Interpolating Operators

From Grassmann algebra and Wick’s theorem, we can see that Grassmann variables
representing fermion fields in correlation functions will come in pairs — these pairs are
known as quark bilinears. The quark bilinear then describes a meson state at lattice
position x with quark content f;, fo. Furthermore, mesons carry quantum numbers of
spin J, parity P, and charge conjugation C, typically written as JX¢. These quantum
numbers can be derived from the Dirac structure of the interpolating quark bilinear.

The creation and annihilation operators of this meson state are then

O (@) =y, (2) by, (@), Ol (@) = £y, (@)D 9y, (), (5.86)

where I' is the Dirac structure of the bilinear and the sign of the creation operator is
determined by the particular choice of I. Referring to the PDG [54], the types of meson

state are:
» Scalar, JP¢ = 01+ created by I' = 1; examples are ag, fo.
» Pseudoscalar, JP¢ = 0~*: created by T’ = 75; examples are 7, K, Dy, Bs.

» Axial vector, JPC = 17+: created by T' = ;75; examples are ay, fi.
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» Vector, JP¢ = 177: created by T’ = v;; examples are p, K*, D¥.
» Tensor, JP¢ = 177: created by ' = vi7;; examples are by, hq.

The above formula will only result in the creation of mesons with zero momentum,
however inducing momentum in these states is also required for studying momentum-
dependent processes such as, for instance, semileptonic meson decays. The interpolating

operator is projected to a discrete momentum using a Fourier Transform, i.e.

1 L
op,t) = — O(Z,t)e P, 5.87
(P, 1) NiF Z (Z,1) (5.87)
TEA3
where Ag is the set of lattice sites in the 3-dimensional spatial volume of the lattice,

i.e. at fixed time ¢.

Interpolating operators are used to induce definite meson states at the boundaries of
correlation functions, i.e. at the ‘start’ and ‘end’ of their time extent. After covering the
other building blocks required, we will see how these interpolating operators are ‘mar-
ried’ in different ways to describe different correlation functions which in turn describe

different hadronic processes.

Quark Propagators
By Wick’s theorem, we can contract two quark fields of the same flavour at positions x
and y into a propagator which describes a quark of flavour f propagating from y to x,
i.e.
r—‘7
Sp(@,y) =bp(x)Ps(y). (5.88)
Furthermore, since the Dirac operator of many fermion actions (including any relevant

here) has the property of 5 hermiticity, defined
(45Du(2)) = 35Dy (2) = Df(x) = v Dul@)7s, (5.89)

then propagators, originating from the inverse Dirac operator, also inherit this property:

S(x,y)" =755 (y, 2)7s. (5.90)

This is an important relation for minimising computing time — a propagator calculated
in the direction z — y also gives the anti-propagator in direction y — z. For exam-
ple, for two point correlation functions of a ¢ state, 75 hermiticity means that only
one propagator needs to be calculated and then the anti-propagator is taken from this

relation.

So already we have hinted that reducing the number of propagators to be calculated

is key to saving computing time, i.e. calculating these propagators is a large portion of
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the cost involved in extracting hadronic matrix elements. To calculate a propagator, we
must solve
D(x7 y)%ﬁs(:% Z)jﬁ}j = 5ik5a75wz- (591)

The Dirac operator is a very large (but sparse) matrix, so to invert it requires use of
numerical solvers. However, the propagator S(y, z) is also very large and not sparse; it
is a square matrix in lattice volume x spin x colour space, i.e. a (JA| x 4 x 3)? matrix.
Even for lattices considered small by today’s standard (e.g. L? x T = 243 x 64), the
propagator is of a size O(10'2); inverting this matrix even numerically quickly loses any

feasibility.

The solution is to calculate one column of the inverse matrix (Z, ) through a linear
equation
> =D 4,0)(F 1) = n(@ 1), (5.92)
gt
where we suppress spin and colour indices. We call n the source vector describing the
position on the lattice from which the propagator originates (discussed in more detail
below), and 1) is a vector describing the propagator from the source position to all other
points. This equation is solved for each spin-colour combination (a total of 4 x 3 = 12).

We thus find our vector ¢ as

V(@) =Y S(@ 7, ), t). (5.93)

g’t,

Many inversion algorithms converge polynomially, e.g. in O(n?) time; for the very large
size of the matrices on these lattices, these algorithms would be prohibitively expensive,
and thus alternative algorithms must be sought after. There is a large amount of ma-
chinery and human effort put in by lattice practitioners to find efficient algorithms to
solve equation (5.92), which is typically very dependent on the type of fermion action
used since this determines the definition of the Dirac operator. The solving algorithm
used for calculating the propagators in this work was the Conjugate Gradient (CG) al-
gorithm [396], which converges «x /k (with x the condition number of the matrix) for
large size n. Note that the condition number of the Dirac matrix scales inversely with
the quark mass — smaller quark masses can largely increase the condition number of
the Dirac matrix, in turn increasing the convergence time of the numerical solve. When
addressed with this problem, the earlier strategy was typically to simulate with unphys-
ically massive up/down quarks and then extrapolate to the physical values in the later
stages of analysis. However algorithmic improvements, such as the Hierarchically De-
flated Congugate Gradient (HDCG) [397], have been found in order to make simulations
of the light up/down quarks at physical masses feasible. In chapter 6, no light quarks

are considered in the valence sector, and the effects of light quarks from the sea are
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expected to be minimal for the heavier states being considered, thus the issue of reliably
inverting physical light quarks is not relevant to this work. An entire thesis can easily
be written on the subject of these algorithms, however this is not the focus of this work
and we will simply make use of the great efforts gone in to designing and improving

these algorithms without discussing further.

Quark Sources
The full quark propagator matrix describes the quark propagating from every lattice
site to every other lattice site (always as well for each spin-colour combination). This
full matrix is referred to as an ‘all-to-all’ propagator for obvious reasons, however this is
the most expensive possible way to compute a propagator. Also note that the elements
of the ‘all-to-all’ propagator are highly correlated due to translation invariance, so not
only does calculating the full matrix cost a large amount of computing time, but it also
requires a lot of memory. As mentioned above, we can reduce the computational cost
(and the memory footprint) of calculating propagators by choosing to instead select just
a single column vector ¥ (Z, t) of the full propagator matrix. This corresponds to a source
vector 1(Z,t), i.e. we calculate the propagator only originating from a single point on
the lattice to all other points — this is called a point source and can be defined using a
delta function:

So(z) = 0(x — xp), (5.94)

where x is again the 4-coordinate and zq is the position of the source.

Point sources may be the simplest definition of a source for a propagator, however they
are not the only choice away from the massive ‘all-to-all’ limit, and there are effects of a
point source one may wish to improve upon. Using a completely localised source results
in large sensitivity to local fluctuations in the gauge field and can e.g. lead to largely
deviating results when placed by a near-zero mode of the Dirac operator; using some
volume-averaged source on each gauge field configuration is expected to smoothen out
the larger deviations caused from local fluctuations and yield more reliable estimates
of observables [398]. Replacing a point source with Ny stochastic sources drawn from
some distribution D which is symmetric about 0 is expected to increase the precision of

calculations given the property

Nhit—00

n 1 n n
0 @S @) = D akD @)l ) " Supdasday- (5.95)

Placing a stochastic source on a fixed timeslice tg. of the lattice but over the entire
spatial volume then allows for full L3 volume averaging, clearly avoiding the issue of
local gauge fluctuations to a much better degree. Furthermore, using ~s hermiticity, we

can see that the same noise vector can be used for all propagators either originating from
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or propagating to tg., so these sources do not have increased multiplicity required in the
calculation and with one propagator inversion (per colour-spin combination) we have an
average over the entire spatial volume — this is referred to as the one-end trick [398, 399).
It is important to note as well that while sampling over the whole spatial volume, these
sources are still by definition localised since they simply amount to the average over L3
point sources with stochastic noise, so we still have clearly-defined local sources for our
propagators but benefit from the spatial averaging such that significant fluctuations in

the local gauge field for any single lattice site are suppressed.

The distribution these stochastic sources are drawn from (having first been suggested

in [400, 401]) is here given by complex Zg x Zg numbers:

D= {é(ilii)}. (5.96)

As such, we will commonly refer to these sources as ‘Zy wall sources’ throughout this
thesis. Other noise reduction techniques exist (which may be used independently of or
in addition to Zg wall sources), such as all-mode-averaging [402-404], deflation [405],
and distillation [406], but these are not relevant for this thesis and are not discussed

further here.

A caveat of the Zs wall source however is the loss of momentum projection “for free”. In
the case of point sources, it is possible to define the momentum of a correlation function
entirely at the sink (or contraction point) such that a single point-sourced propagator
can be calculated and then contracted with all necessary momentum projections at no
additional cost. For Zy wall sources, this is not the case since these explicitly project to
the zero momentum mode. It is still possible with an additional momentum projection
to calculate correlation functions for non-zero momentum, but since this requires a
projection at the source, i.e. before the propagator inversion, each momentum requires

an additional propagator calculation.

We have so far focused on local sources. These are necessary in order to correctly
extract all matrix elements from a correlation function, however one must keep in mind
that they include the entire tower of states with the quantum numbers induced by the
interpolating operator used. For some systems, it is possible that these excited states do
not decay fast enough and contaminate the signal of the desired ground state. Instead,
one can apply some smearing operator H to the local point/Zs wall source such that
it is now an extended source in some volume around the local position. This smeared
source can be beneficial in that its extended volume can absorb some of the higher
states of the system which do not travel as far from the source such that the signal of

the correlation function resolves the lower-lying states (the ground state in particular)
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more cleanly. By itself, these smeared sources can assist in extracting the energy/mass
of the ground state of the system, or combined in an analysis with also locally-sourced
correlation functions, they can help in resolving the ground state of the system such
that the matrix elements can be appropriately extracted from the local signal. Jacobi
(or Gaussian) smearing [407] is one such method of creating a smeared source. This is
an iterative procedure which applies the smearing operator N times, where the smearing
operator H takes a Gaussian shape (since this is common to many simple wavefunctions)

with some smearing radius o. It is defined
o2
Maoha(e) = 325 (S + T A e) ) o) (5.97)
by

where A is the gauge-covariant Laplace operator (acting in the spatial directions only):

3
A(z,y) =Y 20w, — Us(2)d, ., — Ul (@ — )5, _; - (5.98)
i=1

Note that above we discussed smearing to suppress excited state contamination from the
interpolating operator at the source position. The same holds true for the sink position,
i.e. we can apply the smearing kernel to the propagator after its inversion such that its
effect is for the interpolating operator at the sink. More information can typically be
found from a combination for smeared and local sources/sinks, for example, 3 source-sink
combinations are commonly considered for extracting information about matrix elements
and the ground state energy from 2-point correlation functions — local-local (LL, also

referred to as point-point PP), smeared-local (SL, or SP), and smeared-smeared (SS).

2-Point Correlation Functions

Now with the foundation of interpolating operators, quark propagators, and spin-colour
sources, we can begin to construct correlation functions from which we can extract
physical observables such as meson masses/energies and hadronic matrix elements. We
start with the 2-point correlation function as the product of two interpolating operators.
One operator is placed at some source position and creates a mesonic state ((’);ch) and
another is placed at the sink position and annihilates the state (Ogyk). For simplicity,
we set the source position as xge = (#,0) (which is always valid due to translational
invariance), and the sink at # = (Z,¢). A 2-point correlation function with fixed 3-

momentum p is then written as

Copt(7,) = Y €~ P7(0|Oauk (7, 1) O (0,0)[0). (5.99)

N
T
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Following the Heisenberg picture, we can insert a complete set of states

3 @én (5.100)
n=0 n

with Ey < E7; < Es..., into the correlation function. This reads

Conr) =37 S 75y V12 D) 0] 0L 6.0)10)

_ Ht—ik-z —Ht+ik-%
ZZzE 01RO (0,00 ) (0] OL (3,00

pn IT)I

Z Z o OIOmk(O 0)[n)(n|OL,(0,0)[0)e~ #n(Pn)t (5.101)

- <O|Osnk(07 0)|n> <n‘0;rrc(6v 0)’0> —En(pn)t
- E : — € ’pn:p
2By (pn)

n

n)*

_Z snk Zsic —En(ﬁ)t
2E,(7) ’

where we define ZZ.(n)

= (0|O;|n) as the meson-to-vacuum matrix element of the nth
energy state of the interpolating operator O;. So far in this derivation, we ignored the
fact that the signal of a correlation function will propagate in all directions from the
source position, i.e. there will be both a forwards- and backwards-propagating signal in

Euclidean time. Accounting for this, the 2-point function is

(n) ()
Cop(Br) = :Lnkzﬁc e~ En(®)t 4 o= En(D)(T-D) (5.102)
2pt\ D, 2En(]5> 5 .

where T is the time extent of the lattice. There is the possibility of a relative sign between
the forwards and backwards signals depending on the choice of operators Ogc, Ogni; for
Ogre = Ognic this is positive, while for, e.g. Oge = 75, Ok = Y75 it is negative.?
This comes from the anti-periodic boundary conditions given to fermions and how these
interact with the different gamma structures as the signal crosses the boundary. In
Euclidean time, we have a real exponent for increasing energies F, such that higher-
energy states have a faster exponential decay in the time signature and therefore in the
limit of large Fuclidean time separation from the source 0 < t < T', only the lowest-
lying state, i.e. the ground state, will remain and we can then extract its energy/mass

from the exponent and its matrix element(s) from the prefactor.

4This particular combination of operators is commonly used as, although they have different ma-
trix elements Z(™), the axial-vector current ~:vs replicates the same energy/mass eigenvalues as the
pseudoscalar s.
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From equation (5.102), we can see that, when neglecting excited states, the 2-point
function actually has either a cosh or sinh form depending on the relative sign between
the forwards and backwards signals. Furthermore, we see that the only quantity in the
exponent of this correlator is the energy of the state (or mass for p’= 0). Starting with
this functional form of only the ground state, we can then define an effective energy of

the 2-point function, i.e. (for the cosh form)

(5.103)

Eor(7,t) = cosh™ <C2pt<ﬁ t) + Cop (7,1 + 2))

2Cou(p,t + 2)

where this can inform us how quickly we converge on the ground state as for large enough
time, the effective energy will converge on a plateau at the ground state value. Note
that by neglecting the backwards-propagating state (typically suitable for 0 < ¢ < 7'/2
and T sufficiently large), the effective energy can be defined using a log form instead.
One can also average over the forwards and backwards signals (known as folding) and
which will effectively double the statistics of your data in 0 < ¢t < T/2. An example
of the effective mass Mg of a 2-point pseudoscalar-pseudoscalar correlator is shown in

figure 5.5. Note that in the initial definition of the 2-point function in equation (5.99),
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F1GURE 5.5: The effective mass of a zero-momentum 2-point correlation function for a
pseudoscalar state, i.e. Ogc = Ognk = ¥5. A fit to a plateau is performed at sufficiently
large timeslices that only the ground state of the system remains.

it is assumed that all Wick contractions of the quark fields composing the interpolating
operators are summed over to obtain the expectation value. For two distinct flavours

f1 # fo, this is clear that we only have a single Wick contraction, corresponding to the
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connected correlation function:

[ 1 \

(0|06 () OLc(0)[0)conn. = —(Wp, (@) (Cam) vt , (%) © g3, (0) (T eatt 71 a(0))
- (5.104)

= (1, 4(0)0 1, a(®) Cank)ab®h , 5(%) D 1 (0) (T ca)
= (Tr [Sfl,da(O,x)(ank)ab ng,bc(x70)(rlrc)0d} )-

However, if fi = fo, it turns out that there is a second disconnected contribution, where

the two quark propagators are not joined together in a single trace:

\ —Y—1

(0] Osnk () O (0)[0)dise. = — (¥ 4, (@) (Tonc)abth ,,6(2) 5, (0)(Thie)eatt sy ,a(0))
: a 5.105)
= - <1/’f1 ,b($)¢f1 ,a () (Csnk ) ab ¢f1 ,d(o)d’ﬁ,C(O) (Flrc)0d> (

= (T[S ,0(@, 2) Coni)an] T [S73,(0,0) (Tl )ea])-

By disconnected contribution, we refer to diagrams where the fermion lines form two
separate traces such that they are only connected in the expectation value through the
gauge field. Disconnected diagrams therefore suffer from much more statistical noise in
their signal than the connected contributions, and are typically neglected when their
contribution has been estimated to be within the final precision of the result. Noise-
reduction techniques come in to play here to improve the signal of these disconnected
pieces when aiming for higher-precision results where these small contributions become
important to quantify. The quark-line diagrams for the different Wick contractions are

shown in figure 5.6.

S1,(0,2)
— S1,(0,0)
i o€ (P
— St (. x)
Sp(x,0)
tsrc tsnk tsrc tsnk

FIGURE 5.6: Quark line diagrams of the connected (left) and disconnected (right) con-

tributions to the expectation value (Ogpny(2)O1,.(0)) of a 2-point correlation function.

