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Abstract

Lattice simulations of Quantum Chromodynamics allow for a fully non-perturbative computa-
tion of correlation functions of hadronic operators. The numerical result of a correlator is a
superposition of contributions from the ground state as well as excited states. Oftentimes only
the ground state is of interest, of which matrix elements and the energy can be determined.
If the ground state and the excited states cannot be disentangled in the numerical data, a
systematic error might enter the extracted quantities. The aim of this thesis is to analytically
determine the contributions of the dominant excited states in correlation functions involving B
mesons using an effective field theory. The computations will be carried out in Heavy Meson
Chiral Perturbation Theory, a theory which shares its symmetries with Heavy Quark Effective
Theory. Besides an expansion in small energies of the interacting particles, this theory also
involves an expansion in inverse powers of the heavy meson mass. The focus of this work is on
flavour-changing processes of the weak interactions, which are proportional to CKM matrix
elements. Those are free parameters of the Standard Model of particle physics and relevant in
the search of new physics.

The computations and derivations in this thesis are carried out in the static limit, in which
all 1/mp corrections are neglected, and to next-to-leading order in the chiral expansion. The
most important results are on the one hand the expressions for the quark bilinears gI'Q,
where ¢ is a light quark and @ a heavy quark, in the effective theory. On the other hand,
the contributions of Bw excited states to several correlation functions, which are needed
for extracting B physics observables, are computed. These observables are the B meson
mass, its decay constant, the B*Bw coupling, where B* is a vector B meson, the B — 7
vector form factors h; and hy, and the parameter B, which enters in B°-B° oscillations.
With one exception, the excited states lead to an overestimation of the ground state, but yet
unknown low energy constants enter some of the results. These can in principle be determined
from lattice correlation functions which were identified with the help of the effective theory.
For h| on the other hand, the result is quite different: the excited states lead to a strong
underestimation of the form factor, and the size of this deviation also strongly depends on the
momentum of the final state pion. It is possible that this result can explain the discrepancy
between inclusive and exclusive determinations of |V,p|.

Using the effective theory, it is also possible to study the effect of smeared interpolating
fields. Empirical studies on the lattice show that local interpolating fields, i.e. fields which
are defined on a single lattice site, lead to a larger excited states contamination compared
to smeared interpolating fields which are spread out over neighbouring lattice sites. In the
effective theory, the effect of smearing is captured by using different low energy constants for
local and smeared interpolating fields. The numerical values of these constants depend on
the smearing procedure and the level of smearing, and can in principle be determined from
suitable lattice correlation functions. These correlators were also identified in the effective
theory.



Zusammenfassung

Gittersimulationen der Quantenchromodynamik ermoglichen eine vollstdndig nichtperturbative
Berechnung von Korrelationsfunktionen hadronischer Operatoren. Das numerische Resultat
des Korrelators ist eine Superposition von Beitragen sowohl des Grundzustands als auch von
angeregten Zustanden. Von Interesse ist hdufig nur der Grundzustand, von dem Matrixelemente
und die Energie bestimmt werden. Kénnen der Grundzustand und die angeregten Zusténde
nicht sauber in den numerischen Daten getrennt werden, kann dies zu einem systematischen
Fehler in den extrahierten Grélen fiihren. Ziel dieser Dissertation ist die Beitrédge der domi-
nanten angeregten Zusténde in Korrelationsfunktionen mit B Mesonen analytisch in einer
effektiven Feldtheorie zu bestimmten. Dies wird in der Chiralen Stérungstheorie fiir Schwere
Mesonen durchgefiihrt, die die Symmetrien der Effektiven Theorie Schwerer Quarks teilt.
Neben einer Entwicklung in kleinen Energien der wechselwirkenden Teilchen beruht diese
auch auf einer Entwicklung in inversen Potenzen der Masse der schweren Mesonen. Der Fokus
dieser Arbeit liegt hierbei besonders auf Flavour-verdnderenden Prozessen der schwachen
Wechselwirkung, die proportional zu CKM Matrixelementen sind. Diese sind freie Parameter
des Standardmodells der Teilchenphysik und relevant in der Suche nach neuer Physik.

Die Rechnungen und Herleitungen in dieser Dissertation wurden im statischen Limes, in
dem alle Korrekturen durch die Masse des schweren Mesons vernachlissigt werden, sowie
zur néchstfithrenden Ordnung in der chiralen Entwicklung durchgefiihrt. Die wichtigsten
Resultate sind dabei zum einen die expliziten Ausdriicke fiir die Quark-Bilineare q'Q), wobei
q ein leichtes und @ ein schweres Quark ist, in der effektiven Theorie. Zum anderen werden
die Beitriage der angeregten Br Zustdnde zu den fiir verschiedene Observablen relevanten
Korrelationsfunktionen berechnet. Diese sind die Masse des B Mesons, seine Zerfallskonstante,
die B*Bm Kopplungskonstante, wobei B* ein Vektor-B-Meson ist, die B — 7 Vektorformfak-
toren h | und h” sowie der Parameter Bd, der in B%-BY Oszillationen auftritt. Bis auf eine
Ausnahme fiithren die angeregten Zustédnde zu einer Uberschéitzung des Grundzustands um
einige Prozent, wobei in manchen Resultaten derzeit unbekannte Niedrigenergie-Konstanten
beitragen. Zur Bestimmung der numerischen Werte derselben wurden Korrelationsfunktionen
bestimmt aus denen sie prinzipiell in Gittersimulationen extrahiert werden kénnen. Fir h |
andererseits ergibt sich ein anderes Bild: durch die angeregten Zustdnde kommt es zu einer
starken Unterschitzung des Formfaktors, zusétzlich hdngt das Ergebnis noch stark vom Impuls
des Pions im Endzustand ab. Moglicherweise kann dieses Resultat die Diskrepanz zwischen
inklusiven und exklusiven Bestimmungen von |V,;| erkldren.

Mittels der effektiven Theorie ldsst sich auch die Wirkung von geschmierten interpolierenden
Feldern untersuchen. Erfahrungen aus Gittersimulationen zeigen, dass lokale interpolierende
Felder, die nur auf einem Gitterpunkt sitzen, eine stdrkere Kontamination durch angeregte
Zustadnde zeigen, als solche die iiber mehrere aneinandergrenze Gitterstellen verteilt sind.
Die Wirkung des Schmierens manifestiert sich in der effektiven Theorie durch verschiedene
Niedrigenergie-Konstanten fiir lokale und geschmierte interpolierende Felder. Die Werte dieser
Konstanten héngen sowohl von der Art der Verschmierung als auch der Stérke ab und kénnen
im Prinzip mittels geeigneter Korrelationsfunktionen, die in der effektiven Theorie identifiziert
wurden, in Gittersimulationen bestimmt werden.
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1. Introduction

The Standard Model (SM) of particle physics is currently the most accurate theory describing
the interactions of elementary particles at energy ranges accessible in today’s particle physics
experiments. It explains how the matter particles, known as leptons and quarks, interact via
three of the four fundamental forces. The forces themselves are mediated by gauge bosons:
the photon is responsible for the electromagnetic interactions of particles, the Z° and W=
mediate the weak interactions, and the strong force is due to gluon exchange. The strong force
only acts on quarks and gluons, and binds them into hadrons, such as protons and neutrons
which are the building blocks of atomic nuclei, at low energies. Another ingredient of the SM
is the Higgs boson, the latest elementary particle discovered in experiments [1, 2], which is
central in giving masses to the Z° and W gauge bosons as well as the quarks and half of the
leptons via the Higgs mechanism [3-5].

The excellent agreement of almost all experimental results and SM predictions as exemplified
in the reviews of the Particle Data Group [6] shows that the SM is indeed an accurate description
of elementary particle physics at the energy scales that can be accessed in today’s experiments.
It is nonetheless possible that unknown new particles exist whose contributions to physical
processes at low energy scales are highly suppressed, but become more and more important as
the energy scale is increased. It is therefore an important task to search for tensions between
experimental results and theory predictions in order to identify physics Beyond the Standard
Model (BSM). This can be done by making use of the parameters of the SM.

The SM Lagrangian depends on a number of free parameters. Only after extracting them
from experiments, it is possible to make concrete predictions for other elementary particle
physics processes. These free parameters include, amongst others, the masses of the elementary
particles, and the gauge couplings, such as the elementary charge e of electromagnetic
interactions. The parameters which are relevant for the present thesis are the elements of the
Cabibbo-Kobayashi-Maskawa (CKM) matrix [7, 8]. The importance of these matrix elements
is the following: the quarks come in six different flavours, which are divided into three up-type
quarks U; = (u, ¢, t) with electric charge 2/3e, and three down-type quarks D; = (d, s,b) with
electric charge —1/3e. The weak interactions are the only interactions which can change the
flavour of a quark, they allow for transitions between up-type U; and down-type D; quarks,
the probability of which is proportional to the square of the absolute value of the CKM matrix
element V;;. The important point is that this matrix element enters every process which
includes this transition and can therefore potentially be extracted from several processes. If
no new particles would exist, all extracted values for a given CKM matrix element should
agree. However, if at least one not yet discovered particle contributes to one of the processes,
the SM calculations are not applicable anymore and the value of V;; determined from it can
deviate from the other values.

One such transition, which will play a role in this thesis, is the decay of a bottom quark
into an up quark, b — u, which is proportional to the CKM matrix element V,;. In nature,
the strong interactions bind the quarks into hadrons, and this transition can, among other
processes, be observed in semileptonic decays of B mesons which are quark-anti-quark bound
states of a b and a light quark. |V,;| can be extracted from exclusive decays with a fixed final
state hadron, e.g. B — wfr, with a lepton ¢ and an anti-neutrino vy, or one can consider
the inclusive decay rate for the process B — X, fvy, where X, is any hadronic state which
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contains the up-quark of the considered quark transition. The values presented by the Particle
Data Group [6] for |V,;| extracted from these two processes agree at the 1.4 o-level, while the
errors are both of the order of 5%. It will be interesting to see if a significant tension between
these two values will emerge when the errors are brought down to the sub-percent level in the
future.

Processes involving hadrons such as B mesons cannot be (reliably) computed in perturbation
theory at low energies. The coupling constant of Quantum Chromodynamics (QCD), the
theory describing the strong force, increases for decreasing energy [9, 10] until it reaches a value
at which a series expansion in it breaks down. Furthermore, there are also hadronic observables
such as the proton mass which cannot be computed in perturbation theory. A fully non-
perturbative approach to QCD is therefore needed to describe low energy hadronic processes.
The most prominent tool for this task is lattice QCD [11], an approach in which hadronic
correlation functions are computed numerically in a discretised and finite Euclidean spacetime.
This comes with the drawback that all quantities that are extracted from these correlators
have to be extrapolated to the continuum and infinite volume limit. These extrapolations have
to be done with care, otherwise systematic errors can enter the results and lead to incorrect
values of observables or SM parameters, such as CKM matrix elements, which require input
from the lattice.

This thesis is devoted to the study of another kind of systematic errors in lattice simulations:
excited states contaminations. These arise in the following way: correlation functions are
vacuum expectation values of operators which are used to create and destroy particles, as well
as operators which mediate interactions between those particles. The form of the operators is
dictated by the quantum numbers of the particle they are interpolating, such as spin, parity,
and flavour content. For a pseudoscalar B meson, which is a bound state of a bottom b quark
and light quark g, a suitable interpolating field is given by gysb with the Dirac matrix ~5. It
turns out that this operator does not only create and destroy B mesons, but also other states
of QCD such as B*m multi-particle states, where B* is a vector B meson and 7 a pseudoscalar
pion. These two particles can be coupled in such a way that the combined state has the same
quantum numbers as a B meson state, and the operator gvsb can therefore couple to it. Even
worse, the operator can couple to every (multi-)particle state which has the same quantum
numbers as a B meson. As a consequence, correlation functions are a linear combination of
contributions from an infinite number of (multi-)particle states. Disentangling the relevant
ground state from the excited states contributions in numerical results of correlation functions
is a significant but also error-prone task in lattice QCD. This is often done by using multi-state
fits or solving a Generalised Eigenvalue Problem (GEVP) [12, 13]. These are methods which
need lattice correlation functions as input. It is far more desirable to have analytic expressions
for the effects of at least the dominant excited states on correlation functions. This begs
the question in which theoretical framework this can be done, since QCD can be ruled out
for the very reason that lattice QCD is needed in the first place for the computation of
hadronic observables and correlation functions. The answer is Chiral Perturbation Theory
(ChPT) [14-16], the low energy effective theory of QCD, which describes the interaction of
the lightest hadrons: pions (m, ~ 140MeV), kaons (mg ~ 500 MeV), and the eta meson
(my =~ 550 MeV). These are the particles one expects to enter in the dominant excited states
contamination of correlation functions. The coupling of these particles to the lightest nucleons
has also been worked out [17, 18]. On this basis, the excited states contamination of several
nucleon correlation functions were successfully predicted in [19-26], proving that this approach
for estimating excited states is viable.