The connected piece is present for all combinations of quark flavour fi, fo, while the
disconnected piece is only present for f; = fs.

3-Point Correlation Functions
Next we increase the level of complexity from 2-point correlation functions to 3-point

functions. As suggested by the name, we now consider the use of 3 operator insertions
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instead of 2. We place interpolating operators O} and O; at two source positions fgyc
and tg. + AT which describe the final and initial state mesons of the process being
considered, and some other operator O, which acts on the propagators for each time
tsnk between the two interpolating currents. 3-point functions can be used to study
different processes depending on the exact setup of initial and final states and inter-
mediary operator. Two common examples are: semileptonic meson decays where the
interpolating currents define the initial and final state mesons and the intermediary op-
erator describes the flavour-changing weak current transforming one quark of the initial
state into one quark of the final state; four-quark operator transitions such as AQ = 2
operators describing neutral meson mixing, i.e. a neutral meson M? with quark content
q1G> oscillates with its anti-meson partner M° with quark content Giq2°. The quark
line diagrams of these processes are shown in figure 5.7.5 The general form of a 3-point

function is given by (assuming tg. = 0 w.l.0.g.)

Cape (B, 1, AT) =Y e 7 PH0;(F, AT) Oop (7, tani) O} (0, 0))

xT

T e—Eﬁpte—ES)(AT—t) (5.106)
= nZn;(()IOﬂn)<n’Oop|m><m’Of|0> LED ED ’

where n, m are summed over the towers of states of the initial and final interpolating
operators respectively. In chapter 6, our main analysis will involve 3-point functions to
extract the matrix elements of dimension-six four-quark operators of type AQ = 2 and

AQ = 0, i.e. for neutral meson mixing and meson lifetimes respectively.

5.1.6 Heavy Quarks on the Lattice

Putting heavy charm or bottom quarks on the lattice is not as simple as for light or
strange quarks. In order to properly resolve a quark field on the lattice and keep dis-
cretisation effects under control, we require that the quark mass is sufficiently smaller

than the ultraviolet cut-off a=! [355, 356], i.e.

' —= am, < 1. (5.107)

mg < a-
Discretisation errors from a fermion field enter as O((amg)™), O((ap)™), O((ap)(amq)™),
which clearly become uncontrolled if the condition of equation (5.107) is not satisfied.
Lattices relevant to this thesis have inverse lattice spacings 2GeV < a=! < 4GeV,

and it is clear when compared to the physical mass of the b quark (see table 2.3) that

SThese four-quark operators can be alternatively evaluated by keeping the operator position fixed in
the middle and varying the source positions at either side.

5Note that only the connected contribution to the semileptonic process is shown, while a disconnected
contribution also exists if either the initial or final state propagators are the same flavour as the spectator.
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S0 e ——— & si(y.a)

Ssp(z,0)

tsrc tsnk tsrc + AT

(a) Semileptonic meson decay.

S,&(E, 0) S{&(‘xa y)
Oy Oop O;
Sq, (0, ) o (Y5 )
tsrc tsnk tsrc + AT

(b) Neutral meson mixing via AQ = 2 four-quark operator.

FIGURE 5.7: Quark line diagrams of the 3-point correlation functions for (a) a semilep-
tonic meson decay and (b) neutral meson mixing. In (a), the ‘initial’ quark propagator
S; interacts with a flavour-changing weak current through O,, to become the ‘final’
quark propagator Sy, while the spectator quark S, simply propagates between the
final and initial states. In (b), the initial meson state M induced by O; has its quark
content g1g2 transformed through the four-quark operator O, into quark content g ¢»

which induces the final meson state M from interpolating operator O}.

simulating a b quark on these lattices will introduce uncontrollable discretisation errors.
Considering the mass of the charm quark (see table 2.3), the finer of the lattices available
today, i.e. larger a—!, should be suitable to simulate physical ¢ quarks although without
additional techniques, some of the coarser lattices still used may be questionable even
for charm. With increased computational power and improved algorithms for ensemble
generation, finer lattices where physical b quarks are feasible are expected to become

common in the near future.

The historic solution to circumvent the issue of uncontrolled discretisation effects has
been to use effective actions to describe the heavy quarks by using an OPE to detach the
heavy degrees of freedom from the simulated fields. We previously discussed the RHQ
action as one such effective action, which combines the Symanzik improvement proce-

dure with HQET. Quark currents constructed with an RHQ quark carry a discretisation
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error of O(a); in order to reduce this and have O(a)-improved RHQ currents, we must
introduce additional operators with a derivative insertion which along with coefficients
from lattice perturbation theory are added to the leading order current to remove the
leading discretisation effects. Furthermore, the parameters of the RHQ action my, ¢, cp
(recall equation (5.62)) can be tuned (non-)perturbatively. Another effective action com-
monly used is Non-Relativistic QCD (NRQCD) — see [408] for the original formulation
and [409, 410] for the lattice construction.

So we can see that the effective action procedure practically has limits in how well the
systematic effects of the effective action can be controlled. For calculations with lower
precision, this is not necessarily the limiting factor and the effective action is still the
better (and cheaper) approach for simulating the heavy quarks, however if aiming for
high precision results (e.g. O(1%) or lower) these inherent systematic effects can become

a limiting factor in the calculation.

An alternative approach which has begun to be explored recently is the fully relativistic
approach where the heavy quarks are simulated using the same action as the light
quarks. This is possible with the finer lattice spacings now accommodating charm-
like quark masses with controlled discretisation effects as well as the use of improved
actions where the discretisation effects in the heavy quark mass enter at higher powers,
e.g. O((am,)?). While physical b quark masses are still mostly out of reach, a range of
heavy quark masses from charm to near-to-bottom are becoming feasible and then the
additional extrapolation to physical b can be controlled using HQET.

It was shown in [218, 411, 412] that the region of charm and heavier-than-charm masses
with controlled discretisation errors using the DWF action can be extended by using the
Mbobius kernel with a stout-smearing of the gauge field [413]. The approach for handling
heavy quarks chosen for the research presented in chapter 6 follows that of [218, 414],
where we will consider charm quarks at physical mass using the stout-smeared Mobius
DWF kernel.

5.1.7 Statistics and Systematics

Statistics

We have described that we evaluate the path integral in lattice simulations by stochasti-
cally through Monte Carlo methods. The expectation value of some observable is given
by the average of the value on a number of gauge field configurations. We must asso-
ciate a statistical error with this estimate of the expectation value, for which we use
resampling techniques. Resampling techniques estimate statistical observables by build-
ing a ‘resampled data set’ from averages of subsets of the original data. In particular
this method allows for reliably propagating statistics into secondary observables derived

from the raw simulation data.
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In this thesis, we will make use of single elimination jackknife resampling to estimate sta-
tistical observables and propagate these through fitting procedures. At the later stages
of analysis when it is required to combine results for an observable from multiple lattice
ensembles, i.e. for the continuum extrapolation, the super jackknife method is used. The

jackknife and super jackknife methods are discussed in more detail in appendix B.1.

Observables are extracted from correlation function data using a frequentist y? approach

to perform fits to the data. The basics of frequentist fitting are covered in appendix B.2.

Systematics

Of course, the nature of the stochastic estimate of expectation values means there is
always an associated statistical error, however there also exist important systematic
effects in the formulation of our lattice simulations which must be addressed and the
associated uncertainties estimated. Here we list (not exhaustively) some of the important

systematic effects commonly considered in lattice analyses.

» Finite volume: signals permeate across the boundary of the lattice and create
‘around-the-world’ effects which affect the light degrees of freedom. These effects

—My

are proportional to e L where using the constraint m,L > 4 for lattice ensemble

generation is commonly used to keep these effects under control [415, 416].

» Heavy quarks: As discussed in section 5.1.6, heavy quarks can introduce large
discretisation effects proportional to the heavy quark mass and momentum. Use

of effective actions or finer lattice ensembles can help manage these effects.

» Continuum extrapolation: after extracting some physical observable on multiple
lattice ensembles with different lattice spacings, this information is used to ex-
trapolate the value to the continuum a = 0. This extrapolation can be dependent
on details such as the renormalisation procedure or the lattice discretisations used
for the gauge and fermion fields. Typically one discusses O(a) improvement such
that the leading lattice artefacts to be modelled in the extrapolation are O(a?),
however for some quantities in some setups, it may be necessary to also consider

higher powers in a such as O(a*), in particular for higher precision calculations.

» For higher precision calculations when the uncertainties reach ~ 1%, it can also
be necessary to estimate e.g. QED effects which can otherwise become the leading
source of uncertainty at this precision. To properly estimate QED effects requires
a discretisation scheme for QED which is itself a very broad topic to discuss. For

further reading, see e.g. [417].
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5.2 QCD Sum Rules

This section provides a brief overview to the method of QCD sum rules, where per-
turbative QCD calculations can be related to hadronic observables. This has been an
important tool for many years in predicting hadronic observables, and is typically com-
plementary to lattice QCD discussed above, since these methods often work better in
e.g. different ¢ ranges for form factor calculations. The bag parameter calculations to
be discussed in chapter 6 have been performed in both lattice QCD and HQET sum
rules for the AB = 2 case and provide comparable results, while the case of AB = 0,
HQET sum rules have provided the only predictions of these parameters to date. In
relevance to the calculations of bag parameters for heavy mesons (an important topic of

this thesis), we will introduce sum rules in HQET for a heavy-light meson Hg.

The information presented here is based off [418-420].

5.2.1 A Basic Example: The Two-Point Correlation Function

Consider the 2-point correlation function between two currents 3(1 = §7°ho,

M(w) = i / dPz O[T {7507, (2)}10), (5.108)

where k is the residual momentum of the heavy quark (recall equation 3.32) and w =
k - v is the residual energy. The integral is defined in dimensional regularisation where
D = 4 — 2¢ dimensions are used. The correlation function has a dual nature: at large
negative w, the quarks in the currents are highly virtual and can be described clearly
in perturbation theory for QCD; at positive w, they can form bound states which are
observed as resonances of single meson states and a continuous spectrum of multiparticle
states along the real axis of w. To describe the hadronic content of the correlation
function along the positive real axis, one can insert a complete set of hadronic states

and derive the unitarity relation,

2ImII(w) = Y (0[jFn)(n]jq|0) drsy (27)*6™) (k — py), (5.109)

n
where the sum over n represents the infinite tower of hadronic states (starting at the
ground state, the pseudoscalar meson Hg) and d7, the integration over phase space.
So relating the two regimes of the correlator (analytic, perturbative quark content vs
non-perturbative hadronic states), we can use the Cauchy formula to derive a dispersion

relation between an arbitrary point with w < 0 and the hadronic sum along the positive
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FIGURE 5.8: Contour integral for the correlation function isolating a pole at w (blue
circle) and avoiding the positive real axis where analyticity breaks down. The red circle
represents the lowest single-meson hadronic resonance and the red line represents the
continuous spectrum of multiparticle states.

real axis, as shown in figure 5.8:

1 I
Mw)==— ¢ ds ()
2m Jo s—w

< 1 16) — II(s — 12 1 II
=L gy [ g M) Z s =) / g5 1) (5.110)
211 6—0 Jg §—w 2mt Jp  s—w
[e.e]
_ / ds P
0 S — W
where p(s) is the discontinuity in II(s) along the positive real axis,
1 . .
p(s) = lim — [II(s + i) — II(s — id)], (5.111)

§—0 271

and we assume that the integral over the circle vanishes as R — oco. However, this may
not always be the case, and the correlation function can be further modified to account

for this, e.g.

w) = w" - SA n_la-wi
II"(w) = /0 d s”(s—w)+§ ' (5.112)

where n can be chosen such that the integration over the circle will vanish. Notice
that now we have gained a polynomial contribution with coefficients a;; since this is a

polynomial to finite order n — 1, these can be removed by taking sufficient derivatives
of TI"(w).

For w along the positive real axis, we can express p for the 2-point correlator as a

combination of some hadronic parameter for the lowest-lying meson state and also the
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spectral density of the continuum of multi-particle and excited states:
PP (w) = F25(w — (mu, —mq)) + p™ (w), (5.113)
where F? is the HQET decay constant of the ground state meson Hg. Finally, our

correlation function can be written as

F2 00 cont
(w) = +/ ds P, (5.114)
Ma, —MQ =W Ju, s—w

where the threshold energy wg indicates the point from which the continuous spectrum

begins.

5.2.2 Operator Product Expansion

We stress again that the description of the correlation function through perturbation
theory is valid for large, negative w, however if one takes some moderate (and negative)
value for w, we can still be sensitive to long-distance non-perturbative QCD effects, which
also must be accounted for. These non-perturbative vacuum effects can be separated

from the perturbation theory calculations in an OPE, i.e.
(w) = i/dDw e 0|T{5(0)7g(2)}0) = Ca(w)(0]Oal0), (5.115)
d

where we order the OPE as usual by the dimension of the operators d. Note that the
lowest-dimension contribution is at d = 0 where Cp(w) = IIP**(w) and (0]Op|0) = 1.
Beyond d = 0, we have a sum of vacuum condensates of quark and gluon fields, however
we are able to safely truncate this sum after typically only a few terms since high-
dimensional condensates are proportional to w™?% and are thus suppressed so long as
the magnitude of w is not too small. The prediction of the condensates themselves is
beyond perturbation theory and must be determined by other means, such as lattice
QCD. Another method is treating them as phenomenological parameters which can
be extracted from fitting to experimental data; an example proving the viability of
this method is the prediction of the gluon condensate in one of the original sum rule

works [38], which is a value still used to date.

Note that there is some critical dimension det from which it is said the validity of the
OPE picture breaks down since the vacuum condensates become sensitive also to short-
distance fluctuations and the idea of separation of scales which is a foundation of the
OPE is no longer sound. Due to this breakdown, the OPE must be truncated at some
point, however finding the optimal truncation to both describe the correlator accurately

and avoid the OPE breakdown is difficult and clearly separates our prediction from
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the exact solution to the physics. Neglecting these terms from the correlation function
predicted for large negative w may actually have a more significant impact after the
analytical continuation to the positive real axis is taken. The impact of this truncation
is clearly a violation of quark-hadron duality; for further details on dg;; and QHD, see
e.g. [37, 421, 422].

While below the critical dimension, the OPE picture remains valid, and the correlation
function can be extracted from a combination of the vacuum condensates and perturba-
tion. The ‘sum rule’ of QCD sum rules is then given by equating the OPE and hadronic

pictures of the correlator:

F2 00 cont 00 OPE
+/ dsp(s)—/ ds ). (5.116)
—mg —w Sy, s—w 0 s—w

mHQ

5.2.3 Borel Transformations

The current form of the correlation function is not actually very useful for estimating the
hadronic parameters of the lowest-lying state, since we still have to define the continuum

spectral density p®"(s). To improve this situation, the Borel transformation can be

applied [37]:
(t) = BI(w) = lim Cwmtt (d " I(w) (5.117)
- _—w,7—>oo n! dw ' ’
—w/n—t

There are important consequences of the Borel transformation:

» Applying infinite derivatives will remove any polynomial terms, i.e.
Bi[w'] = 0. (5.118)

As discussed above, this will remove the subtraction terms in equation (5.112).

» The relation

o] -t S (@) o

—w/n—t (5.119)
_ exp{—s/t}
(i = D

where ¢ > 0. This introduces an exponential weight to the hadronic side of the sum
rule and reduces sensitivity to pcont, while on the OPE side, the convergence will
be improved since higher-order terms are factorially suppressed. However, it turns
out that optimising ¢ for this set-up is tricky since the two sides of our sum rule

prefer opposite scenarios: small ¢ better isolates the ground state in the hadronic
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picture but this means the higher-order terms in the OPE are not as suppressed
(and vice versa). One must find some Borel window [418] for ¢ where both sides of
the sum rule are stable, however it is not guaranteed for all sum rules that such a

window exists.

Now using QHD and some cut-off energy w., we can approximate

/wmds’% - /w°° as P ), (5.120)

0 S —Ww S —w

Using the Borel transformation, we suppress contributions from p®"(s) and as such
violations to QHD are also suppressed. Finally, this allows us to write down the Borel

sum rule in HQET for the decay constant (as written by [423-425])

We MH, —MQ — W
FZ(M):/O dwexp{ Ha p Q }pOPE(w). (5.121)

In this form, we now have a clear method to calculate the non-perturbative decay con-
stant F' using standard perturbation theory techniques (and the addition of vacuum
condensates). The HQET decay constant can then be related to the full QCD equiva-

lent through standard matching procedures.