The aim of this thesis is to extend this approach to the excited states contamination of B
meson correlation functions. Chiral Perturbation Theory itself is not capable of describing
the interactions of B mesons with a mass of mp ~ 5GeV, it needs to be augmented to



accommodate heavy particles. A theory which can do this has been worked out in the past
and is known as Heavy Meson Chiral Perturbation Theory (HM ChPT) [27-30]. It is based
on an expansion in inverse powers of the heavy meson mass, a feature it shares with the
underlying Heavy Quark Effective Theory (HQET) [31-39] which is an expansion in inverse
powers of the heavy quark mass. This connection indeed proves useful when the analogues of
quark bilinears such as gvsb are derived in HM ChPT. The main results of this thesis are the
analytic expressions for the asymptotically dominant excited states contamination of matrix
elements relevant for weak interaction processes of B mesons. These are: i) the B meson
decay constant which enters in the leptonic decay B — 7v, which allows for a determination
of |Vip|; ii) the B — 7 vector form factors relevant for the semileptonic decays B — 7ly,
which can also be used for extracting the same CKM matrix element. It turns out that there
is an exceptionally large excited state in one of the form factors, a result which might help to
explain the slight tensions between inclusive and exclusive determinations of |V,;| alluded to
earlier; and iii) the hadronic matrix elements needed for the description of BY-BO oscillations,
from which the product of CKM matrix elements |th‘/}d\2 can be extracted. Some of the
results depend on Low Energy Constants (LECs) for which numerical values have not been
determined yet. Some suitable correlation functions have been found using HM ChPT, from
which they can in principle be determined in a lattice simulation, but for the present thesis
their influence was only estimated using naive power counting.

This thesis is structured as follows: Ch. 2 presents the basics of Quantum Chromodynamics.
Whereas Sec. 2.1 is concerned with the continuum theory and chiral symmetry, Sec. 2.2 focuses
on the lattice formulation of QCD and introduces, amongst other things, the excited states
contamination of lattice correlation functions. In Sec. 2.3, Heavy Quark Effective Theory is
introduced before Sec. 2.4 gives an overview of the weak interaction processes for which the
calculations of the later chapters are relevant. Ch. 3 gives an overview of Chiral Perturbation
Theory and Heavy Meson ChPT. In Ch. 4, the interpolating fields for heavy-light B mesons
are derived. Using those, the excited states contaminations of the B meson two-point function,
the B meson mass, and the B meson decay constant are computed. The influence of excited
states on the pion and kaon two-point functions is also investigated. Ch. 5 is concerned with
the excited states contamination of B meson matrix elements. First, the matrix element is
considered from which g, the sole low energy constant of the HM ChPT Lagranigan in the
chiral and static limit, is extracted. This is followd by a discussion of the B — 7 vector form
factors, which are relevant for the determination of V,; from semileptonic B decays. Finally,
hadronic matrix elements relevant for B%-BY oscillations are considered. Strategies for the
determination of yet unknown LECs are also presented where applicable. Final conclusions
are drawn in Ch. 6.






2. Quantum Chromodynamics in the
Continuum and on a Lattice

2.1. Basics of Quantum Chromodynamics

Quantum Chromodynamics is a Quantum Field Theory (QFT) describing the interaction of
quarks and gluons, known as the strong interaction. It is responsible for the formation of
mesons, baryons, and other quark bound states collectively denoted as hadrons, and also plays
a role in the binding of protons and neutrons in atomic nuclei.

QCD is a Yang-Mills theory [40] coupled minimally to fermions transforming in the funda-
mental and anti-fundamental representation of the gauge group. The group is the non-abelian
Lie group SU(3)¢, where C stands for colour, and the fermions can have the colour charges
‘red’, ‘green’, and ‘blue’ whereas the anti-quarks carry anti-colour charges. The fermions are
called quarks and come in six different species, often referred to as flavours. They are grouped
into up-type quarks U; = (u, ¢, t) and down-type quarks D; = (d, s,b), depending on whether
their electric charge is the same as the charge of the up quark (Q, = 2/3e) or the down quark
(Qa=—1/3e).

The QCD Lagrangian in Euclidean spacetime is given by

IR i}
'CQCD = _ngGuyGuV + Z Qf(lD + mf)Qf ’ (21)
s !

with the field strength tensor,
G4, = 0, A% — 0, A% + oAb AL (2.2)
of the gauge fields, the gluons A%, and the covariant derivative is defined as
D, =0, —1A;T". (2.3)

Here and in the following, the Einstein summation convention is used in which a summation
over twice appearing indices is implied. ) is short for D)y, with the gamma matrices -,
which form a representation of the Euclidean Clifford algebra in four dimensions. The T are
the generators of SU(3)c which can be defined to be one half of the Gell-Mann matrices \%.
They then fulfil the relation
5ab
-
In the Standard Model of particle physics, the fermion masses my are generated by the Higgs
mechanism [3-5]: the quarks are coupled via a Yukawa coupling to the Higgs field which
acquires a vacuum expectation value after spontaneous electroweak symmetry breaking. This
generates mass terms for the quarks and interaction terms with the Higgs boson which both
depend on the strength of the Yukawa couplings. In pure QCD, the quarks are vector-like and
an explicit mass term is allowed.

The remaining constant in the QCD Lagrangian (2.1) is the strong coupling constant gs. It
describes the interaction strength between the quarks and the gauge field of the theory. This
can be seen by rescaling

T [1°7°] = (2.4)

Al = gs Ay, (2.5)

11
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to obtain the standard form of the Lagrangian.

The form of the terms in the Lagrangian is dictated by two principles: renormalisability
and the symmetries of the theory. The concept of renormalisation will be introduced below,
for now it suffices to say that a theory is renormalisable if all observables computed from
it can be made finite after adjusting a finite number of counterterms. On the other hand,
all terms which are not invariant under the symmetries of the theory cannot be part of the
Lagrangian. For QCD, the most relevant symmetries are Poincaré symmetry and the SU(3)¢
gauge syminetry.

In principle, one can add another term to the Lagrangian which violates CP symmetry, the
combination of charge conjugation and parity,

9 a a
AL = WgquUGNVG (26)

po >
but experiments put tight constraints on the parameter . A non-zero neutron electric dipole
moment dy for example would be explained by a non-zero value for this so-called vacuum
angle, but experiments show that it is very small and compatible with zero [41, 42]. As a
consequence, one has the bound || < 1079 [6] and for this reason this additional contribution
to the Lagrangian will be neglected in the following.

Upon closer inspection, it turns out that the theory as is is ill-defined: When computing
observables in perturbation theory using the QCD Lagrangian, one would sooner or later be
confronted with divergent integrals and thus infinite results which is in contradiction with
the finite values measured in experiments. This apparent paradox is resolved by observing
that all parameters (and also the fields themselves) receive quantum corrections so that the
values of the so-called bare parameters of the Lagrangian have no physical relevance. Instead,
one renormalises the theory by adjusting the n bare parameters so that n observables assume
their physical value. To do so, one first has to regularise the divergences. The most used
regularisation scheme in perturbation theory is dimensional regularisation [43, 44] in which
integrals are evaluated in d = 4 — 2¢ dimensions and divergences then appear as poles in
€. The bare parameters of the Lagrangian as well as other renormalisation constants from
e.g. local composite operators' are then adjusted in the result of the n chosen observables so
that all poles cancel and the remaining finite values match experiments after removing the
regulator. This is normally written as an equation relating bare and renormalised parameters
via renormalisation constants Z;

gs = Zg(S,gs) Js mf = Zm(€,§s) mpg. (27)

The regularisation in the computed result for the observable can be removed by taking ¢ — 0
and the theory is renormalised up to the given order in perturbation theory in g, to which
the n observables have been computed. It should be noted that different renormalisation
schemes exist which all lead to the same result for the observables. They differ by how the
constants Z; are chosen, e.g. without a dependence on the quark masses as presented here.
The same procedure can also be used with other regularisation schemes such as a discretisation
of spacetime or Pauli-Villars regularisation [46].

All regularisation schemes have one thing in common: they introduce a dimensionful scale
. In dimensional regularisation this scale is introduced to keep the mass dimension of
integrals and parameters constant when switching from 4 to d dimensions. Depending on the

Local composite operators are products of field operators at a single spacetime point, e.g. the quark vector
current ¢, (z)y.q2(z). Products of operators defined at the same spacetime point need special treatment,
the renormalisation involves mixing with operators of the same and lower mass dimension, see e.g. [45] for
more information.

12
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renormalisation scheme used, the renormalised parameters of the theory become functions of
this energy scale.? For example, the renormalised coupling g, of QCD varies as a function of
the energy scale p. This is encoded in the 8 function, which is defined as

B(3,) = 'y =~ — bk + O, (28)
The first two coefficients by and b7 of the perturbative expansion do not depend on the
chosen renormalisation scheme, but higher order coefficients do. The QCD S function shows
a qualitatively different behaviour compared to its analogue in Quantum Electrodynamics
(QED): whereas the latter has a positive 3 function, it is negative in QCD [9, 10]. This implies
that the coupling strength decreases as p is increased. Since one chooses u to be of the order
of the typical energy E of the physical process one wants to describe,® this means that g,
decreases as a function of this energy. This behaviour is known as asymptotic freedom, since
for large energies the coupling goes to zero and one recovers a free field theory. On the other
hand, the value of g, increases for decreasing energy scales and is responsible for confinement:
the coupling between quarks becomes so strong that they have to form colour-singlet bound
states, the hadrons. A perturbative description of the theory is not possible and one has
to take advantage of nonperturbative tools e.g. lattice simulations. Lattice field theory is a
regularisation scheme in which the inverse of the small lattice spacing a defines an ultraviolet
cutoff of the theory. An introduction to lattice QCD will be given in Sec. 2.2.

At first sight, it seems like physical observables which necessarily depend on the parameters
of the theory are functions of the renormalisation scale p. But this scale is arbitrary and
should thus not affect anything that can be measured in experiments. It turns out that the
scale dependence can be eliminated, which can be concluded from the renormalisation group
equations: the starting point is that any renormalised physical observable O does not depend
on the scale p, so they have to satisfy the Callan-Symanzik equations [47, 48]

do 0 0 0
0= y— = — g.)— g )mr—— | O, 2.9
where a sum over the renormalised quark masses m is implied and a dependence on kinematical
variables is suppressed. The anomalous dimension of the quark masses is defined as

e dmy

7(gs) = 7(gs) = —dog? + O(gd). (2.10)

my dp ’
The coefficients of 7 depend on the renormalisation scheme, except for the leading order
coefficient dy. Every function satisfying Eq. (2.9) is called a Renormalisation Group Invariant
(RGI).

Since O does not depend on the renormalisation scale p, it should be possible to eliminate
the p-dependent renormalised gauge coupling and quark masses. To do so, one defines the
following special solutions to the renormalisation group equations, A(u, gs) and M;(gs, m;)
which depends on only a single quark mass m;, which satisfy

0 _. 0 _. 0 _._ 0
(1gn +Ba)g ) A =0, (Ba)g +r@mge ) M=0. (1)

2This dependence is most of the time kept implicit in the following. If a parameter can be measured directly
in experiments, one can choose a scheme in which it is truly a constant, e.g. the elementary charge e and
electron mass m. in the on-shell scheme.

3The perturbative expansion can contain terms proportional to powers of log(E /). These need to be kept
under control by choosing E/u close to unity.

13
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The solutions to these equations are given by

A=p(b *2)‘21771% T e _7d {1 T bl} (2.12)
= 1 (bogs € P J T 1B@) T b T el | '
- . _do % T(x)  dy
M; = m; (2bgg?)” 2b —/d {—] . 2.1
i (2b0g5) *0 exp ) Y 1B@)  box (213

The first equation relates the renormalised, dimensionless coupling g, to a constant A of mass
dimension one. This is known as dimensional transmutation and signals that QCD dynamically
generates an additional energy scale through quantum effects. At least perturbatively, one can
invert the equation and thus replace g, by a function of A. The second equation can be used
to eliminate m; in favour of the constant M;. These are the fundamental constant parameters
of QCD and every observable can be expressed as functions of only them and kinematical
variables. A still depends on the renormalisation scheme chosen, whereas the masses M; do
not.

But it is not only possible to find the renormalisation group invariant parameters of a
theory, but one can also define RGI local composite operators such as currents. This will
become relevant in Sec. 2.3.1 and other parts of this thesis where correlation functions of
currents and interpolating fields for quark bilinears are considered. By definition, an RGI
operator is an operator whose matrix elements do not depend on the renormalisation scale
. In order to define them, one needs the anomalous dimension of the operator which comes
about in the following way: a bare current .J, is related to the renormalised current Jg , via a
renormalisation constant Z;

Jl, = ZJ(&“,gS) JRJ/ . (2.14)

This is a simplification: in general, a composite operator can mix under renormalisation with
operators of the same or (in massive theories) lower mass dimension and the same quantum
numbers. The renormalisation constant Z is then a matrix, but this complication is not needed
here. Since the arbitrary scale p is only introduced by the regularisation procedure, the bare
current does not depend on it. One thus has

dJ,/ dZJ dJR v
0= = p—=J Z : 2.15
% i % a R +pZy (2.15)
From this, one then defines the anomalous dimension ~; to satisfy
dJr, p dZy
Jp, = ey S 2.16
YJJR, © du Z; dp R, ( )
and its perturbative expansion reads
0) — _
v =5 g2+ 0. (2.17)

750) is independent of the renormalisation scheme, but higher order coefficients are not. It can

be seen from Eq. (2.16) that the derivative of the renormalised current Jr w.r.t. the scale p
is not zero, but proportional to the anomalous dimension. It follows that the renormalised
current does not satisfy Eq. (2.9), the differential equation of a renormalisation group invariant.
This can be remedied by defining the RGI product

Jrary = ¢rdRrw - (2.18)
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2.1. Basics of Quantum Chromodynamics

where the function ¢ is independent of the masses, has no explicit dependence on p, and is a
solution to the equation

0
<Bag + w) ¢y =0. (2.19)
A suitably normalised solution reads
& o Fan (@) o
— (2byg?) 2 —/d SEACTA 2.2
YJ ( Ogs) 0 exp ) r [ﬁ(x) box ( 0)

The so defined current Jray, does not depend on o and also not on the chosen renormalisation
scheme.