5.2.4 Sum Rules for Bag Parameters

The sum rule for a bag parameter of a four-quark operator O; can be defined by a simple
extension to the case for the decay constant above. The leading-order diagram and one
diagram at NLO for the four-quark operators are shown in figure 5.9. We start with the

3-point correlator
K@i (wl,w2) = /deldD$2eik1-ac1—ik2-a:2 <0|T {3+($2)Ol(0)§7 (."L‘l)} |0>, (5.122)

where wy 2 are the residual energies from £; 2 and the pseudoscalar interpolating currents
for the HQET fields A(T), k(=) are defined

jr = q"htY, jo=q"ht). (5.123)

We continue as before to now write the dispersion relation for this correlator as

o PO(51752)
Ko, (w,ws) = dsy ds * 4+ 5.124
o, (w1, wn) /0 iy Lo (5.124)
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where we do not write any subtraction terms which will be removed by the Borel trans-
form later. This is the equivalent to equation 5.110, except now since we have two

variables wy and wa, po,(s1, s2) is the double discontinuity in both w; and ws.

Through the standard algebra, one finds the finite-energy sum rule

MHe —MQ  MHgy — MQ
F2(0){0u(p) exp { ~ =, - T2
L o (5.125)
= / dwy dwy exp § —— — — ¢ po, (w1, w2).
0 1 t2

By making use of the sum rule for the HQET decay constant, we can obtain a sum rule

for AB = B — 1 — the deviation of the bag parameter B from the VIA — which reads

er Cr as(p N2

K3

where ro, (7, L) is related to the spectral density of the non-factorisable” contributions

to the 3-point correlator which appear at NLO,

N.Cp w%w% o
4 7t A4r

Apo, (wr,w2) = ro, (%, Lu), (5.127)

u?
4wiwe

where x = wy /wy and L, = log ( ) For further details, and advancements including

strange-quark mass effects, we refer to the calculations of [168, 169, 221].

a h-) q
" 75%’%
q

h(=)
q R+ h(+)

75
FIGURE 5.9: Leading-order diagram (left) and example of NLO non-factorisable di-

agram (right) contributing to the 3-point HQET correlator for the calculation of the
AB = 2 bag parameter.

"By non-factorisable, we refer to the diagrams with a gluon exchange across the point of operator
insertion such that the diagram cannot be decomposed into the product of two simpler diagrams (see
figure 5.9).



Chapter 6

Four-Quark Matrix Elements and

Gradient Flow Renormalisation

Throughout the discussions in chapter 3, we stress that further determinations of the
dimension-six four-quark AB = 0 matrix elements contributing to the lifetimes of B
mesons are wanted, in particular from lattice QCD in order to compare to the existing
sum rule calculations. In addition, in chapter 4, we show that further understanding and
higher precision in the dimension-six four-quark AB = 2 matrix elements contributing
to neutral B meson mixing will be very useful in constraining new physics beyond the
Standard Model.

Calculating four-quark matrix elements in lattice QCD is a well-established task in
processes such as neutral B meson mixing [214-217, 219, 414, 426] and rare kaon de-
cays [427-430]. While the calculation of bare four-quark matrix elements is similar for B
mixing and B lifetimes, a distinct difference comes from the renormalisation procedure,
where the dimension-six AB = 0 operators mix with operators of lower mass dimension,
making physical predictions of these quantities very challenging. In sum rule calcula-
tions, this is circumvented by calculating the matrix elements in HQET and matching
to QCD [168, 169]. In lattice QCD, as the name suggests, matrix elements are calcu-
lated in Ny-flavour QCD, so the simplifications of HQET do not apply. As such, the
history of the dimension-six four-quark AB = 0 matrix elements on the lattice is short:
after early quenched studies [171, 172], preliminary unquenched results were presented
in 2001 [173] however a subsequent publication was never released. The difficulty of
dealing with operator mixing has left this challenge unpursued in the following years
and to date no lattice calculations of four-quark matrix elements for lifetime operators
has been completed. Just recently however, similar interest in the matrix elements for

lifetime ratios and baryonic decays was revived [431]. A further challenge for lattice

122
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calculations is the contributions from disconnected diagrams where the signal-to-noise

ratio worsens.

In this chapter, we introduce a new non-perturbative renormalisation scheme for ma-
trix elements calculated using lattice QCD utilising the gradient flow [394, 432, 433]
and specifically its short-flow-time expansion [434-437] in order to match to a phe-
nomenologically relevant renormalisation scheme, in this case MS. The gradient flow is
introduced in section 6.1 and its short-flow-time expansion in section 6.1.1. The goal
of this renormalisation procedure is to tackle the challenge of renormalising operators
which mix with operators of lower mass dimension, such that a full calculation of the
dimension-six four-quark AB = 0 matrix elements from lattice QCD can be performed
for the first time. Through section 6.2, we describe the early research developing this
procedure. We use a simplified setup simulating a neutral charm-strange meson at phys-
ical mass values and consider both the AQ = 2 operators for neutral meson mixing and
the AQ = 0 operators for lifetimes, where the AB = 0,2 notation is replaced with
AQ = 0,2 for generic heavy quark . As a test case to validate this new method, we
consider the AQ = 2 matrix elements and renormalise these in the gradient flow scheme,
before matching to MS and comparing to existing results for short-distance D° mixing.
We expect the spectator effects of using a strange quark instead of a light quark to
be small. Our analysis can also be extended to the AQ) = 0 matrix elements to yield
results in QCD for the first time. These can be compared to the existing HQET results,
and eventually the resulting prediction of the lifetime can be compared to experiment.
The short-flow-time expansion has similarly been used in the study of other quantities
such as neutral kaon mixing [438, 439], the energy-momentum tensor [440, 441], and the
electric dipole moment of the neutron [442]. The results presented in this chapter are

based on the proceedings [45].

Finally, in section 6.4, we will outline future prospects to extend this work to the large-
scale lattice simulations needed to consider physical B mesons and other improvements

anticipated.

6.1 Gradient Flow

The gradient flow (GF) [394, 432-434, 443-447] is a versatile tool in lattice simulations,
with applications such as scale setting [249, 394], studying the /5 function [448, 449], and
renormalisation. Inspired by the heat equation, gauge and fermion fields are evolved

along an auxiliary dimension, the flow time 7 [GeV 2], by means of the first-order



Chapter 6 Four-Quark Matrix Elements and Gradient Flow Renormalisation 124

differential equations

0:B,(1,2) = Dy (17)Gyu(t,x), Bu(0,2) = Au(x), (6.1)

o-x(r,x) = D2(T)X(T, x), x(0,z) = q(z), (6.2)

where G, (1) = 0, B, (1) — 0(p) B, (1) + [Bu(7), Bu(7)] is the flowed gluon field strength
tensor, D, = 0, + [B,(7), ] is the flowed covariant derivative, A, and ¢ are the regular
gauge and fermion fields respectively whereas B,,(7) and x(7) are those extended in the
flow time. Practically, GF applies an infinitesimal smearing procedure of the gauge and
fermion fields; formally, this suppresses and removes UV fluctuations such that operators
evolved along the gradient flow are renormalised. The effect of the gradient flow can be
seen by sampling the plaquette (recall figure 5.3) throughout a 2D slice of a lattice and
comparing this along the flow time, as shown in figure 6.1. One can see that without GF,
there exists large local ultraviolet fluctuations in the plaquette, while once the gauge
field has been evolved along the flow time, these fluctuations are ‘smoothened over’ such
that the variation of the plaquette across the lattice is now significantly smaller. The
central value of the plaquette clearly shifts significantly and also is resolved to a precision
from ~ 0.6 to ~ 0.99995.

1
0.99998
0.99996
0.99994
0.99992 ..

0.9999

0.99988
30 N
30

0o o

(a) 7/a® = 0.00 (b) 7/a* = 16.00

FIGURE 6.1: Variation of the plaquette over a 2D slice of a lattice without the gradient
flow (a) and after suitable evolution in the flow time (b) [450].

In this thesis, we will focus on the use of GF for renormalisation. With respect to

renormalisation, there are two concepts:
» The gradient flow as a renormalisation group transformation [451, 452].

» The short-flow-time expansion can be considered in order to relate the gradient
flow renormalisation to another scheme, such as the MS [434, 436, 437]. This

concept is discussed further below and used in the analysis of this chapter.
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6.1.1 The Short-Flow-Time Expansion

To begin, we consider an effective Hamiltonian which is typically expressed as a sum
of the products of operators O,, and Wilson coefficients C,,. With the gradient flow,
this can be alternatively expressed in terms of ‘lowed’” operators O, (7) and ‘flowed’
Wilson coefficients C, (7). As long as the sum is over a full operator basis, the described

Hamiltonian is the same:
Heff = Z C'm(gm — Zén(7->0~n(7_)7 (63)

where the flow-time dependence of the flowed operators and Wilson coefficients cancel
each other [437, 440, 453, 454]. In the short-flow-time expansion, one relates the flowed

operators to the regular ones as
On(7) =D Gum(NOm + 0(7) = > Gun (11, )OS ) (7) = (ONS) (), (6.4)

where higher-dimensional operators accompany higher powers of 7 such that they are
expected to be negligible for small 7 [434-437]. The perturbatively-calculated matrix
¢~ Y(u, 7) matches the GF-renormalised matrix elements to the MS scheme!. Note that
from here on, when discussing the dimension-six four-quark A = 0 operators defined
in equation (3.88), we will drop the ‘~’ written over the regular operators such that O

always refers to the flowed operators.

The perturbative matching matrices ¢ ~*(p, 7) used in this study for both the AQ = 0,2
operator bases are calculated in [454, 455]. In the case of AQ = 2, the matching matrix
is block diagonal with only a single element for the operator J;. Since the quantities of
interest are ultimately the bag parameters B; of the operators O;, the matching matrix
is calculated for the same ratio of currents. At NNLO, the perturbative matching from
GF to MS schemes for the bag parameter B; with number of flavours N f2 is given by

-1 a 11
Cpy (W, 7) =1+ Zs <—3 - 2Lur>
2

4 [——2376——7965OLMT——24300LZT—k8250ﬁ@~+—6000[(fLuT

43200
+ 1800 Ny L7, — 27757 4 300 Ny w° — 241800 log 2

1
+ 202500 1log 3 — 110700 Lig (4) ] ,
(6.5)

!Evanescent operators are considered in the matching calculation, however it is ensured via a finite
renormalisation that the physical operators do not mix into them [454].

2Note that this is not the number of dynamical flavours in the lattice simulations, but the number
of effective flavours in the continuum picture at the renormalisation scale u (recall equation (3.30)).
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where L,; = log(2u?T) + v and as = as/m. The expressions for the other bag param-
eters for both AQ = 0,2 are similar, but lie in 2 X 2 matrices such that two GF bag
parameters mix to yield each MS result. In regards to the AQ = 0 operators, while it
is anticipated that the calculation is more straightforward than the original challenge
without gradient flow, the lower-dimension operator mixing avoided so far in the non-
perturbative gradient flow arises again in the matching procedure. The work to tackle
this in full is ongoing. Meanwhile to give first estimates for these quantities, we con-
sider the matching matrices calculated for the difference of the AQ = 0 operators with
different spectator quarks, which contain the same diagrams as the full operators but

with the troublesome terms removed.

The final result for a bag parameter B; in the MS scheme is given by the zero-flow-time
limit of the product of the perturbative matching matrix and the flowed bag parameters

in the GF scheme, i.e.

MS : - G
BIS () = lim G, 7) BEF (7). (6.6)
Strictly speaking, taking this limit presents a window problem, i.e. we must balance two

opposing effects:

» For GF-renormalised operators to be cleanly resolved, we must have evolved them
far enough in the flow time such that the gradient flow has also taken care of

regulating the UV and cut-off effects.

» The flow time region to be considered must be small enough that the short-flow-

time expansion is still valid and higher-dimensional operators are suppressed.

We will see below when the short-flow-time expansion is applied to real lattice data how

this “window problem” is practically seen and addressed.

6.2 Lattice Calculation of Four-Quark Matrix Elements

6.2.1 Lattice Setup

In this lattice calculation, we make use of six 2+1-flavour gauge field ensembles generated
by the RBC/UKQCD collaboration with the DWF and Iwasaki gauge actions, at three
lattice spacings a ~ 0.11, 0.08, 0.07 fm and pion masses € [267,433) MeV [218, 365, 366].
Light and strange quarks are simulated with the Shamir DWF kernel [379, 380, 383, 456]
with M5 = 1.8. These ensembles are listed in table 6.1.



Chapter 6 Four-Quark Matrix Elements and Gradient Flow Renormalisation 127
L T a'Gev amj®® ams®® am‘c’al my/MeV  sresXNeognt o Ny
Cl 24 64 1.7848 0.005 0.040 0.64 340 32 x 101 4.5 400
C2 24 64 1.7848 0.010 0.040 0.64 433 32 x 101 4.5 400
Ml 32 64 2.3833 0.004 0.030 0.45 302 32x 79 6.5 400
M2 32 64 2.3833 0.006 0.030 0.45 362 32x 8 6.5 100
M3 32 64 2.3833 0.008 0.030 0.45 411 32x 68 6.5 100
F1S 48 96 2.785 0.002144 0.02144 0.37 267 24 x 98

TABLE 6.1: RBC/UKQCD ensembles used in the discussed simulations [363-366].

amj®® and ami°* are the light and strange sea quark masses and m, is the unitary pion
val

mass. am,* are the valence strange quark masses, set to the physical mass.
Heavy quarks are simulated using stout-smeared gauge fields [413] and the M6bius DWF
action [391], where the mass has been tuned to the physical charm on each ensemble
through the D, pseudoscalar meson [54]. Using a similar setup as [218], all propaga-
tors are generated with Zs wall sources where the number of sources (separated evenly
across the time dimension) and smearing parameters are listed in table 6.1. Gaussian
smearing [407] is also applied for the strange quarks. Using chiral DWFs for this pilot

study has the advantage that additional mixing of different chiralities does not occur.

The parameters used in the gradient flow evolution of the quark fields in the lattice sim-
ulation are listed in table 6.2. For all ensembles, the third-order Runge-Kutta procedure
is taken in steps of €/a? = 0.01, with measurements of the flowed correlation functions
taken every 10 steps for earlier flow times which is extended to every 40 steps as the
flow time increases. The maximum flow time for each lattice spacing is chosen such that
all ensembles approximately cover the same physical range of flow time. The number
of measurements along the flow time for each lattice spacing is also listed. Note that
the M1 ensemble was first run at an early stage of the project alongside the C1 and C2
ensembles and as such was given the same flow time parameters as these. This results
in a smaller physical reach in the flow time, however the variation between different en-
sembles at the same lattice spacing due to the sea quark effects is expected to be small

and so the M2 and M3 ensembles will cover the range missed.

Recall the AQ = 2 operator basis defined in equation (3.103) and their matrix elements
in equations (3.104)-(3.106). We will refer to this as the “BSM” basis. We saw that
the parity invariance of QCD reduces the number of required matrix elements from 8
to 5. Furthermore practically for lattice calculations, it is convenient to define a basis

containing only colour-singlet operators, referred to as the “lattice” or “NPR” basis:
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1 =1.785GeV (C) | a=! =2.383GeV (M)* | a~! = 2.785GeV (F)
step size, €/a? 0.01 0.01 0.01
' T/a? <5 0.10 T/a? < 8 0.10 r/a® <12  0.10
measurement interval
T/a? > 5 0.40 T/a? > 8 0.40 T/a?>12  0.40
max 7/a’ 8.00 12.00 20.00
# measurements 58 58 141
TABLE 6.2: Features of the gradient flow evolution. The evolution is performed in
Runge-Kutta steps of € and measurements of the flowed correlation functions are stored
at even intervals which increase at larger flow times. * indicates that the parameters of
the ‘M’ lattice spacing are only used for the M2 and M3 ensembles; the M1 ensemble
uses the same parameters as the ‘C’ lattice spacing.
Q1= ("1 = 75)Q)(q1(1 —5)Q),
Q2 = (¢7"(1 = 75)Q) (" (1 + 15)Q),
Q3 = (q(1 —75)Q)(a(1 +75)Q), (6.7)
Q1= (q(1 —)Q)(a(1 —5)Q),

Qs = 1 (@001~ 15)Q) (@ (1 +75)Q).

We further reduce these to their parity-even components in the lattice simulation and

follow the linear transformation O = T'Q™ to relate these back to the operators of the

“BSM” basis:
QT = (17Q)(@.Q) + (115Q) (1. 75Q), Do o o o
Q7 = (‘wQ)(@wQ) (@1 75@)(@7u75Q), 00 0 1 0o
3 = (@Q)(2Q) — (71:Q)(7715Q), T=|o 0o 0o -1 1 (6.8)
T =@Q)Q) + (77:Q)(aQ), 00 1 0 0
5= (@ Q)@ 1Q) 0 -0 0 o0
v>p

For further details on the use of the “NPR” basis and its relation to the “BSM” basis,
see [218, 414, 457-459]. The quark line diagrams contributing to the simulation of these

operators are shown in figure 6.2.