Time-ordered products of these currents and other local (composite) operators can be
inserted between vacuum states to form correlation functions. These can be used to extract
e.g. S matrix elements of an operator between asymptotic in- and out states. An especially
useful result is that these correlation functions can be expressed as a path integral:

T(Oen) -+ Oulen)) = 5 [ DI8] PO 0] O], (221)
z- / D[] ¢S, (2.22)

Here, ® denotes the collection of all fields of the theory and S is the action which is defined as
the spacetime integral of the Lagrangian. T denotes the time-ordering operator which orders
the operators in descending order according to their times ¢; and includes appropriate sign
factors if fermionic operators have to be swapped. This operator will be suppressed in the
following. The Hilbert space operators on the L.h.s. of the equation turn into functionals of
the fields on the r.h.s. and are integrated over all field configurations. This representation of
correlators is used in lattice field theory as will be explained in Sec. 2.2.

2.1.1. Chiral Symmetry

Global symmetries are integral ingredients of the Standard Model: as long as the symmetries
are not spontaneously broken, particles transform in irreducible representations of symmetry
groups and they thus shape the particle spectrum. In QCD, there is an important global,
approximate symmetry which is known as chiral symmetry. An approximate symmetry is a
symmetry which is broken explicitly by a term in the Lagrangian which is not invariant under
the symmetry transformation and is proportional to a ‘small’ parameter. If this parameter has
mass dimension one, like the mass of a particle, this means that it should be small compared to
the relevant energy scale of the theory as will be explained later. This approximate symmetry
of QCD is the basis for Chiral Perturbation Theory, an Effective Field Theory (EFT) for QCD
at low energies, which will be described in detail in Ch. 3. A comprehensive overview of this
topic can be found in [49], a summary of the most relevant points is presented in this section.

Chiral symmetry is based on the concept of chirality, i.e. left- and right-handed particles.
These particles transform in distinct representations of the Lorentz group: the (%, 0) and
(0, %) representation, respectively. In four spacetime dimensions, they are represented by
two-component spinors. The quarks of QCD are usually defined to be Dirac fermions which
transform as the direct sum of a left- and right-handed Weyl spinor, i.e. (%, 0)® (0, %), and are
represented by four-component spinors. In order to project to particles with definite chirality,
one can use the projectors

P = % (11 - 75) , Py = % (11 +~y5) . (2.23)
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2. Quantum Chromodynamics in the Continuum and on a Lattice

As the subscript suggests, the effect of acting with P, (Pgr) on a Dirac spinor is to only retain
the part which transforms as a left-handed (right-handed) particle. In equations

PLU =Ty, PrU = Up . (2.24)

Setting all quark masses in the QCD Lagrangian with for now n; flavours to zero, it is readily
shown that quarks of different chirality do not interact:*

1 ay )
Lng=o = =35 GGl + 3 (a7LPasr + aprPasr) - (2.25)
f=1

As long as one does not include electroweak interactions, the ns left-handed quarks are now
indistinguishable and the same is true for the right-handed fields. Neglecting the masses of
the lightest quarks, u, d, and to some degree s, is a very good approximation since their
RGI masses are small compared to the proton mass of nearly 1 GeV which can be taken as
the typical QCD scale. In the classical theory, a rotation of the left-handed particles by a
generic constant U(nys)r, matrix, and the right-handed particles by a different U(ny)r matrix
then leaves the Lagrangian invariant. Factoring the U(1) elements one ends up with the
symmetry group SU(ns),xSU(ns)rxU(1),xU(1)g. The transformation of the quarks under
this symmetry group is given by

q — e e i gy g, — qe’t e’ (2:26)
qr — e 0reT0RTR g | gr — qre iR (2.27)

Here, T{* (T§) are the hermitian and traceless generators of SU(nys)1, (SU(ny)r) and the
gs and gs are ny component vectors in flavour space. It is convenient to redefine the U(1)
transformations: ‘vector’ transformations U(1)y are defined by setting 61, = 0g, and ‘axial
vector’ transformations U(1) are defined by 01, = —fr. Note that explicit, non-degenerate
mass terms for the quarks would break the symmetry completely except for the U(1)y symmetry.
This symmetry is known to be responsible for baryon number conservation. As usual, one can
derive conserved currents and conserved charges using Noether’s theorem. It is common to
write them in the following form

Vi =R}, + L}, = qv.T%, (2.28)
Al =Ry, — LY = qyunsT (2.29)
Vi=Ru,+L,=qv.49, ( )
Ay =Ry —Ly=qvusq. (2.31)

V) and AZ are the isovector vector and axial vector currents, respectively. T% stands for the
generators of the SU(ny) flavour group, which are e.g. given by 7% = /2 for ny = 2 and
T* = X*/2 for ny = 3 with the Pauli (¢%) and Gell-Mann (A*) matrices, respectively. Since
the currents are conserved, their divergences vanish. This is not true for the isoscalar, i.e.
U(1), axial current A, in the quantum theory since U(1), transformations do not leave the
path integral measure invariant. Instead, one finds for its divergence [50-52]

392

8MAN = mEuyngawyGa,pg . (232)
The term on the right-hand side is related to the topological charge. The two U(1) symmetries

will not be of interest in the following and will be ignored from now on.

“Note that the following considerations are naive in the sense that they are solely based on the QCD Lagrangian
and do not include the effects of a regularisation scheme.
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2.1. Basics of Quantum Chromodynamics

The conservation of axial and vector currents has an interesting implication for the particle
spectrum (this line of argument follows [49]): since the conserved charges

Q= [ @iV, Q4 = [ iy, (23
commute with the Hamiltonian, one can show that the three states

) Qv ) QA ) (2.34)

all have the same energy. If the state [¢) is chosen to be a positive parity eigenstate, one
would expect mass degenerate states of opposite parity. The reason is that Q4 changes sign
under a parity transformation since its definition involves the time component of an axial
vector, whereas ¥, does not. This means that Q% |¢) is a negative parity eigenstate which is
mass degenerate with the two positive parity states |¢) and Qf; [¢). But this is not observed
in experiments: there are no partners of opposite parity and equal or similar masses for the
pions or the proton which are all bound states of the lightest quarks. A possible way out of
this apparent contradiction is the postulate that the symmetry is spontaneously broken by the
ground state of the theory. In other words, the Lagrangian is invariant under the full symmetry
group, but the ground state is not and is rather transformed into another degenerate state by
some of the symmetry transformations. A consequence of the spontaneous breaking of a global
symmetry is the appearance of massless spin 0 particles in the spectrum of the theory. This
result is known as Goldstone’s theorem [53-55] and the massless particles are called Goldstone
bosons. In general, if the Lagrangian is invariant under a group G with N generators, but
the ground state is only left invariant by a subgroup H of G with M generators, then the
spectrum will contain N — M (the number of ‘broken generators’) Goldstone bosons.