Next recall the AQ = 0 operator basis defined in equation (3.88). For convenience in the

lattice calculation, we look to remove the generator t¢ from the direct definition of the

operators used in the simulation. Using the definition tgﬁtg 5

- %N,, dap 575 + %5015 576
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b q
V5 Vs
\w__/ w
q b
to t to + AT

FIGURE 6.2: Quark line diagram to calculate the three-point correlation function with
a AQ = 2 four-quark operator insertion at time ¢ between two sources at tg and tg+AT.

and Fierz operations, we can rewrite our operator basis as

Q1 = (Qvu(1 = 75)9) (G, (1 — 75)Q),
Qo = (Q(1 —5)q)(q(1 +75)Q), (6.9)
71 = (Qyu(1 = 5)Q)(@Vu(1 = 75)9),
72 = (Qyu(1 +75)Q)(q7u(1 — 75)q)

Similarly to the process for AQ = 2, we can reduce these to the parity-even components

for the lattice simulation and relate back to the original basis later:

1) (@7 Q) + (Qu59) (71 75Q),

= (Qv
= (Q9)(7Q) — (Qv59)(775Q), (6.10)
=(Q
= (

7" = (Q@YuQ)(@7u9) + (Qu5Q) (@7 759)s
Q@) (GVua) — (Qyu¥5Q) (@Y1 59),
o 1 o o0 o0\ [of
Oy | _| 0 10 0| |9 (6.11)
Ty’ - 2]1VC 0 _% 0 T
Ty 0 -5 0 3 o

For the operators QT, Q; , these are calculated through the quark line diagram in fig-
ure 6.3, which is the expected AQ = 0 operator insertion between two heavy mesons
Hg. With the rearrangement to the operators in equation (6.9), this resembles a QQ
pseudoscalar state decaying to a g pseudoscalar state via the four-quark operators
71, T2. This rearranged operator insertion is constructed via the quark line diagram in
figure (6.4).

Finally, the AQ = 0 operators also have contributions from the so-called ‘eye’ diagrams.
These diagrams have been calculated in HQET sum rules where their contributions

were found to be small [168, 169]. On the lattice, these diagrams are more expensive
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Q Q
—— |
V5 V5
— —
q q
to t to + AT

FI1GURE 6.3: Quark line diagram to calculate the three-point correlation function with
a AQ = 0 four-quark operator Qq, Qs insertion at time ¢ between two sources at tg

and tg + AT.
q Q
— —
5 V5
\7‘ \«7
q Q
to t to + AT

FIGURE 6.4: Quark line diagram to calculate the three-point correlation function with

a AQ = 0 four-quark operator 71, 7 insertion at time ¢ between two sources at ty and
to + AT.

to calculate to a statistically-viable level due to the internal quark loop. One method
to generate the propagators for this uses sparse sources and is discussed in [430] in the

context of rare kaon decays where these diagrams also appear. Due to the additional

T ORI
o/

V5 V5

to t to + AT

FIGURE 6.5: Quark line ‘eye’ diagram contributing to the matrix elements of AQ = 0
four-quark operators inserted at time ¢ between two sources at ty and to + AT.

cost of calculating these diagrams and the expectation that their contribution is small,
we chose to not calculate these in this pilot study where the focus is on first results and
validation of the gradient flow renormalisation. We plan to include the eye diagrams in
future advances of this research (see section 6.4). The quark line eye diagram is shown

in figure 6.5.



Chapter 6 Four-Quark Matrix Elements and Gradient Flow Renormalisation 131

Due to their definition as ratios of the operator matrix element to some meson-to-
vacuum matrix elements, the bag parameters B;, ¢; of the operators discussed above
can be conveniently defined on the lattice. First, recall equation (5.106) which for the

case of the same meson Hg induced at both source positions, can be written as (for

AQ =2)

(m)
—M It _M;;g (AT—t)

n n =(m =(m = €
OO (6, AT, 7) = Y (01Qsal HS ) (HS |0 HG V)W HG 1475Q10)

© aM V)
n,m o 0
0lQvsq|Hop)? o
- DO g0t e+ S [L]+ S [
Hq n>0,m>0 n>0,m>0

(6.12)
The AQ = 0 case follows similarly by swapping the anti-Hg mesons above with Hg
mesons. One can see from comparing to equation (5.102) that the product of two 2-
point functions (with one being reversed in time from AT') of the meson Hg will have
the same time behaviour as the 3-point function. In the limit of large Euclidean time
signature and large source separation, this ratio will approach the bag parameter. The
B; are isolated by taking the appropriate ratios of the 3-point correlation functions

shown above in figures 6.2 and 6.3 to some 2-point correlation functions:

3
Cora=os(t, AT, T)
1

R{NO=O2 (4 AT, 1) = — BSF (1), (6.13)

MmO (t, TVCNAT — t,7)

O om0 (t, AT, 7)

RPO=V2 (¢, AT, 1) = — BEF(r), (6.14)

niCpp(t, T)CEp(AT — t,7)
where i = 2 — 5 for AQ = 2 and i = 2 for AQ = 0. In the original operator bases
(i.e. one must transform the lattice operators first), n; = {%, —%, %,2, %} for AQ = 2
and n; = {1,1,1,1} for AQ = 0. Note that the O; operators for both AQ = 0,2 use
the C'4p 2-point function, that is, the azial-pseudoscalar correlation function which has
79 = (0|Qvs5q|Hg) = P (pseudoscalar matrix element) and Zs(r011)< = (0|Qvsq|Hg) = A
(axial matrix element). Readers familiar with these definitions for AQ) = 2 operators
will recall that the source and sink operators can be switched for the ‘time-reversed’
C(AT —t) correlator and that this is equivalent. For the gradient flow renormalisation
procedure, it is important that the axial matrix element is at the sink position for both
2-point correlators since the gradient flow evolution is applied on the sink and only the
local sink matrix elements are evolved along the gradient flow. The axial matrix elements
must always be the ones ‘flowed’ to properly define the ‘flowed’ bag parameters for O;.
For other operators, the Cpp 2-point functions are used which have the pseudoscalar

matrix element at both source and sink. Still only the matrix element at the sink is

evolved along the flow time and is used for defining the ‘flowed’ bag parameters, while
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the source matrix elements cancel the same source matrix element appearing in the

definition of the three-point function.

Due to the rearranged structure of the 3-point correlators for the 7; operators on the
lattice which relate to the T; operators, these do not have the same simplification as for
the other operators and must be defined slightly differently, since the induced state at
either side of the 3-point function is not the same. Labelling the QQ state ng and the

qq state n, since we induce pseudoscalar meson states, the correlation function reads

—Msz)te_M%) (AT—t)

e

3pt _ TN () 1)y (0 (M) | v
O (6, AT 7) = (0@ @lng”)ing” Irilng™) (g™ s 10) —— — e oy
n,m Naq nQ
(6.15)
In a similar fashion to what is common in form factor analysis (see e.g. [460]), the matrix

elements (7;) can be extracted as

{ri) ()

3pt
CTip (t7 AT’ 7-) \/ 4M77£1 MWQ (616)

= lim
Mg t—Myg, (AT—1)
0t AT \/ngt(t)cggt(AT_t) o Mugt=Mng (AT—1)

where the 2-point functions used are the PP correlators for the ng and 7, states. Note
that these do not show a 7 dependence since they are only used for cancelling the source
matrix elements of the 3-point function and thus are always taken at zero flow time. By
combining the extracted bag parameters B; with the (7;) following equation (6.11), the

bag parameters ¢; are given by

_ 1 (r)(7) 1
) = S GG 2 (o1
1 (T9)(T) 1
o= @ Q%(;!Hm o 2NCBQ(T). (6.18)

For this rearranged method of extracting the bag parameters, the pseudoscalar and axial

matrix elements must be independently extracted from the 2-point functions.

6.2.2 Preliminary Work

Valence sector measurements are performed using the Grid [461, 462] and Hadrons [463]
frameworks. The fermionic gradient flow evolution had not yet been implemented in
Grid or Hadrons, and the first milestone of the project presented here was developing
and validating new modules into Hadrons to perform the fermionic gradient flow required
for the renormalisation procedure?. The validation procedure was performed against an

implementation of the fermionic gradient flow [452, 464] written in QLUA [465]. To

3https://github.com/mbr-phys/Hadrons/tree/test /GradientFlowLumi/Hadrons/Modules/MGradientFlow
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validate, gauge observables such as the plaquette and rectangle as well as fermionic
2-point functions were evolved along the gradient flow in both implementations and
agreement was found at double precision. The modules written for this project are
listed in appendix C. In addition, we greatly benefited from the recent ‘file bundling’
feature added to Hadrons such that the very large output of the gradient flow could be

better controlled in fewer files.

While the physical charm masses on the C and M ensembles were known from previous
studies [218], this set-up had not previously been used before on the F1S ensemble.
Therefore an important step before running the full simulation for the AQ = 0,2 matrix
elements was tuning the charm mass on the F1S ensemble to its physical value. 2-point
correlation functions are analysed in a ground + first-excited state fit to precisely extract

the ground state mass of the Dg meson simulated at multiple charm-like masses. Charm-
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FIGURE 6.6: Physical charm mass interpolation on F1S from the Dy meson simulated
at am. = 0.30, 0.35, 0.40.

like masses were chosen such that these would bracket the expected value to replicate
the physical mass of the D meson, and the resulting value could then be interpolated
from the fitted results. The analysed charm masses and the interpolation to the physical

value used in the full scale simulation on F1S are shown in figure 6.6.
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6.2.3 Correlator Analysis

In the following we cover the analysis of the correlation functions obtained from the
lattice simulations. For all analyses, we use the single-elimination jackknife resampling

procedure and perform correlated frequentist fits to the data, see appendix B for details.

The first data considered for analysis are 2-point correlation functions. From these
we can validate that the meson states we anticipate are being well-resolved and that
the heavy quark mass indeed yields a physical D, mass as desired for this pilot study.
Furthermore, we extract the meson-to-vacuum matrix elements required for e.g. the
analysis of the 7; operators. In figure 6.7, we show examples of fits to 2-point correlation

functions at different flow times on the M2 ensemble. On the left is shown the fit for

0.850 0.850
I = M2, 7/a* = 0.00 M = 0.82923(31) M2, 7/a® = 2.20 , M = 0.82923(31)

X2193] = 0.386, pvalue = 1.000 2ptME ps = 1.7689e+01(3.337e-02), ax = 1.3862e+01(3.347e-02)

x2[22] = 0.274, pvalue = 1.000

]
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FIGURE 6.7: Examples of ground + first-excited state fits to 2-point correlation func-
tions on the M2 ensemble at zero flow time (left) and 7/a? = 1.50 (right). 6 correlators
are fitted simultaneously on the left, and two on the right, where the right also uses
information from the zero-flow-time fit for better constraint. SS, SP and aa, ap, pp are
explained in the text.

zero flow time, where we have access to a larger set of correlation functions from which
we extract our information. Without the gradient flow, we use ‘smeared-smeared’ (SS)
data, i.e. with Gaussian smearing at both source and sink, or ‘smeared-point’ (SP) data
with Gaussian smearing at the source and a point sink. Due to the nature of the 3-point
correlators and therefore the bag parameter ratios, it only makes sense that the local
matrix element defined at a point sink is evolved along the gradient flow. So we have
fewer correlation functions to work with for extracting this directly. The axial-axial (aa)
and axial-pseudoscalar (ap) correlators have the benefit of having the same meson mass
states as the pseudoscalar-pseudoscalar (pp) case and as such all six (aa, ap, pp for both
SS or SP) can be fitted simultaneously. We perform a ground + first-excited state fit to
the data of all correlators, since it is commonly found that including an excited state in
the analysis improves the statistical resolution of the ground state. The resulting fit at

zero flow time outputs the meson mass (as written on the figure) and also the axial and
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pseudoscalar matrix elements for both smeared and local operators. The meson mass
and smeared-source matrix elements will not be changed by the gradient flow, and can
be used as input to the fits on the ‘flowed’ correlators to better constrain the ‘flowed’
local matrix elements. As can be seen in the right of figure 6.7, the gradient flow also
results in a smearing effect as the flow time is increased and the signal of the data for
earlier timeslices is ‘destroyed’, such that some information can be lost at larger flow
times without other constraints. Similar analysis is performed on all ensembles and also

for the g and 7, states needed for the 7; matrix elements.

Next we turn our attention to the analysis of the bag parameters. With the focus on
testing and validation of the gradient flow renormalisation, we consider only O for
AQ = 2 and O; and Ty for AQ = 0. First we discuss the similar O, operators for
AQ = 0,2. The bag parameters (recall equations (6.12) and (6.13)) are symmetric in
the Euclidean time between 0 and AT (the two source positions) such that we expect
to find a plateaued region in the centre as the value of the bag parameter with excited

state contributions growing as we move further from the centre. Example fits to the bag
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FIGURE 6.8: Examples of ground state fits to the O; operators for AQ = 2 (left) and
AQ = 0 (right) on the M2 ensemble at fixed flow time 7/a? = 1.50.

parameters at fixed flow time 7/a? = 1.50 on the M2 ensemble are shown in figure 6.8.
Note that for the case of the AQ = 0 operator on the right, we have exploited the
symmetry of the signal and ‘folded’ the data in order to gain some improvement in the
statistical signal of the plateau and to make the fitting procedure easier by reducing the
number of data points*. In both cases, we find that extending the fits to include excited
states does not improve the precision of the results while worsening the quality of the

fits and therefore we choose to only consider ground state ‘plateau’ fits here.

The case of the T} operator is different since the operator is no longer symmetric in

Euclidean time (recall equations (6.15) and (6.16)) due to the states defined at either

“In principle, this can be also be done for the AQ = 2 correlator which is also symmetric.
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side of the 3-point correlator being different. However, one still expects a plateau to be
reached at some point where the excited states from both sides die off and the ground

state matrix element (7;) is found. Examples of fits to the bag parameter of T} at
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FI1GURE 6.9: Examples of ground state fits to the 77 operator for AQ = 0 on the M2
ensemble at fixed flow times 7/a? = 0.70 (left) and 7/a? = 4.20 (right).

fixed flow times on the M2 ensemble are shown in figure 6.9. We find that for smaller
flow times (as shown in the left of the figure), a ground state fit is sufficient to extract
the signal, however for larger flow times the signal region becomes poorer (as shown in
the right of the figure) and in future analysis more complex fits to e.g. multiple source
separations AT simultaneously will also be studied. Extending the usable range of flow
times in earlier steps of the analysis is always favoured for propagating onwards. It is
however worth noting that the typical flow time values where the signal significantly
worsens are beyond the scope of expected validity for the short-flow-time expansion and

as such it can be argued to disregard these already at this stage.

Furthermore, the reliability of the extraction of T depends on how reliable the meson-to-
vacuum matrix elements are extracted from the 2-point correlator analysis. As the flow
time increases, the ‘smearing’ effect of the gradient flow increases, which first enhances
the overlap with the ground state but eventually the smearing grows too large and even
the ground state matrix elements and masses can become difficult to resolve. There-
fore for later flow times (again expected to be outside the range of the short-flow-time

expansion), we cannot trust the analysis for T7.

The fits discussed above to extract the bag parameters are performed at each discrete
flow time as described in table 6.2, such that we can see the evolution of these bag
parameters with the gradient flow as they are renormalised. In figures 6.10 and 6.11 the
evolutions of By for AQ = 2 and AQ = 0 are respectively shown, where the flow time
evolution is shown on the left in lattice units 7/a® and on the right in physical units

7[GeV~2]. One sees that while AQ = 2 and AQ = 0 are of different magnitude, they



Chapter 6 Four-Quark Matrix Elements and Gradient Flow Renormalisation

137

1.000  c000s00000000099% 1.000 ome
0.975 4 0.975 4
0.950 4 0.950 4
™
|| 09254 || 0.925
< <
< 09007 & <1 0.900
— S —_
C ] C
M 08751 m _ 0.875
. i C1, a7 = 1.7848 GeV W fi C1, a7 = 1.7848 GeV
0.850 o % § C2a7! = 1.7848 GeV 0.850 i § €2 07! =1.7848 GeV
© F ML a! = 2.3833 GeV © F ML a"! = 2.3833 GeV
0.825 ! £ M2 a7l =2.3833 GeV 0.825 2 £ M2 a7l =2.3833 GeV
- M3, a7 = 2.3833 GeV - M3, 07! =2.3833 GeV
oso0d @ § FIS, a7 = 2.785 GeV 0s00d © & F1S,a7! = 2.785 GeV
0.0 2.5 5.0 75 100 125 150 175 200 0.0 0.5 1.0 L5 2.0 25
7[GeVY

7/a*

FI1GURE 6.10: Flow time evolution of the AQ = 2 bag parameter B; in lattice units
7/a? (left) and 7 [GeV 2] (right).

behave almost identically in the gradient flow evolution. On the left, we observe overlap
between ensembles with the same lattice spacing differing only in the mass of the light
sea quarks. Hence we can infer that sea quark effects are negligible. Furthermore on
the right once at physical flow time, we find that all data at different lattice spacings

and/or sea quark masses overlap beautifully. Thus we expect a mild continuum limit

extrapolation.
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F1cURE 6.11: Flow time evolution of the AQ = 0 bag parameter B; in lattice units
7/a? (left) and 7 [GeV 2] (right).