In order to apply these considerations to the chiral theory discussed above, one first needs
to establish which subgroup of the symmetry is spontaneously broken. The Vafa-Witten
theorem [56] forbids the spontaneous breaking of vector symmetries in vector-like gauge
theories without a vacuum @-angle. This only leaves the axial symmetry transformations and
implies that they do not leave the vacuum state invariant. According to Goldstone’s theorem,
there needs to be at least one non-vanishing vacuum expectation value for the commutator of
the axial charge and a second operator O in order for this to be true.

(01[@3, 0110) = (0]QAO[0) — (0]ORZ|0) # 0 (2.35)

Inserting a complete set of states between Q4 and O and demanding that the expression does
not vanish implies that O should have the same quantum numbers as ()4 in order to have a
non-zero overlap with the same states |7%) as the axial charge (it is assumed that the vacuum
expectation value of the operators are zero). These states are the Goldstone modes of the
spontaneously broken symmetry. In QCD, the pseudoscalar density

Pt =qysT (2.36)

satisfies these requirements. Working with the lightest three flavours of QCD for the moment
and setting their masses to zero, an explicit calculation yields (see [49] for more information)

<o] Q4. P'] \o> = 695(¢ (0]a@u|0) + 2(0]dd|0) + ¢ (0[3s|0)) (2.37)

with some constants ¢ which are not all zero at the same time and no sum over a is implied.
On the other hand, the conserved vector symmetry SU(3)y implies

(Ofiul0) = (0]ddjo) = {0]ss|0) = 3 (Olaalo) - (2.38)
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2. Quantum Chromodynamics in the Continuum and on a Lattice

This means a non-zero quark condensate is a sufficient condition for chiral symmetry breaking
and serves as an order parameter. Starting with [57], lattice simulations have confirmed a
non-zero chiral condensate.

The axial charge is given by an integral over the time component of the axial current and
has a non-zero overlap with the Goldstone boson states. Making use of Lorentz-invariance,
the matrix element is parametrised as

<O‘AZ($)’7rb(p)> = §%ifp,e P, (2.39)

These states are identified with the pions, kaons, and the eta meson of QCD since they are
the lightest states of the theory with the correct quantum numbers. The non-zero masses
measured in experiments for these particles are due to the non-zero masses of the quarks
which break the chiral symmetry explicitly, see Sec. 3.1 for an EFT explanation of the quark
mass dependence of the pion masses. The free parameter f in the above equation is the pion
decay constant in the chiral limit, i.e. for vanishing quark masses.

The bottom line of the preceding discussion is: for massless quarks, despite the Lagrangian
being invariant under the full global symmetry group SU(n )1, xSU(n¢)r, the ground state is
only invariant under the vector group SU(ny)v for which the transformation matrices of the
two groups coincide: L = R. On the other hand, one often defines axial transformations as
R = LT, but one should keep in mind that these transformations do not form a group since an
axial transformation transforms the axial vector current into a vector current:

Q% ALt 5)] = i Vie(e, 5) (2.40)

This equation is one of the so-called current algebra relations [58, 59] which relate the
commutators of the currents with themselves. These relations are important since they fix the
renormalisation constants of the currents: as long as the vector current is a conserved current
which does not need to be renormalised, the above relation fixes the renormalisation constant
of the axial vector current to be also 1. Chiral symmetry also forces the renormalisation
constants of the isovector scalar and pseudoscalar density to be the same.

The chiral symmetry of QCD also leads to chiral Ward identities. In general, Ward identities
are equations which relate several (not necessarily on-shell) Green’s functions. They were first
discovered and used in QED [60, 61] to derive the equivalence of the vertex renormalisation
factor and the electron wave function renormalisation constant. A generalisation of the
identities to non-abelian gauge theories was later given [62—64], these identities are known
as Slavnov-Taylor identities. Ward identities can also be derived for global symmetries such
as the chiral symmetry of QCD. One way of doing this is to consider the variation of the
path integral representation of a correlation function under an infinitesimal local symmetry
transformation as it is e.g. done in [65]. Infinitesimal isovector transformations can be obtained
from the full transformations given in Egs. (2.26) and (2.27) by a leading order expansion in
07 and 60%:

oqr, = —i01 T qL, , oqr, = i0tq 17, (2.41)

and likewise for the right-handed quarks. The variation of the path integral vacuum expectation
value of an operator O under an infinitesimal transformation is given by (assuming that the
path integral measure is invariant under the transformation)

0= %5 { / DIF| e—SQCD[Flo[Fﬂ - % / D[F] e=S9o0lFl(50[F] — O[F|6SacnlF))
(50) = (06SaeD) - (2.42)
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2.1. Basics of Quantum Chromodynamics

Here F represents all fields of the QCD action. With this formula, one can for example (in the
presence of a quark mass term) derive the so-called partially conserved axial current (PCAC)
relation: the starting point is the definition of an infinitesimal local axial transformation

dq — 10 (z) T vsq, 0q — 10%(z)qysT° . (2.43)

Inserting projectors on left- and right-handed particles shows that this is indeed the infinitesimal
form of axial transformations which require R = L. For this transformation, the variation of
the QCD action with mass terms is given by

8Sqcp =1 [ d'w6%(@) (-0, 47 + PslT?, Myl q) (2.44)

where [-, ]+ denotes the anticommutator. The quark mass matrix M, is a diagonal matrix in
flavour space. So far 6% is arbitrary, but it is convenient to require that it is non-zero in a fixed
region of spacetime and zero outside of it. If at the same time the operator O is restricted to
a second region in spacetime which does not overlap with the region in which 8% is non-zero,
i.e. in which the chiral symmetry transformation is performed, the Lh.s. of Eq. (2.42) vanishes
(otherwise contact terms would enter the result). Since 6 is still arbitrary inside the region in
which it is non-zero, one can eliminate it and the integral over x from the equation. Taking
a suitable linear combination of the result so that one obtains an axial current of the form
Aﬁlf? = G, YuV54f,, one arrives at the PCAC relation

(0, AP (2)O(y)) = (my, +my,) (P2 (2)0()) | Ay, (2.45)

The current algebra relations mentioned earlier can be derived from integrated chiral Ward
identities, see e.g. [66].