Next in figure 6.12 we show the flow time evolution of the e; bag parameter for AQ =
0. Notice that the extent in flow time of these plots is smaller than that for the Bj
parameters; this is due to the discussion above where for larger flow times the data
of both the 2- and 3-point functions exhibit large smearing effects and the required
matrix elements cannot be reliably extracted. In the left plot, one can see that while
differences between ensembles at the same lattice spacing are small, they are still more

noticeable than they were for By. This is understood to be down to fit systematics
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FIGURE 6.12: Flow time evolution of the AQ = 0 bag parameter €; across in lattice
units 7/a? (left) and 7 [GeV~?] (right).

and these differences should be minimised by further improvement in the extraction of
individual data points. In the centre region of the plots, where the flow time is not
too small nor too large such that it is more suited to the short-flow-time expansion, the
systematic effects of the fitting procedure are better controlled and there is more overlap
of these ensembles. In the right plot in physical units, we notice that the continuum
limit of this operator is not as mild as for B since one sees a clear difference between
the ensembles at different lattice spacings. While the stability and ‘smoothness’ of the
evolutions leaves some space for improvement, the data within the typical range for
short-flow-time analysis still looks to behave well such that a continuum limit seems

viable and the short-flow-time expansion can be performed.

6.2.4 The Continuum Limit

After completing the correlator analyses along the flow time, the next step is taking the
continuum limit. As already mentioned in the discussion around figures 6.10 and 6.11,
additional systematics appear to be relatively small, such that we can advocate for a

simple continuum limit fit of the form

B =B+ dT, (6.19)

2 since that is the lowest order at which discretisation errors of the

i.e. a linear fit in a
used actions are expected. We perform this fit at each discrete flow time step of the
finest ensemble F1S. To do this, we first interpolate the values of the C and M ensembles
from their discrete flow times to the F1S values, assuming a linear region between two
data points bracketing the desired value. In figure 6.13, we show the continuum limit

extrapolations at two values of the flow time for the B; bag parameter for AQ = 2, where
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FIGURE 6.13: Examples of continuum limit extrapolations for the B; bag parameter
for AQ = 2 at flow time 7 = 0.09CGeV~? (left) and 7 = 0.54GeV 2 (right). For
visibility, the M1 ensemble (red) is plotted with a slight offset to the left, and the C2
(cyan) and M3 (pink) ensembles to the right.

the left plot shows one of the ‘flattest’ extrapolations and the right plot one with the
largest slope, which is however still relatively mild. The continuum limit extrapolations

at other flow times and also for B; for AQ = 0 look similar, as shown in figure 6.14.
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FIGURE 6.14: Examples of continuum limit extrapolations for the B; bag parameter
for AQ = 0 at flow time 7 = 0.19GeV 2 (left) and 7 = 0.41 GeV~? (right). For
visibility, the M1 ensemble (red) is plotted with a slight offset to the left, and the C2
(cyan) and M3 (pink) ensembles to the right.

As expected from figure 6.12, the continuum limits for ¢; are not as flat as those above.
The procedure for the continuum limit is however similar to that for the By’s: the data
is first interpolated on the C and M ensembles to match the flow time values of the F1S

ensemble, then a naive linear fit in a?

is used to take the continuum limit. In figure 6.15,
we show continuum limit extrapolations at two values of the flow time for ¢;. Although
these data show a steeper line than the cases for Bj, they are still in good agreement
with a linear ansatz. The spread between the values corresponding the different sea

quark masses at the same lattice spacing may be indicative of unaccounted systematic
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FIGURE 6.15: Examples of continuum limit extrapolations for the €; bag parameter for
AQ = 0 at flow time 7 = 0.19 GeV ™2 (left) and 7 = 0.53 GeV 2 (right). For visibility,
the M1 ensemble (red) is plotted with a slight offset to the left, and the C2 (cyan) and
M3 (pink) ensembles to the right.

uncertainties in fitting the plateaus and less likely to be resolving effects due to the

different sea quark masses.

6.2.5 Matching to MS

With continuum results as a function of the flow time, the final step of the procedure is

to match these GF-renormalised results to the MS scheme.

First, we consider the B bag parameter for the AQ = 2 operator. The perturbative
calculation of Cgll is taken at both NLO and NNLO such that we can observe the
systematic effects of the use of perturbation theory. In addition, we also include the
logarithmic terms at higher powers of ay to observe these effects, although the full
calculation beyond NNLO has not been performed. In figure 6.16, we show the flow-
time dependence of Cgll (1) at NLO and NNLO, including the effects of the logarithms

at higher powers of as.

The matching factor in the different perturbative scenarios is then combined with the
continuum-limit lattice data; this combination is shown in figure 6.17. As discussed
above, the short-flow-time expansion now relates this quantity to the MS-renormalised
result B%\TS in the limit of 7 — 0, assuming a linear extrapolation in the flow time.
Recall that this extrapolation involves the consideration of a ‘window’ problem where we
recognise that the data at very small 7 suffers from e.g. interference with UV fluctuations,
and higher-power effects dominate at larger 7. At NLO we choose the flow time window
0.28GeV™2 < 7 < 0.49GeV ™2 and at NNLO (as well as with higher logarithms) we
choose 0.18 GeV™2 < 7 < 0.49 GeV 2. Within the flow time windows, an uncorrelated

linear fit to the data is performed and then extrapolated to 7 = 0. The uncertainty on
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FIGURE 6.16: Flow-time dependence of (g} (1) at NLO (purple) and NNLO (orange),
where at NNLO we also consider logarithms at higher powers of «; (blue, red, green).
The renormalisation scale is set to yu = 3 GeV.

the extrapolation is taken as the difference between the fit for the central values and
the fit for the upper limits of the data. As can be seen both in the figure and from
the chosen flow time windows, the effect of going to higher order in perturbation theory

extends the region of validity for the flow time window towards smaller 7.
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FIGURE 6.17: Flow-time dependence of the combination Cgll(,u, 7)B1 (1) with different
perturbative orders: NLO (purple), NNLO (orange), +a2 logs (blue), +a? logs (red),
+a5 logs (green). Error bars represent statistical uncertainties only, however the con-
tinuum extrapolation particularly at small flow times (7 < 0.2 GeV™?) will contribute
large systematic effects. The gray bands leading from each coloured data set represent
the 7 — 0 extrapolations taken from uncorrelated linear fits; the results at 7 = 0 are
then shown in the left panel.
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As previously mentioned, we simulate an unphysical ‘neutral charm-strange’ meson
which does not have exact phenomenological meaning for its AQ) = 2 operators, how-
ever this can be seen as a proxy to the short-distance effects of D° meson mixing, up to
some spectator effects which are likely to be small. In the literature, the short-distance
matrix elements for D° mixing have been calculated on the lattice by FNAL/MILC at
Ny =2+1and ETMC at Ny = 2+ 1+ 1, with p = 3GeV. ETMC finds a value of
B%\TS = 0.757(27) [466]. FNAL/MILC quotes a values for (O1)MS; using PDG [54] and
equation (3.104), this leads to BMS = 0.795(57) [467]. There also exists a prediction
from HQET sum rules which, again using PDG [54], results in B%TS = 0.65410 0% [168].
By comparing to figure 6.17, one can see that the preliminary results found here lie
between the two literature values from lattice QCD and slightly above that from HQET
sum rules. We take the range from the different perturbative orders, including their

uncertainties, as the range of our final value and assume symmetric errors. This yields
BMS5(3GeV) = 0.787(5), (6.20)

where the uncertainty incorporates the statistical uncertainty of the data and the sys-
tematic error of different truncations in perturbation theory. While treatment of further
systematic effects is still required (see section 6.3), this agreement with the literature is
a clear sign of success for the gradient flow and short-flow-time expansion as a renor-

malisation and matching procedure.

Next, we consider the By and €; bag parameters for the AQ = 0 operators. The
perturbative matching matrix ¢} is taken at NLO, and we remind the reader again
that a simplified picture of the operators for lifetime differences is used to calculate
the matching where the complications of lower-dimensional perturbative mixing are
removed. We assume this matching is sufficient to give first estimates of these quantities
while the method is tested and validated, and the full calculation will be completed for
future results with increased accuracy. The flow-time dependence of the components of

¢.L(7) for matching to B%TS (left) and ell\TS (right) are shown in figure 6.18.

The matching matrices are then combined with the continuum-limit lattice data as
shown in figure 6.19 for B%TS and figure 6.20 for GI{TS. We choose the flow time window
0.39GeV™2 < 7 < 0.61 GeV~2 for both bag parameters and perform an uncorrelated
linear fit to the data to then extrapolate to 7 = 0. Unlike the case for AQ = 2, the
AR = 0 QCD matrix elements for a charm-strange meson do have phenomenological
meaning on their own to determine the Dy meson lifetime. However, as stressed in the
goal of this project, there are no existing predictions for these from lattice QCD in the

literature. There does exist a HQET sum rule calculation for DO lifetimes, predicting
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By =0.

902

+0.077
—0.051

and e; = —0.13215:075 [168]. In our calculation we find

BYS(3GeV) = 1.110(2),
MS(3GeV) = 0.119(1),

with statistical uncertainties only; see section 6.3 for a breakdown of further uncertainties
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to be quantified. We see that both B; and €; bag parameters have the correct order of
magnitude with respect to the literature values, which we take as a promising sign for
these early results. However, one also notices that the e€; parameter currently has a sign
difference to the literature value. It it still to be understood how this sign difference
arises which is to be included in future work, although it is worth noting that the existing

HQET sum rules result is also currently under scrutiny.
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FIGURE 6.20: Flow-time dependence of the combination ¢! (1, 7){€1, B1}(7) at NLO
(purple). The continuum-limit lattice data for e; (Bj) is shown in black (gray) and
their individual combinations with (=1 in blue (red). Error bars represent statistical
uncertainties only, however the continuum extrapolation particularly at small flow times
(7 < 0.2GeV™?) will contribute large systematic effects. The gray band represents the
7 — 0 extrapolation taken from the purple data in the chosen window; the result at
7 =0 is shown in the left panel.

We stress again that this does not yet represent a complete calculation of the bag
parameters for AQ = 0 from lattice QCD since we are still to include the ‘eye’ diagram
contributions and the complete perturbative matching. However, these results show a
first estimate from lattice QCD and represent a promising first step towards a complete

calculation of the bag parameters for AQ = 0 operators.

6.3 Systematics

As the research presented here is a pilot study aimed at establishing the gradient flow
renormalisation and matching procedure, we have not yet been concerned about propa-
gating all systematic effects through the analysis and into the results in figures 6.17, 6.19,
and 6.20 and equations (6.20)-(6.22). However, these must be kept in mind as they will
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represent an important aspect of the final results. Below we briefly collect and discuss

some of the important systematic effects in our calculation.

Correlator Fitting

The fitting of the 2- and 3-point correlation functions can introduce a bias and systematic
effect through the choice of specific fit ranges being favoured over others. We can
minimise our bias, and estimate any systematic uncertainties, by varying the fit ranges
used for fitting and observing the subsequent spread of results. Furthermore, since we
do not expect significant sea quark effects for the heavy-light system considered, the
ensembles at the same lattice spacing should give compatible results and the fit ranges
used on the different ensembles are therefore in most cases the same. This serves as a

necessary but not sufficient condition to reduce bias in choosing the fit range.

Continuum Limit

A systematic uncertainty from the continuum limit extrapolation can be estimated by
varying the fit ansatz to test for e.g. O(a?) effects, finite volume corrections, etc. Further-
more, different subsets of the lattice ensembles can be considered instead, for example

omitting the two coarsest ensembles.

Discretisation Errors
The dominant discretisation errors associated with the gauge and fermion actions are
O((aAqcp)?), which will be accounted for in the continuum limit extrapolations as long

as a term o a? is present.

Sub-dominant effects from the discretisation can also be considered, however these are

typically seen to be < 1% and taken as negligible here.

Lattice Scale Uncertainty

The uncertainties on the lattice scales of the various ensembles are well-determined;
see table 6.1. These uncertainties can be accounted for as part of the continuum limit
analysis by varying the lattice spacings input to the continuum fit by 1o and assigning

an uncertainty from the resulting spread of continuum values.

The gradient flow time in physical units is also determined using the lattice scale as a
conversion factor, and as such the lattice scale uncertainty must also be propagated into
the flow time. Similarly to above, the lattice scale in this conversion can be varied by

lo and the systematic effect estimated from any difference.

Quark Mass Tuning
The simulated strange quark masses have a slight mistuning to the determined physical
values on each ensemble, with the mistuning effect varying by ensemble. In general,

light spectator effects are expected to be small for four-quark operators and heavy-light
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systems such that the small mistuning of their value is not anticipated to present a
significant effect. Simulations with varied values of the charm and/or strange quark

mass allow however to properly estimate these effects.

The value of the charm quark on each ensemble is tuned to replicate the physical Dy
meson mass. On all ensembles, the D meson mass is reproduced within 10 MeV of the

physical value and mistuning effects are expected to be subleading.

In a larger-scale simulation, measurements can be performed at multiple values of the
valence quark masses for both charm and strange such that systematic uncertainties

from mistuning can be quantitatively evaluated.

Perturbative Matching

As mentioned in the discussion around figure 6.17, we can associate a systematic uncer-
tainty with the perturbative matching calculation by observing the variation in the result
at different perturbative orders. The results between NLO and NNLO for the AQ = 2
B parameter are in close agreement with one another where their difference implies an
uncertainty associated with the perturbative truncation which is already incorporated

into the quoted error.

The systematic effects for the AQ = 0 perturbative matching remain to be evaluated
and will be meaningful in the context of the complete matching calculation still to be

done.

7 — 0 limit

An effect which will be correlated with the perturbative matching procedure above is
how to take the 7 — 0 limit. In a full analysis, this extrapolation should be performed
using a fully-correlated fit instead of the simple uncorrelated fit chosen so far for this
pilot study. In this way, some of the additional effects of this extrapolation will already

be accounted for properly as part of the quoted statistical uncertainty of the final result.

Further systematic effects in this extrapolation could be considered by e.g. varying the
fit ansatz to include further terms such as quadratic or logarithmic behaviour in the
flow time; any additional ansétze should however be well-motivated from the theoretical

perspective of the gradient flow.

6.4 Future Prospects

In the above discussions, we have laid out a pilot study to establish the gradient flow
as a non-perturbative renormalisation procedure for lattice QCD calculations and its

short-flow-time expansion as a perturbative matching method to the MS scheme. While
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this pilot study shows promising first results for this method, further work is required to
expand and improve upon this study. Below we list some of the future tasks we have in
mind to develop this study further and extend its reach to the main phenomenological

motivation — B meson lifetimes.

Eye Diagram Contributions

The simulations carried out for this pilot study do not take into account the ‘eye’ diagram
contributions to the AQ = 0 operators (recall figure 6.5). These diagrams are much more
expensive to simulate to a statistically-viable level and are meanwhile expected to have
only small contributions to the final result. It is however important to validate the
expectation of their size by calculating these and including their effects in a final result.
These diagrams are planned to be simulated in the future using the method discussed
in [430].

Full Operator Bases
In addition to the O operator for AQ = 2 and Oy, T3 operators for AQ = 0 considered
here, we extend our analysis to cover the full operator bases of AQ = 2 and AQ =0 as

defined in equations (6.7) and (6.9) respectively.

Perturbative Matching Calculation

We have so far stressed that the perturbative matching calculation for AQ = 0 is taken in
the simplified limit of the lifetime difference operators where the mixing with operators
of lower mass-dimension completely cancels out. It is difficult to estimate how large the
impact of this simplification is to the complete result. Work is ongoing to calculate the

full perturbative matching to more accurately predict our final values.

In addition, the perturbative matching has not yet been calculated for the full AQ = 2
operator basis; for predictions of this set of operators, this calculation must also be

undertaken.

Large-scale Simulation

For this pilot study, we minimised simulation cost by only simulating at a single fixed
charm and strange quark mass, targeting the physical Ds; meson. For a full-scale run
in order to better account for all systematic effects in the quark mass values and also
to extend the project to D°, BY B, mesons, we want to perform the simulation for
multiple ‘heavy’ quark masses ranging from charm to ‘near-to-bottom’. The reach above
the charm quark mass must be carefully controlled to keep discretisation effects under
control (recall section 5.1.6) while minimising the extrapolation to the physical b quark.
We will also simulate multiple spectator quark masses for both light and strange quarks

to consider all spectator effects and control all systematics towards the physical systems.
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Simulating at both light and strange spectator quarks will in addition allow us to consider

the matrix elements for the lifetime differences and predict ratios such as 75, /75, .

Further Observables

While the bag parameters studied here are a particularly well-suited choice for the gradi-
ent flow renormalisation since in the ratios used to define them, additional multiplicative
renormalisation factors cancel out which would otherwise also have to be calculated. For
other observables, it can nonetheless be possible to calculate this additional renormali-
sation if needed and the gradient flow procedure could be beneficial to many calculations

in the future.



Chapter 7

Conclusions

It is obvious both phenomenologically and cosmologically that there must be more to the
fundamental laws of physics at the smallest scales than what is currently described by
the Standard Model. While a number of experimental measurements lie in tension with
their SM predictions, none yet are taken to be significant enough to confirm a discovery
of some new physics effect. Attention should be given in the search for new physics
to quark flavour physics where important insights into the limitations of the Standard

Model and the accessibility of new physics can be made.

We performed global fits to the current experimental state of the quark flavour sector
and others in the context of indirect searches for new physics, specifically Two-Higgs-
Doublet Models of various types. The collection of flavour observables considered were
a powerful tool in shaping the landscape of the allowed parameter space for various
types of the Two-Higgs-Doublet Model, which better informs experiment where direct

searches may reveal new particles if such a scenario has been chosen by nature.

Furthermore, in the search for new physics at collider experiments, one can motivate
searches for decay channels which will never be observed in the Standard Model as
‘smoking gun’ signatures for new physics. Specifically, we showed that the decay mode
B, — eTe™, while orders of magnitude too small to be observed in the foreseeable future
in the Standard Model, can be significantly enhanced by a Two-Higgs-Doublet Model
without contradicting other measurements, such that any observation of this in a modern
particle collider is not only a smoking gun signature of new physics, but a theoretically

well-motivated one.

From the analysis of these indirect BSM searches, it is clear that a significant lim-
itation to the leverage of quark flavour physics observables is the precision of their

non-perturbative hadronic parameters. Many observables, such as the mass difference
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of neutral B meson mixing, are in a strong place to further constrain our tests for new
physics, however their hadronic uncertainties decrease their significance. Therefore an
important factor towards refining the Standard Model and constraining possible new

physics is the increased precision of these hadronic observables.

We therefore followed the goal to improve the precision of the predictions of hadronic
observables through non-perturbative methods. We perform a lattice QCD calculation
aimed at predicting the matrix elements of the dimension-six four-quark operators de-
scribing neutral meson mixing (AQ = 2) and meson lifetimes (AQ = 0). The main
highlight of this calculation is that we demonstrate a new non-perturbative renormal-
isation procedure based on the gradient flow which is then perturbatively matched to
the MS using the short-flow-time expansion. Since AQ = 2 matrix elements are well-
established, these provide a test case for validation of our method, while the goal is to
use this new method to provide first predictions from full lattice QCD for the AQ = 0

matrix elements.

The results of this pilot study are simulated at the physical charm and strange masses
to produce a ‘neutral charm-strange’ meson. We determined the bag parameters of the
AQ = 2 matrix elements which can be compared to the existing literature results from
both lattice QCD and HQET sum rules for short-distance D? mixing. These should be
equivalent up to spectator effects. Indeed, we find good agreement between the literature
values and our results based on the new renormalisation procedure presented here. We

quote a value of
BM5(3GeV) = 0.787(5), (7.1)

where the preliminary uncertainty incorporates the statistical uncertainty of the data

and the systematic of different truncations in perturbation theory.

Furthermore, we pioneer first estimates for the bag parameters of the AQ = 0 operators

for meson lifetimes at the Dg mass scale, finding

BMS(3GeV) = 1.110(2), (7.2)
M5 (3GeV) = 0.119(1), (7.3)

with statistical uncertainties only. These early results show promise towards a final
prediction, with the expected magnitudes comparable to HQET sum rules. However a
sign difference in the €; bag parameter is still to be understood. With the encouraging
pilot study almost complete, we look forward to the prospects of performing the full

calculation including all diagrams and perturbative contributions in the future.
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With the method of gradient flow renormalisation and the short-flow-time expansion
matching showing promising early signs, next steps will be towards a larger-scale simu-
lation to improve upon the study presented here, where the goal will be to give first-time
lattice QCD predictions for the AQ = 0 bag parameters for D and B mesons with dif-
ferent spectator quarks. Finally, with the method established from the bag parameter
calculations, the gradient flow renormalisation procedure can be further applied to other

lattice QCD calculations as a new non-perturbative renormalisation scheme.



Appendix A

Algebra of the Standard Model

A.1 Gauge Groups

A.1.1 SU(2)

The generators 7; of the SU(2) group in the fundamental representation are proportional

to the Pauli matrices o;, i.e.
Ti = =0y, (A1)

where the Pauli matrices are defined

o) = (? é) , oy — (‘z —OZ> | oy — ((1) _01> , (A.2)

These satisfy

00k = 5jk + iejklUly <A3>

where the 3-dimensional Levi-Civita tensor elements are the structure constants of su(2)
and the convention used is that €193 = 1. In the 3-dimensional adjoint representation of

SU(2), the generators T; are defined by the structure constants themselves:

, 1
(T*)j1 = —5€iji- (A.4)

A.1.2 SU(3)

The generators 7, of the su(3) group in the fundamental representation are related to

the Gell-Mann matrices A, which are derived as an extension of the Pauli matrices to a
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3-dimensional space as
1

Ta — §>\a~ (A5)
The Gell-Mann matrices are written as
010 0 — 1 0
AM=1]1 0 0|, =172 0 0], A3= -1 01,
0 00 0 0 0 O
0 01 0 0 —1¢
AM=10 0 0, X=10 0 , (A.6)
1 00 i 0
0 00 0 0 O . 10
=10 0 1], =10 0 —i], ds=—1]0 1 0
6 7 7 8 /3
010 0 2 O 0 0 -2
These satisfy the commutation relation
(A%, A = 24 fabe e, (A7)

where f¢ are the structure constants of SU(3). The generators T, in the adjoint

representation are defined by
(T4 = —ifote. (A.8)

A.2 C(Clifford Algebra and Dirac matrices

A.2.1 Minkowski Dirac Matrices

We define the Dirac matrices 7,, p = 0, 1,2, 3 in four-dimensional Minkowski space as

12 0 0 04 . 0 IL2
= V= s Y5 = V0123 = : A9
( 0 —]lz) ’ (—aj 0 ) <—]12 0 ) (A.9)

These obey the Clifford algebra

{’Yuv’)/u} = 29uy]14, (AlO)

where g,,, is the Minkowski metric tensor

g = diag(1,—1,—1,-1). (A.11)
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The commutator of two Dirac matrices is written

v /l: v
ot = 5"l (A.12)

A.2.2 Euclidean Dirac Matrices

With the Wick rotation to Euclidean space, the Euclidean Dirac matrices fyf , =

1,2, 3,4 are related to the Minkowski matrices as

7w =% v = —iy, V¥ = y1v273m- (A.13)

The Euclidean Clifford algebra is
{707} = 261, (A.14)

where 4, is the Kronecker delta.

A.3 Grassmann Variables

Here we summarise the basic algebra of Grassmann variables. The interested reader

should turn to e.g. [351] for further details.

A.3.1 Basic Rules

We define 6;, i = 1,2,..., N to be Grassmann numbers. Then, the basic anticommuting

definition of these requires
0;0; = —0;0; Vi,j. (A.15)

This further implies the Grassmann variables are nil-potent, i.e.

6? = 0, (A.16)

)

and also that a power series for some function f(6;) will terminate after a finite number

of terms. The only relevant class of functions are the polynomials

P=a+ Z a;0; + Z aijeiéj + Z al-jkei@jﬁk + -+ aig. NbO16s...0N, (A17)
i i<j 1<j<k

with complex coefficients a, a;, a;j,..., a12..n. These polynomials can be added and

multiplied, i.e. they form the basis for the Grassmann algebra.
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A.3.2 Differentiation

Elements of the Grassmann algebra can be differentiated with respect to the Grassmann
variables 6; — the 6; can also be described as the generators of the Grassmann algebra.

Consider the polynomial A and its derivative in 6;:

A=a+ a1601 + asbs + a126105,

% B . (A.18)
90, a1 + ai2bs.

If we rewrite A using the anticommutation rule (equation (A.15)), we can see that to
maintain consistency, we require to define the Grassmann anticommutation property for
the derivative also:

0 0

2 — 9, 2 Al
89192 02891 (A-19)

Further applying the derivative % to g—é‘i reveals that derivatives must anticommute as

well. In summary, this all results with the following Grassmann rules for differentiation:

910 0806 __096

o6, 06,00, 00, 06;’ (A.20)
94, -1 9y =0, toritj

06, " 06, 7~ 1 06, ‘

A.3.3 Integration

To perform integration for Grassmann variables, we need a consistent definition of in-
tegration in RY. For an integral of f(z) over the domain Q € RY that vanishes at the
boundary 012,

/def(x) = / dzy ...dzy f(z1,22,...,2N), (A.21)
Q Q

J
/Qde axif(xl,...,:c]v) =0, (A.22)

we consider this a linear functional of f. We want an equivalent definition for an integral

i dN 0 of a Grassmann polynomial P. The integral then must have the properties

/dNGP:(C,

(A.23)
/dN0 (AP + XoPy) =\ /dNe P+ A\ /dN9 P, for A\, \p € C.

Then the Grassmann integral

B,
N —_— pr—
/d 0 55 P =0 (A.24)
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is the equivalent of equation (A.22). This implies that [ P vanishes if P = (%P’ for
some other polynomial P’. This in turn reveals that f P must be proportional to a2, N

for the highest power of generators 6;. Now we can write the normalisation condition
/dNe 010y...08 =1 — /dNHP = ap.N (A.25)

and furthermore write the integral measure dV6 as a product of individual measures,
i.e.

dV0 = dOndOn_1 ... d0yd0;. (A.26)

These measures then follow the rules
/dez = 0, /d@l 91 = 1, d92d9] = —dHJdQZ (AQ?)

Notice that the integral measure rules in equation (A.27) follow the same algebra as the

rules for differentiation in equation (A.20).

Something which we will find useful later on is linear transformations of Grassmann

variables, i.e.
N

0 = ZMUHJ for M;; a complex N x N matrix. (A.28)
j=1

Applying this linear transformation to the normalisation condition of equation (A.25),
we find

/dNeel...eN:/dNe’e’l...agv

:/ngl Z Mlil---MNiNeiln-aiN

114yt N (A29)
— /dNQ/ Z Mlil ...MNiNeiliQ._iNﬁl...&N
114y N

= det[M] /dNa’ 61...0N.

From this transformation, we can read off the transformation rule for the integral mea-

sure as

dNe = det[M]dN o' (A.30)
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A.3.4 Gaussian Integrals with Grassmann Variables

Consider a set of 2N Grassmann variables 6;,0; for i € {1,2,..., N}, all of which
anticommute with one another. For such a set, an important result is the Matthews-
Salam formula [468, 469]:

N
Zp = /deNdeN ... d0yd0y exp Y 0;M;;0; o = det[M]. (A.31)

i,
The Matthews-Salam formula is crucial in the formulation of lattice QCD as it shows
that the fermionic partition function Zr can be expressed in terms of a determinant, i.e.
the determinant of the Dirac operator. In terms of Grassmann variables, we can write

the path integral formulation of an n-point correlation function as

N N

_ _ 1 _ _ _ _

(65,05, ...0;,0;,) = 7 / (H dekd0k> 0i,0;, ...0:,05, exp > 0 M6y p . (A.32)
k=1 l,m

We can then extend the Matthews-Salam formula to the path integral formulation using

Wick’s theorem [370], resulting in
B B N
000, - 03,05,) = (=1)" > sign(P) [[(M Vigip, (A.33)
k

where P denotes permutations of the Grassmann variables. One can see that equa-
tion (A.33) is only non-zero for equal numbers of ¢ and j indices; this requires that the
Grassmann variables always come in pairs — these are the quark bilinears. Connect-
ing the 2N Grassmann variables into quark bilinears then indicates that there are N

propagators in the correlation function.
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Statistical Data Analysis

B.1 Jackknife Resampling

The single elimination jackknife [470] is a method to estimate the bias of an estimator
0y of the parameter . For a dataset M of size N with entries n € 1,2,..., N, it
does so by removing the nth entry of the dataset and calculating ésn for the remaining
subset 5, of the data. We say 6 is the estimator of the parameter 6§ extracted from all

measurements M = {Mj, Ma, ..., My}, for example, the sample mean:
b =—=30 (B.1)
M — N ny .

where 6,, is the value of 6 extracted from measurement M,,. Then ésn is the estimator on

the subset of the data without the nth entry, i.e. S,, = {My,...,Mp_1, Mp+1,...,My}:

- 1
Os, = 51 > b (B.2)

ZESn

The ésn are alternative estimates of  from the subsets of the data, which may be treated
as if they are independent but drawn from the same probability distribution [471] — the
jackknife samples. The variance of the ésn can then be used to estimate the variance of

6. We derive the jackknife estimator of the variance of 0 as

N N 2
N-—-1 N 1

2 __ Y- _72 :

TN (95’” Nm10m> ' (B3)

n=1

Finally, an expectation value of a quantity calculated from a jackknife resampled dataset

is presented as (0) = 0 + 0.
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B.1.1 Super Jackknife

The super jackknife method is designed to connect uncorrelated datasets of different
sizes in a jackknife resampling approach Consider M lattice ensembles, where on the
kth ensemble, the estimator of some quantity is 0% with Nj jackknife samples Hfl forn =
1,2,..., Nr. We will combine these into N = 2113/1:1 Ny, super jackknife blocks Bj where
the jth block (for j € 1,2,..., N) is composed of M estimators ¢y, for k € 1,2,..., M,

which are selected as follows:

<k 1<k i<k

Os,, > NI<j<Y Nyn=j-Y N
=1 =1 =1 :

On,, otherwise

br = (B.4)

To make this clear, take the example of two ensembles X of size Nx = 40 and Y of size
Ny = 60. Then the jth super jackknife block B; has two values, ¢12. If 7 < 40 then
o1 = ésj is the jth jackknife sample from ensemble X’s jackknife block and ¢o = éNY
is the sample mean from ensemble Y’; if j > 40 then ¢; = éNX is the sample mean from
ensemble X and ¢ = ésn is the nth jackknife sample from ensemble Y’s jackknife block

where n = 5 — 40.

The super jackknife method appropriately propagates the correlations within each en-
sembles dataset through the analysis chain, but implicitly assumes zero correlations
between the different ensembles. By taking M = 1, one can recover the standard jack-

knife method.

B.2 Correlator Fitting

We perform frequentist fits of lattice data in order to extract bare parameters which
are related to the mass, energy, and matrix elements of meson states defined inside
various correlation functions. A fit range [to,?1] in the Euclidean time signal is chosen
for which data points will enter the fit; the fit range must be chosen to avoid excited
state contamination beyond the scope of the fit parameterisation in earlier timeslices
while also taking advantage of the more precise data before the signal-to-noise ratio
worsens with increasing Euclidean time. The fits make use of a least squares fit of the
correlator data C(t;) to some fit parameterisation f(f,;), where @ is the vector of fit
parameters to be extracted and t; are the discrete timeslices. The correlated x? to be

minimised is defined
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where cov is the variance-covariance matrix, defined

N-1g . .
covij =~ > (Cs.(t) = Cua(t)) (Cs.t5) = Cur(ty)) (B.6)
k=1

where following the notation of appendix B.1, C M () is the sample mean of the correlator
C(t) on the lattice ensemble M with N measurements and Cg, (¢) is the kth jackknife
sample of the correlator. Note that the prefactor to the sum is specific to jackknife
resampling and other procedures (such as bootstrap) have different prefactors. One may
find that the covariance matrix is ill-conditioned and numerical matrix inversion applies
poorly. First, one may try to define an alternative (but equivalent) x? where only the

correlation matrix, which typically is easier to invert, gets inverted:

— —

XQ(H_') _ M . COI”I‘;-l . C(tj) _ f(e,tj)’ (B.7)

o J o

where o; = diag(cov;;)'/? and the correlation matrix is defined

corr;; = o; 1 - covyj - aj_l. (B.8)

However, in some scenarios this may still not be suitable, in which case one may consider

a completely diagonal correlation matrix — this is known as an uncorrelated x? fit, i.e.

- 2
200 (cm—fww) | (B.9)

0

To indicate the quality of fit once the x? function is minimised, one can consider the

indicator the ‘reduced y?:

2 X2 i
X, = #H&lgf, (B.10)

where ‘# dof’ is the number of degrees of freedom of the fit, i.e. the number of fitted
data points minus the number of parameters of the fit. For a correlated x? fit, this can
be interpreted probabilistically and gives an evaluation of the quality of fit; for large #
dof and a good fit, x2 should approach 1. This is further related to the p-value, defined

1 k x
—1-Flok)=1———~ (2,2, B.11
p=1-Fab =1~ o (55) (B.11)
where F(x;k) is the x? cumulative distribution function and (s, t) is the lower incom-

plete gamma function, .
(s, x) :/ t=te Tt dt. (B.12)
0
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The p-value interprets how likely it is that a certain fit is an acceptable description
of that data; we choose the common prescription that a correlated fit is acceptable if
p > 5%.