There is another way of deriving the chiral Ward identities which was found by Bell [67]: it
relies on external fields which have a nontrivial transformation under chiral symmetry and are
coupled to the quark fields in the massless QCD Lagrangian in such a way that it is invariant
under local chiral transformations. These fields are [, = LT ry=rpT7 s = s91 4 s2T*, and
p = p’1 + p®T*, and their chiral transformations are given by

2.46
2.47

2.48
2.49

ry — Rr,RT +iRO, R,
l, — LI, LT +iLd, L',
(s +ip) = R(s +ip)LT,
(s —ip) = L(s —ip)RT .

(2.46)
(2.47)
(2.48)
(2.49)

External isoscalar vector and axial vector currents were dropped here since they do not play a
role in the following. It is then easy to show that e.g. the combination

LDy = l)ar (2.50)

is invariant under a local chiral transformation: the covariant derivative (2.3) produces an
additional term when the partial derivative hits the spacetime dependent transformation
matrix L(z) of the quark field ¢, but this contribution is cancelled by the second term on
the r.h.s. of Eq. (2.47). It is useful to define the vector v, = (r, +1,)/2 and axial vector
a, = (ry —1,)/2 external fields in order to write the external field part of the Lagrangian as

Lext = —iqyu (vu + v504) ¢ + (s — i5p)q - (2.51)

The Lagrangian £ = Lqcop + Lext is then invariant under local chiral transformations. Re-
member that Lqocp here and in the following denotes the Lagrangian of massless QCD. Before
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2. Quantum Chromodynamics in the Continuum and on a Lattice

turning to the chiral Ward identities, it is useful to consider the generating functional in the
presence of external fields,

Z[S’p’ ’UM’ au] — /D [F] e_SQCD[F}_SQXt[F’S’pvvll‘:a#] — <6_SeXt [Fysvp)v,uaau]> . (2‘52)

As before F' denotes quarks and gluons. As can be shown by an explicit computation, it
is possible to derive n-point correlation functions of the currents and densities by taking
functional derivatives w.r.t. the appropriate external field and setting them to zero afterwards.
The two-point function for e.g. the axial vector current can be obtained by computing

l 522[87]77 U,lu au]
Z dal(z)dab(y)

= (As(@)Ab(y)) . (2.53)

8,P,Vp,a,=0

It is also easy to incorporate a non-zero quark mass: the scalar density can be thought of to
be of the form s = M, + 35, where M, is the quark mass matrix and one only sets 5 to zero at
the end. The mass term must then also be included in the normalisation factor 1/Z, which
otherwise does not depend on the external fields.

The generating functional with external fields is also the starting point for deriving chiral
Ward identities. Computing an infinitesimal isovector chiral transformation of the external
fields, one has

1
_ E 5 {/D [F] e—SQCD[F}—Sext[F,s,p,vu,aH]:| _ _< Sext[Fs,p,vmau}(SSext [F’ 5,0, Uy, (I“]> X

(2.54)
Chiral Ward identities follow from the variation of the external fields alone, the quarks are
not transformed. The reason is the following: it has already been stated above (and shown in
one case) that chiral Ward identities can be derived by considering infinitesimal, local chiral
transformations of the QCD path integral. This is still true when considering the generating
functional which includes the external fields as long as these are not transformed and set to
zero afterwards (or s = M, since Sqcp is the QCD action for massless quarks). Transforming
both, the quark fields and the external fields, leaves the combined action invariant, this means
that the transformation of the external fields is the negative of the transformation of the quark
fields. As a consequence, transformations of the external fields alone reproduce the chiral
Ward identities up to an irrelevant global sign. Note that the above equation still depends on
the external fields. Insertion of currents and densities can be obtained by taking derivates
w.r.t. these fields and setting them to zero afterwards.
One can easily check that the PCAC relation is reproduced by an axial transformation of
the external fields, which is explicitly given by

&jﬂ — Ga(x)fabcab Tc
— ea(x)fabc b -9 ea( )
d(s — 1751)) =10“(z)[s — ivsp, T4 5 - (2.55)

With these transformations, dSex reproduces the r.h.s. of Eq. (2.44) after setting s = M, and
the other external fields to zero.

The external field method is an extremely useful and powerful tool. The invariance of the
Lagrangian under local chiral symmetries is enough to derive the correlation functions of the
currents and densities as well as the chiral Ward identities. It doesn’t make any reference to
the degrees of freedom of the theory, it only requires them to have a nontrivial transformation
under chiral symmetry in order to couple them to the external fields. This will justify the use
of Chiral Perturbation Theory in Ch. 3.
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2.2. QCD on a Lattice

2.2. QCD on a Lattice

Perturbation theory is the best known approach for calculating physical observables in QFTs.
The idea is to use the coupling constants g; as an expansion parameter and compute e.g. cross
sections up to a given order in g; using oftentimes a diagrammatic approach with Feynman
diagrams. In the SM, it can be used for QED, electroweak and even to some degree for
high-energy QCD processes/corrections. Its validity and accuracy depends on the value of
the coupling constants: if they are too large, the higher order corrections can be of the same
or even larger size than the Leading Order (LO) result and the convergence of the series is
spoiled.’® Even if the size of consecutive orders in the expansion decreases, the convergence
might be too slow to get a reliable result at the order at which a perturbative computation is
still feasible. Even more important is that there are inherently non-perturbative observables,
such as the mass of the proton. They cannot be computed in perturbation theory and it is
thus necessary to take recourse to non-perturbative methods. The most widely used method
for QCD is known as lattice QCD and dates back to a publication by Kenneth Wilson [11].
The key idea is the following: instead of considering an infinite volume continuum theory,
QCD is evaluated in a finite volume on a Euclidean lattice with spacing a. This lattice spacing
serves as an (inverse) cutoff of the theory and thus as an ultraviolet (UV) regulator. On
the other hand, an infrared (IR) cutoff is given by the (inverse) length of the finite box in
which the simulations are carried out. Correlators can then be computed nonperturbatively in
Markov Chain Monte Carlo (MCMC) simulations by solving the path integral as indicated in
Eq. (2.22) numerically. In the end, one has to take the infinite volume L — oo and continuum
limit @ — 0 in order to make contact with real world physics. Introductory books on lattice
QCD which have been used as a guidance for the following sections are [68-70)].