There is no formal interpretation of the quality of fit for an uncorrelated fit to inherently-
correlated data, such that the reduced x? and p-value lose clear meaning. While not as
rigid as for a correlated fit and must be taken with a grain of salt, these still provide
some indication of the fit quality. Whenever possible, it is still preferred to perform a

correlated fit which is statistically well-defined.
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Appendix C

Gradient Flow Implementation in

Hadrons

/ *
* GaugeFlow.hpp, part of Hadrons (https://github.com/aportelli/Hadrons)
*
* Copyright (C) 2015 - 2022
*

* Author: Antonin Portelli <antonin.portelli@me.com>

* Author: Matthew Black <matthewkblack@protonmail.com>

* Hadrons is free software: you can redistribute it and/or modify
* it under the terms of the GNU General Public License as published by
* the Free Software Foundation, either version 2 of the License, or

* (at your option) any later version.

* Hadrons is distributed in the hope that it will be useful,
* but WITHOUT ANY WARRANTY; without even the implied warranty of
* MERCHANTABILITY or FITNESS FOR A PARTICULAR PURPOSE. See the

* GNU General Public License for more details.

* You should have received a copy of the GNU General Public License

* along with Hadrons. If not, see <http://www.gnu.org/licenses/>.

* See the full license in the file "LICENSE" in the top level
distribution

* directory.

*/

/* END LEGAL */
#ifndef Hadrons_MGradientFlow_GaugeFlow_hpp_
#define Hadrons_MGradientFlow_GaugeFlow_hpp_
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#include <Hadrons/Global.hpp>

#include <Hadrons/Module.hpp>

#include <Hadrons/ModuleFactory.hpp>

#include <Hadrons/Serialization.hpp>

#include <Hadrons/Modules/MGradientFlow/Utils.hpp>

BEGIN_HADRONS_NAMESPACE

/% 3% sk sk ok sk ok ok ok ok ok ok sk ok ok ok sk ok ok sk sk ok ok ok ok ok ok ok ok ok ok o ok ok ok ok sk ok ok ok ok ok ok sk ok ok ok ok ok ok ok ok ok ok K ok ok k K ok ok
g Gauge Field Gradient Flow *
sk sk ok ok ok ok ok ok ok ok ok ok ok o ok sk sk ok ok ok s ok ok sk ok ok ok o ok ok sk ok ok sk ok ok ok s ok sk ok ok ok ok ok ok sk ok ok ok ok ok ok k ok ok ok ok ok ok % /

BEGIN_MODULE_NAMESPACE (MGradientFlow)

class GaugeFlowPar: Serializable

{
public:

GRID_SERIALIZABLE_CLASS_MEMBERS (GaugeFlowPar ,
std::string, output,
std::string, gauge,
int, steps,
double, step_size,
int, meas_interval,
std::string, maxTau);

};

template <typename GImpl,typename FlowAction>
class TGaugeFlow: public Module<GaugeFlowPar >

7 {

public:
INHERIT_GIMPL_TYPES (GImpl) ;
class Result : Serializable
{
public:
GRID_SERIALIZABLE_CLASS_MEMBERS (Result,
std::vector<double>, plaquette,
std::vector<double>, rectangle,
std::vector<double>, clover,
std::vector<double>, topcharge,
std::vector<double>, action);
3
public:

// constructor

TGaugeFlow (const std::string name);
// destructor

virtual “TGaugeFlow(void) {};

// dependency relation

virtual std::vector<std::string> getInput(void) ;
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virtual std::vector<std::string> getOutput(void);
// setup

virtual void setup(void);

// action

FlowAction SG = FlowAction (3.0);

// execution

virtual void execute(void);

I8

MODULE_REGISTER_TMP (WilsonFlow, ARG(TGaugeFlow<GIMPL,WilsonGaugeACtion<
GIMPL>>), MGradientFlow) ;

7 MODULE_REGISTER_TMP (SymanzikFlow, ARG(TGaugeFlow<GIMPL,

SymanzikGaugeAction<GIMPL>>), MGradientFlow) ;
MODULE_REGISTER_TMP (ZeuthenFlow, ARG(TGaugeFlow<GIMPL,ZeuthenGaugeAction<
GIMPL>>), MGradientFlow);

/3 % ok ok ok sk sk sk sk ok ok ok sk sk sk ok sk ok ok ok sk sk sk sk ok ok ok ok sk sk ok sk K ok ok sk sk sk sk s ok ok ok sk sk ok sk ok ok ok ok sk sk ok ok ok ok K
* TGaugeFlow implementation *
sk ok ok sk sk sk ok ok ok ok ok sk sk sk ok ok ok sk sk sk sk sk ok ok ok ok sk sk sk sk ok ok sk sk sk sk sk ok ok ok sk sk sk ok ok ok ok ok ok sk sk ok ok ok ok ok ok k /

// constructoxr ////////////1/1111/1177777777777777/7777777777

template <typename GImpl,typename FlowAction>

5 TGaugeFlow<GImpl ,FlowAction>::TGaugeFlow(const std::string name)

Module <GaugeFlowPar >(name)

{>

// dependencies/products /////////////1/111117711717771/77/77
template <typename GImpl,typename FlowAction>
std::vector<std::string> TGaugeFlow<GImpl,FlowAction>::getInput (void)
{

std::vector<std::string> in = {par () .gaugel};

return in;

. template <typename GImpl,typename FlowAction>

std::vector<std::string> TGaugeFlow<GImpl ,FlowAction>::getOutput(void)
{
std::vector<std::string> out = {getName () ,getName()+"_U"3};

return out;

/1l setup [/////111111777771777777777777777777777777777777777

7 template <typename GImpl,typename FlowAction>

void TGaugeFlow<GImpl,FlowAction>::setup(void)
{
envCreatelat (GaugeField, getName()+"_U");

envCreate (HadronsSerializable, getName(), 1, 0);
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124 // execution ////////11//11777777777777777777777777777777777
125 template <typename GImpl,typename FlowAction>

126 void TGaugeFlow<GImpl,FlowAction>::execute(void)

127 {

128 std::string type = SG.action_name () ;

129 std::string ga = "GaugeAction";

130 std::string::size_type i = type.find(ga);

131 if (i != std::string::npos) {

132 type.erase(i, ga.length());

133 }

134

135 LOG(Message) << "Setting up " << type << " Flow on ’" << par().gauge
<< "’ with " << par().steps

136 << " step" << ((par().steps != 1) ? "s." : ", ") << std::
endl;

137

138 double mTau = -1.0;

139 if (!par () .maxTau.empty()) {

140 LOG(Message) << "Using adaptive algorithm with maxTau = " << par
() .maxTau << std::endl;

141 mTau = (double)std::stoi(par().maxTau);

142 }

143

144 auto &out = envGet (HadronsSerializable, getName());

145 auto &result = out.template hold<Result>();

146

147 auto &U = envGet (GaugeField, par().gauge);

148 auto &Uwf = envGet (GaugeField, getName()+"_U");

149

150 Uwf = U;

151 double time = O0;

152

153 Evolution<FlowAction> evolve (3.0, par().step_size, mTau, par().
step_size);

154 if (par().steps == 0) { // if steps = 0, give the status of gauge
field without flowing

155 result.plaquette.resize (1);

156 result.rectangle.resize (1) ;

157 result.clover.resize (1) ;

158 result.topcharge.resize (1) ;

159 result.action.resize (1) ;

160 evolve.template gauge_status<GImpl, GaugeField,ComplexField,
GaugeLinkField ,Result >(Uwf ,result,0) ;

161 } else {

162 result.plaquette.resize(par () .steps);

163 result.rectangle.resize(par () .steps);
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result.clover.resize(par () .steps);
result.topcharge.resize (par().steps);
result.action.resize(par().steps);
if (mTau > 0) {

unsigned int step = O0;

do {

step++;

evolve.template evolve_gauge_adaptive<GImpl, GaugeField>(

Uwf);
if (step % par() .meas_interval == 0) {
evolve.template gauge_status<GImpl, GaugeField,
ComplexField , GaugelLinkField ,Result>(Uwf ,result,step-1);
}
} while (evolve.taus < mTau);
} else {

for (unsigned int step = 1; step <= par().steps; step++)

evolve.template evolve_gauge<GImpl, GaugeField>(Uwf
if (step % par() .meas_interval == 0) {
evolve.template gauge_status<GImpl, GaugeField,
ComplexField , GaugelLinkField ,Result>(Uwf ,result,step-1);
}

}

saveResult (par () .output , "gauge_obs" ,result) ;

END_MODULE_NAMESPACE

END_HADRONS_NAMESPACE

#endif // Hadrons_MGradientFlow_GaugeFlow_hpp_

) 8

LisTinG C.1: MGradientFlow/GaugeFlow.hpp

FermionFlow.hpp, part of Hadrons (https://github.com/aportelli/Hadrons

)

Copyright (C) 2015 - 2022

Author: Antonin Portelli <antonin.portelli@me.com>

Author: Matthew Black <matthewkblack@protonmail.com>

Hadrons is free software: you can redistribute it and/or modify

it under the terms of the GNU General Public License as published by

the Free Software Foundation, either version 2 of the License,

(at your option) any later version.

or
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* Hadrons is distributed in the hope that it will be useful,

* but WITHOUT ANY WARRANTY; without even the implied warranty of

* MERCHANTABILITY or FITNESS FOR A PARTICULAR PURPOSE. See the

* GNU General Public License for more details.

* You should have received a copy of the GNU General Public License

* along with Hadrons. If not, see <http://www.gnu.org/licenses/>.

* See the full license in the file "LICENSE" in the top level
distribution

* directory.

*/

/* END LEGAL x/
#ifndef Hadrons_MGradientFlow_FermionFlow_hpp_

#define Hadrons_MGradientFlow_FermionFlow_hpp_

#include <Hadrons/Global.hpp>

#include <Hadrons/Module.hpp>

#include <Hadrons/ModuleFactory.hpp>

#include <Hadrons/Serialization.hpp>

#include <Hadrons/TimerArray.hpp>

#include <Hadrons/Modules/MGradientFlow/Utils.hpp>

BEGIN_HADRONS_NAMESPACE

/3% % sk ok ok sk sk sk sk sk ok ok ok sk sk sk sk ok sk ok sk sk sk sk sk sk ok ok sk sk sk sk sk sk ok ok sk sk sk sk sk sk ok ok sk sk sk sk sk ok ok sk sk sk sk ok ok ok ok ok 3k 5k
* Propagator Field Gradient Flow *
sk ok ok sk sk sk ok ok ok ok ok sk sk ok sk ok ok ok ok sk sk ok sk ok ok ok sk sk ok sk s ok ok ok ok sk ok sk sk ok ok ok sk sk ok sk ok ok ok ok sk ok sk ok ok ok ok sk ok sk ok /

BEGIN_MODULE_NAMESPACE (MGradientFlow)

class FermionFlowPar: Serializable

{
; public:

GRID_SERIALIZABLE_CLASS_MEMBERS (FermionFlowPar,
std::string, output,
std::vector<std::string>, props,
std::string, gauge,
int, bc,
int, steps,
double, step_size,
int, meas_interval,
std::string, maxTau) ;

155

template <typename FImpl,typename GImpl,typename FlowAction>

class TFermionFlow: public Module<FermionFlowPar>
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{

public:
BASIC_TYPE_ALIASES (FImpl,);
GAUGE_TYPE_ALIASES (GImpl,);
class GaugeResult : Serializable
{
public:

GRID_SERIALIZABLE_CLASS_MEMBERS (GaugeResult,
std::vector<double>, plaquette,
std::vector<double>, rectangle,
std::vector<double>, clover,
std::vector<double>, topcharge,
std::vector<double>, action);

1
public:
// constructor
TFermionFlow (const std::string name);
// destructor
virtual ~“TFermionFlow(void) {};
// dependency relation
virtual std::vector<std::string> getInput (void);
virtual std::vector<std::string> getOutput(void);
// setup
virtual void setup(void);
// action
FlowAction SG = FlowAction(3.0);
// execution
virtual void execute(void) ;

s}

) MODULE_REGISTER_TMP (WilsonFermionFlow ,ARG(TFermionFlow<FIMPL ,6 GIMPL,

WilsonGaugeAction<GIMPL>>) ,MGradientFlow) ;

2 / %k 3k 3k 3k 3k Xk 3k X %k 3k X %k 3 %k 3k X %k 3 %k 3k X %k 3k %k 3k 3% %k 3k % % > %k 3k X %k 3 %k %k % %k 3 %k % % % 3 X % > %k 3% % % % %k % X % % X

* TFermionFlow implementation *
sk sk sk sk sk sk ok sk ok ok sk sk sk sk ok ok ok ok sk sk sk sk ok ok sk sk sk sk sk sk ok ok ok sk sk sk sk sk ok ok sk sk sk sk ok ok ok ok sk sk sk ok ok ok ok ok sk ok sk %/
// constructor /////////////1111]111117777777777777777//777777/
template <typename FImpl,typename GImpl,typename FlowAction>

TFermionFlow<FImpl,GImpl ,FlowAction>::TFermionFlow(const std::string name

)
Module<FermionFlowPar >(name)

{

// dependencies/products /////////////////////////////////////
template <typename FImpl,typename GImpl,typename FlowAction>

std::vector<std::string> TFermionFlow<FImpl,GImpl,FlowAction>::getInput (

void)

{
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std::vector<std::string> in = {par().gaugel};
for (std::string q : par().props) {
in.push_back(q);

return in;

3 template <typename FImpl,typename GImpl,typename FlowAction>

std::vector<std::string> TFermionFlow<FImpl,GImpl,FlowAction>::getOutput (

void)
{
std::vector<std::string> out = {getName () ,getName()+"_U"3};
for (int i = 1; i <= par().steps; i++)
{
if ((i % par().meas_interval == 0) || (i == par().steps)) {
std::stringstream st; st << i;
for (int j = 0; j < par().props.size(); j++) {
std::stringstream qt; qt << j;
out .push_back (getName ()+" _q"+qt.str()+"_"+st.str());
}
}
}
return out;
}

/1] setup [//////1111177777171777777777777/7777777/77/7777/77777777/
template <typename FImpl,typename GImpl,typename FlowAction>
void TFermionFlow<FImpl,GImpl,FlowAction>::setup(void)
{

envCreatelat (GaugeField, getName()+"_U");

for (int j = 0; j < par() .props.size(); j++) {
std::stringstream qt; qt << j;
envTmpLat (PropagatorField, "q"+qt.str()+"wf");

for (int i 1; i <= par().steps; i++)
if ((i % par().meas_interval == 0) || (i == par().steps)) {
std::stringstream st; st << i;
for (int j = 0; j < par().props.size(); j++) {
std::stringstream qt; qt << j;

envCreatelat (PropagatorField, getName()+"_q"+qt.str()+"_"

+st.str());
}
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envCreate (HadronsSerializable, getName(), 1, 0);
}
// execution /////////////11177777/777777777777777777777/77777
template <typename FImpl,typename GImpl,typename FlowAction>
void TFermionFlow<FImpl,GImpl,FlowAction>::execute(void)
std::string type = SG.action_name();
std::string ga = "GaugeAction";
std::string::size_type i = type.find(ga);
if (i != std::string::npos) {
type.erase(i, ga.length());
}
std::string props = "";
for (std::string q par () .props) props += gq + " ";
LOG (Message) << "Setting up " << type << " Fermion Flow on << par
() .gauge << "’ Gauge Field and "
<< props << ((par().props.size() > 1) ? "Fermion
Propagators " "Fermion Propagator ")
<< "with ppp" << ((par().bc < 0) ? "a" : "p") << "
boundary conditions and "
<< par() .steps << " step" << ((par().steps > 1) 7
", ") << std::endl;
std::vector<int> bc = {1,1,1};
if (par().bc < 0) bc.push_back(-1);
else bc.push_back(1);
double mTau = -1.0;
if (!par () .maxTau.empty ()) {
LOG(Message) << "Using adaptive algorithm with maxTau << par

() .maxTau << std::endl;

mTau =

auto &out

(double)std::stoi(par () .maxTau);

envGet (HadronsSerializable, getName());

auto &Uresult = out.template hold<GaugeResult>();

Uresult.plaquette.resize(par().steps);

Uresult.rectangle.resize(par () .steps);

Uresult.clover.resize(par () .steps);

Uresult.topcharge.resize(par().steps);

Uresult.action.resize(par().steps);

auto &U
auto &Uwf
Uwf = U;

envGet (GaugeField,
envGet (GaugeField,

par () .gauge) ;
getName () +" _U");
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194
195 for (int j = 0; j < par() .props.size(); j++) {
196 auto &qj = envGet (PropagatorField, par().props[jl);

197 std::stringstream jt; jt << j;

198 PropagatorField &qjwf = xenv().template getObject<PropagatorField
>(getName () +" _tmp_q"+jt.str(O+"wf");

199 qjwf = qj;

200 }

201

202 double time = O0;

203 Evolution<FlowAction> evolve (3.0, par().step_size, mTau, par().

step_size);

204 if (mTau > 0) {

205 unsigned int step = O0;

206 do {

207 step++;

208 startTimer ("gauge field step");

209 std::vector<GaugeField> Wi = evolve.template

evolve_gaugeFF_adaptive <GImpl , GaugeField, GaugeLinkField>(Uwf ,b bc);

210 stopTimer ("gauge field step");

211 evolve.template gauge_status<GImpl,GaugeField,ComplexField,
GaugeLinkField , GaugeResult >(Uwf ,Uresult ,step-1);

212 if (step % par() .meas_interval == 0) {

213 std::stringstream st; st << step;

214 for (int j = 0; j < par().props.size(); j++) {

215 std::stringstream jt; jt << j;

216 PropagatorField &qjwf = *env().template getObject<
PropagatorField>(getName ()+" _tmp_q"+jt.str (O +"wf");

217 startTimer ("fermion field "+jt.str()+" step");

218 evolve.template laplace_flow<PropagatorField, GImpl,
GaugeField ,GaugeLinkField >(Wi[0],Wi[1],Wi[2],qjwEf);

219 stopTimer ("fermion field "+jt.str()+" step");

220 auto &qji = envGet (PropagatorField, getName()+"_q"+jt
.str()+"_"+st.str());

221 qji = qjwf;

222 }

223 }

224 } while (evolve.taus < mTau);

295 } else {

226 for (unsigned int step = 1; step <= par().steps; step++) {

227 startTimer ("gauge field step");

228 std::vector<GaugeField> Wi = evolve.template evolve_gaugeFF<

GImpl, GaugeField, GaugelLinkField >(Uwf ,bc);

229 stopTimer ("gauge field step");

230 evolve.template gauge_status<GImpl, GaugeField, ComplexField,
GaugeLinkField ,GaugeResult >(Uwf ,Uresult,step-1);

231 if ((step % par() .meas_interval == 0) || (step == par().steps
)) A
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std::stringstream st; st << step;

for (int

j =0

j < par().props.size(); j++) {

std::stringstream jt; jt << j;

PropagatorField &qjwf = *env().template getObject<

PropagatorField>(getName ()+" _tmp_q"+jt.str (O +"wf");

startTimer ("fermion field "+jt.str()+" step");

evolve.template laplace_flow<PropagatorField, GImpl,
GaugeField , GaugeLinkField >(Wi [0] ,Wi[1],Wi[2],qjwf);

stopTimer ("fermion field "+jt.str()+" step");

auto

&qji =

.strO+"_"+st.str());

qji

}

= gqjwf;

envGet (PropagatorField, getName()+"_q"+jt

saveResult (par () .output ,"gauge_obs",Uresult) ;

END_MODULE_NAMESPACE

END_HADRONS_NAMESPACE

#endif // Hadrons_MGradientFlow_FermionFlow_hpp_

LisTiNG C.2: MGradientFlow/FermionFlow.hpp

Utils.hpp, part of Hadrons (https://github.com/aportelli/Hadrons)

Copyright (C) 2015 -

2022

Author: Antonin Portelli <antonin.portelli@me.com>

Author: Matthew Black

Hadrons is free softw

<matthewkblack@protonmail.com>

are: you can redistribute it and/or modify

it under the terms of the GNU General Public License as published by

the Free Software Foundation,

either version 2 of the License, or

(at your option) any later version.

Hadrons is distributed in the hope that it will be useful,

but WITHOUT ANY WARRANTY;

without even the implied warranty of

MERCHANTABILITY or FITNESS FOR A PARTICULAR PURPOSE. See the

GNU General Public License for more details.

You should have received a copy of the GNU General Public License

along with Hadromns.

If not,

see <http://www.gnu.org/licenses/>.
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* See the full license in the file "LICENSE" in the top level
distribution
* directory.

*/

; /* END LEGAL x*/

#ifndef Hadrons_MGradientFlow_Utils_hpp_
#define Hadrons_MGradientFlow_Utils_hpp_

#include <Hadrons/Global.hpp>
#include <Hadrons/Module.hpp>

BEGIN_HADRONS_NAMESPACE

BEGIN_MODULE_NAMESPACE (MGradientFlow)

// additional action(s) //////////////////1//////
template <class GImpl>
class ZeuthenGaugeAction {
public:
INHERIT_GIMPL_TYPES (GImpl);

double beta;
SymanzikGaugeAction<GImpl> SG;

ZeuthenGaugeAction(double b): beta(b),SG(SymanzikGaugeAction<GImpl>(b
)) {3

virtual std::string action_name () {return "ZeuthenGaugeAction";}

virtual double S(const GaugeField &U) {
return SG.S(U);
}s

virtual void deriv(const GaugeField &Umu, GaugeField &dSdU) {
// Dbeta 3.0, cl =

-1.0/12.0 -> Symanzik
double factor_p = 5.0/double(Nc)*0.5; // 5.0

beta*(1.0-8.0%*
cl)

double factor_r -0.25/double(Nc)*0.5; // -0.25 betax*xcl

GridBase *grid = Umu.Grid();

std::vector<GaugeLinkField> U (Nd,grid);
std::vector<GaugeLinkField> U2(Nd,grid);

for (int mu=0;mu<Nd;mu++){

U[lmu] = PeekIndex<LorentzIndex>(Umu,mu) ;
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WilsonLoops <GImpl>::RectStapleDouble (U2 [mul],U[mul] ,mu);

GaugeLinkField dSdU_mu(grid);
GaugelinkField staple(grid);
GaugeLinkField tmp(grid),tmq(grid),tmr(grid);

for (int mu=0; mu < Nd; mu++){
// Staple in direction mu
WilsonLoops <GImpl>::Staple(staple,Unu,mu) ;
tmp = Ta(U[mul*staple)*factor_p;

WilsonLoops <GImpl>::RectStaple (Umu,staple,U2,U,mu);
tmp = tmp + Ta(U[mul*staple)*factor_r;

tmg = (adj(Cshift (U[mul],mu,-1)) * Cshift(tmp,mu,-1) * Cshift(
Ulmul ,mu,-1));

tmr = (U[mu] * Cshift(tmp,mu,1l) * adj(Ulmul));

dSdU_mu = 5.0/6.0*xtmp + 1.0/12.0*tmgq + 1.0/12.0*tmr;
PokeIndex<LorentzIndex >(dSdU, dSdU_mu, mu);

};

s}

!/ clover [//////////1/11/1///777777/7/1//////////]/

template <typename GImpl, typename ComplexField, typename Gaugelorentz,
typename GaugeMat >

void siteClover (ComplexField &Clov, const GaugeLorentz &U)

{
GaugeMat Fmn(U.Grid()), Cmn(U.Grid()), scaledUnit(U.Grid()), Umu(U.

Grid ) ;
Clov = Zero();
for (int mu = 1; mu < Nd; mu++) {
for (int nu = 0; nu < mu; nu++) {
Umu = PeekIndex<LorentzIndex>(U, mu);
scaledUnit = (1.0/Nc) * (adj(Umu) * Umu);
WilsonLoops <GImpl>::FieldStrength(Fmn, U, mu, nu);
Cmn = Fmn - trace(Fmn) * scaledUnit;
Clov = Clov - trace(Cmn * Cmn) ;
}
}

7 template <typename GImpl, typename ComplexField, typename Gaugelorentz,

typename GaugeMat >
double avgClover (const GaugeLorentz &Umu)

{
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ComplexField Clov(Umu.Grid());

siteClover <GImpl,b ComplexField, GaugelLorentz , GaugeMat>(Clov, Umu);

auto Tc =

auto c =

double vol =

sum (Clov) ;

TensorRemove (Tc) ;

return c.real() / vol;

class Evolution {

public:

double epsilon,

FlowAction SG;

Evolution(double beta,

maxTau,

Unu.Grid () ->gSites () ;

// field evolution ////////////////////1/1//////////
template <typename FlowAction>

taus;

double step,

SG(FlowAction (beta)),

{};

template <typename GImpl,typename GaugeField>
std::vector<GaugeField> gauge_RK(GaugeField U) {

std::vector<GaugeField> Wi;

GaugeField Z(U.Grid());

GaugeField tmp(U.Grid());
Wi.push_back (U);

SG.deriv (U,

Z *=

Z);
0.25;

GImpl::update_field(Z,

ep*Z0) *WO

Wi.push_back (U);

Z *=

SG.deriv (U,

7 *=
+8/9%*Z1

-17.0/8.0;
tmp) ;
8.0/9.0;

Z

+=

GImpl::update_field(Z,

ep*Z)*W1

Wi.push_back (U);

Z *=

SG.deriv (U,

-8/9%Z1) + Z2

-4.0/3.0;
tmp) ;

7

+=

U, -2.0*epsilomn);

tmp;

U, -2.0*xepsilon);

tmp;

double mTau,

double ts)

epsilon(step), maxTau(mTau),

//

//

//

//

//

//

//

//

//

taus (ts)

WO
Z0 = 1/4 * F(U
U = Wl = exp(
Wil

-17/32%xZ0 + Z1
Z -17/36%Z0

c
]

_= W2 = exp(

W2

4/3%x(17/36%Z0
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Z *= 3.0/4.0; // Z = 17/36%Z0
-8/9%Z1 +3/4%Z2
GImpl::update_field(Z, U, -2.0xepsilon); // V(t+e) = exp(
ep*Z) *W2
Wi.push_back (U); // W3
return Wi;
};
template <typename GImpl,typename GaugeField>
std::vector<GaugeField> gauge_RK_adaptive (GaugeField U) {
std::vector<GaugeField> Wij;
if (maxTau - taus < epsilon){
epsilon = maxTau-taus;
}
GaugeField Z(U.Grid());
GaugeField Zprime (U.Grid());
GaugeField tmp(U.Grid()), Uprime(U.Grid());
Uprime = U;
Wi.push_back (U); // WO
SG.deriv (U, Z);
Zprime = -7Z;
Z *x= 0.25; // Z0 = 1/4 x F(U
)
GImpl::update_field(Z, U, -2.0%xepsilon); // U = W1 = exp(
ep*Z0) *WO
Wi.push_back (U); // Wi
Z x= -17.0/8.0;
SG.deriv (U, tmp); Z += tmp; // -17/32xZ20 +Z1
Zprime += 2.0*tmp;
Z *= 8.0/9.0; // Z = -17/36%Z0
+8/9%Z1
GImpl::update_field(Z, U, -2.0xepsilon); // U_= W2 = exp(
ep*Z) *W1l
Wi.push_back (U); // W2
Z *= -4.0/3.0;
SG.deriv (U, tmp); Z += tmp; // 4/3%(17/36%Z0
-8/9%Z21) +Z2
Z *= 3.0/4.0; // Z = 17/36%Z0
-8/9%Z1 +3/4%Z2
GImpl::update_field(Z, U, -2.0xepsilon); // V(t+e) = exp(
ep*Z) *W2
Wi.push_back (U); // W3
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GImpl::update_field(Zprime, Uprime,

= exp(ep*Z’)*W0
Wi.push_back(Uprime) ;

return Wi;

};

template <typename GaugeField>
void adaptive_eps(const GaugeField& U

{
// Compute distance as norm~2 of the difference
GaugeField diffU = U - Uprime;
double diff = norm2(diffU);
// adjust integration step
taus += epsilon;
epsilon = epsilon*0.95*std::pow(le-4/diff ,1./3.);
+;
template <typename GImpl,typename GaugeField>
void evolve_gauge (GaugeField &U) {
std::vector<GaugeField> Wi = gauge_RK<GImpl,b GaugeField>(U);
U = Wil3];
};
template <typename GImpl,typename GaugeField>
void evolve_gauge_adaptive (GaugeField &U) {
std::vector<GaugeField> Wi = gauge_RK_adaptive<GImpl,
GaugeField>(U) ;
adaptive_eps (Wi[3],Wil[4]);
U = Wil[3];

};

-2.0xepsilon);

// Uprime

// V> (t+e)

, const GaugeField& Uprime)

template <typename GaugeField,typename GaugeLinkField>

void gauge_apply_boundary(GaugeField &Umu,

GaugeLinkField tmpl (Umu.Grid());
GaugeLinkField tmp2(Umu.Grid());
GaugelLinkField tmp3(Umu.Grid());

std::vector<int> bc) {

Lattice<iScalar<vInteger>> coord(Umu.Grid());

for (int mu = 0; mu < Nd; mu++) {

LatticeCoordinate (coord ,mu) ;

tmpl = PeekIndex<LorentzIndex>(Umu,mu) ;

tmp2 = (double)bc[mul]*tmpl;

int dimSize = Umu.Grid()->GlobalDimensions () [mu]

tmp3 = where((coord == dimSiz

PokeIndex<LorentzIndex >(Unmu,

e), tmp2,

tmp3,

mu) ;

tmpl) ;

ig
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235 }

236 };

237

238 template <typename FImpl, typename GImpl,typename GaugeField,
typename GaugeLinkField>

239 FImpl generic_laplace(double a, double b, GaugeField &Umu, const
FImpl& x_in, int skip_axis) {

240 double Nx = Nd;

241 if (skip_axis != -1) Nx--;

242

243 FImpl x_out = (a + -2.0xNxx*b) * x_in;

244 for (int mu = 0; mu < Nd; mu++) {

245 if (mu != skip_axis) {

246 GaugeLinkField U = PeekIndex<LorentzIndex>(Umu, mu);

247 x_out += b*(GImpl::CovShiftForward(U,mu,x_in) + GImpl
::CovShiftBackward(U,mu,x_in)) ;

2438 3

249 }

250 return x_out;

251 };

252

253 template <typename FImpl,typename GImpl,typename GaugeField,
typename GaugeLinkField>

254 void laplace_flow(GaugeField &WO, GaugeField &W1, GaugeField &W2,
FImpl &prop) {

255 FImpl psil = prop + (epsilon/4.0)*generic_laplace<FImpl,GImpl

,GaugeField , GaugeLinkField>(0.0, 1.0, WO, prop, -1);

256 FImpl psi2 = prop + (8.0%epsilon/9.0)*generic_laplace<FImpl,
GImpl, GaugeField, GaugelLinkField>(0.0, 1.0, Wi, psil, -1) - (2.0%
epsilon/9.0) *generic_laplace<FImpl, GImpl,b GaugeField, GaugeLinkField
>(0.0, 1.0, WO, prop, -1);

257 FImpl psi3 = psil + (3.0*epsilon/4.0)*generic_laplace<FImpl,
GImpl , GaugeField,GaugeLinkField>(0.0, 1.0, W2, psi2, -1);

259 prop = psid;
260 };

262 template <typename GImpl,typename GaugeField, typename
GaugeLinkField>

263 std::vector<GaugeField> evolve_gaugeFF (GaugeField &U, std::vector
<int> &bc) {

264 std::vector<GaugeField> Wi = gauge_RK<GImpl, GaugeField>(U);

265 U = 1.0%xWil[3];

267 gauge_apply_boundary<GaugeField ,b GaugeLinkField > (Wi [0],bc);
268 gauge_apply_boundary<GaugeField, GaugeLinkField>(Wi[1] ,bc);
269 gauge_apply_boundary <GaugeField ,h GaugeLinkField >(Wi[2],bc);
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271 return Wi;

272 };

274 template <typename GImpl,typename GaugeField, typename
GaugeLinkField>

275 std::vector<GaugeField> evolve_gaugeFF_adaptive (GaugeField &U,
std::vector<int> &bc) {

276 std::vector<GaugeField> Wi = gauge_RK_adaptive<GImpl,
GaugeField >(U);

277 U = 1.0%xWil[3];

278

279 gauge_apply_boundary<GaugeField, GaugeLinkField > (Wi [0],bc);
280 gauge_apply_boundary <GaugeField , GaugeLinkField >(Wi[1],bc);
281 gauge_apply_boundary <GaugeField , GaugeLinkField >(Wi[2],bc);
282

283 adaptive_eps (Wil[3],Wil[4]);

284

285 return Wi;

286 T

288 // gauge field status ////////////////////////////]/

289 template <typename GImpl,typename GaugeField, typename

ComplexField , typename GaugelinkField,typename Result>

290 void gauge_status (GaugeField &Umu, Result &result, int index)

291 {

292 double Q = WilsonLoops<GImpl>::TopologicalCharge (Umu) ;

293 double plag = WilsonLoops<GImpl>::avgPlaquette (Umu) ;

294 double rect = WilsonLoops<GImpl>::avgRectangle (Umu) ;

295 double clov = avgClover <GImpl,ComplexField, GaugeField,
GaugeLinkField >(Umu) ;

296 double act = SG.S(Umu);

297

298 result.plaquette[index] = plagq;
299 result.rectangle[index] = rect;
300 result.clover [index] = clov;
301 result.topcharge[index] = Q;
302 result.action[index] = act;
303 };

304 };

306 END_MODULE_NAMESPACE

308 END_HADRONS_NAMESPACE

310 #endif // Hadrons_MGradientFlow_Utils_hpp_

LisTING C.3: MGradientFlow/Utils.hpp
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