In most lattice simulations one chooses the same number of lattice sites in every of the three
spatial dimensions (Ng or N1, Na, N3) and a separate number for the time direction (Nt or
Ny). Furthermore, one usually uses hypercubic lattices which means that the spacing a is the
same for all directions. The physical spatial (L) and time (7') extent as well as the physical
volume are then given by

L =aNg, (2.56)
T = aNr, (2.57)
V =TL3? = a* Nt N3 . (2.58)

A point on the lattice is then identified by four numbers (n1, ng, n3, n4), where ny, no, and ng
run from 0 to Ng — 1 and n4 from 0 to N7 — 1. The Fourier space of a finite lattice is itself a
finite lattice. Defining [ to be a vector of length a in direction u, one can impose periodic
boundary conditions

Fln+ Nui) = f(n). (2.59)

The corresponding momenta are then restricted to the first Brillouin zone with smallest
momentum —7/a + 2w/aN, and largest momentum m/a in every direction, and spacing
2m/aN,,. There exist other boundary conditions like twisted boundary conditions [71], which
would add a complex phase to the left-hand side of the above equation and thus add a constant
shift to the momenta. Alternatively one can consider open boundary conditions [72, 73], for
which the lattice is not a 4-dimensional torus but has a boundary in the time direction, or the
so-called Schrédinger functional [74, 75].

>The perturbative series is an asymptotic series and does not converge, but the terminology of ‘convergence’ is
used nonetheless.
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2. Quantum Chromodynamics in the Continuum and on a Lattice

A naive discretisation of the free and massless Dirac action amounts to replacing the
derivative with a finite difference:

/ d*z U (2)7,0, 0 (x) = a* Y U(n)y,

n,p

(2.60)

This action couples spinors at different points on the lattice, which requires some extra
thought if one wants to implement a local symmetry such as the colour symmetry of QCD. A
computation of the Dirac propagator in momentum space yields

> Yusin(pya)
. W

) = S )
I

(2.61)

The propagator has a pole at p?> = 0 as expected for a massless particle, but there are more
poles at the edge of the Brillouin zone where at least one of the momentum components has
value m/a and the others are 0. There are in total 2* = 16 poles which means there are 16
instead of one propagating fermion. This is known as the doubling problem in lattice field
theory. There are nowadays several lattice actions for fermions which circumvent this problem.
For example Wilson’s modification of the quark propagator [76] removes all doublers from the
theory. In the Lagrangian framework, this amounts to adding the term

ad =
AL=- > W(n) (U(n+ p) —2%(n) + U(n — 1)) . (2.62)
1

It is a discretisation of the Euclidean Laplace operator times the lattice spacing a and acts
like a mass term of size m ~ 1/a for the unwanted particles. In the continuum limit, these
particles therefore decouple from the theory. A drawback of this specific discretisation is
that this additional term breaks chiral symmetry explicitly. The chiral Ward identities such
as the PCAC relation therefore do not hold and the flavour currents of QCD have to be
renormalised. The renormalisation constants will be functions of the lattice spacing, but
not of the renormalisation scale which simplifies things a bit. In lattice simulations, their
determination has to be carried out nonperturbatively using e.g. the RI/SMOM scheme [77]
or a Schrodinger functional renormalisation scheme [78]. It has been shown [79-82] that it is
not possible to find a lattice action for fermions without doublers which has a Dirac operator
which [83] i) is analytic and periodic in the momenta of the particles, ii) is given by ivy,p, for
small momenta, up to discretisation effects, iii) is invertible, and iv) preserves the continuum
chiral symmetry. A possible way out is to define actions with a lattice chiral symmetry [84]
which is exact on the lattice and reproduces the continuum chiral symmetry in the limit ¢ — 0.
Fermions which are invariant under this lattice chiral symmetry are known as Ginsparg-Wilson
fermions.

Moving from the free theory to QCD requires the introduction of a local symmetry. Under
a gauge transformation, the fermions transform as

U(n) = A(n)¥(n), U(n) — U(n)AT(n), (2.63)

with spacetime-dependent matrices A in the gauge group. This is problematic since the naive
kinetic term in Eq. (2.60) couples fermions at different lattice sites. The action would thus
not be invariant under a local gauge transformation. The solution is to introduce group-valued
fields called link variables U, which transform as

Uu(n) = An)Uu(n)AT(n + 1) . (2.64)
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This should be contrasted with the gauge fields of the continuum theory which take values in
the algebra of the gauge group. With these link variables and their adjoints, the naive fermion
action can be made gauge invariant. For example, the Wilson action with a local symmetry
reads [11, 76]

Ly = a* Z N <Z - Uu(n)¥(n+ f1) — U}E(n — )V (n — f1) n mW(n))
n 1t

2a
Y W) Uu(n)¥(n + f1) — 2\1’(;1a)z+ Uf(n — p)®(n — jr) _ (2.65)

The gauge links can be interpreted as parallel transporters of the symmetry group which
connect the points n and n + & on the lattice. In lattice QCD, the gauge links are dynamical
objects, so one also needs to construct a kinetic term for the Lagrangian. This can be done
using the plaquette variable

Uw(n) = Uu(n)Uy (n+ @)U} (n + 2)US (n) . (2.66)

It traces the smallest closed curve on the lattice and its trace is gauge invariant. It can be
used to define the Wilson gauge action [11, 76|

SalU] = = 3 Re {Tr (L - Up(n)]} | (2.67)

9s n,u<v

In lattice field theory, it is common to use 8 = 6/g2. As before, gs denotes the bare gauge
coupling whereas g, is the renormalised coupling. As one would expect, the bare coupling is a
function of the cutoff, i.e. the lattice spacing a, and one can carry out lattice simulations at
different spacings by adjusting 8. The continuum limit is recovered for g; — 0 or equivalently
B — oo.

Lattice computations of QCD are based on the path integral approach to QFT presented
in Sec. 2.1. In QCD, the fields are given by the gauge links U, and the quarks g, the
latter being treated as Grassmann valued fields in the path integral in order to preserve the
anticommutation relations of fermionic operators. Since the action is quadratic in the quark
fields, the integration over them can be carried out exactly which amounts to computing
Gaussian integrals with Grassmann numbers. A standard result is

/ (H dm; d77¢> nie” MM = Mgt det(M). (2.68)

There are two noteworthy points: for bosonic Gaussian integrals, the result would include
the inverse of the determinant of M, whereas here it is the determinant itself. Furthermore,
in QCD the matrix M is the Dirac operator (D[U] + m) and the inverse is the quark
propagator. Including more Grassmann fields in the integrand amounts to computing all
possible contractions of s and 7js and including signs if two Grassmann fields are anticommuted.
This reproduces exactly Wick’s theorem for fermionic particles. In short, in order to compute
the path integral over the quark fields in QCD, one only has to apply Wick’s theorem and
include the fermion determinant which is a function of the gauge links. An evaluation of the
path integral over the gauge variables is all that is left to do.

The gauge action on the other hand is not quadratic in the link variables and thus cannot
be solved analytically. In addition, the fermion determinant is also a nonlinear function of the
link variables and complicates the evaluation of the path integral further. It is thus necessary
to resort to numerical techniques. The gauge-invariant integration measure for SU(N) matrices
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2. Quantum Chromodynamics in the Continuum and on a Lattice

is given by the Haar measure and since these groups are compact, the domain of integration is
finite and gauge fixing is not required. Nonetheless, a direct numerical approach is not feasible:
for a lattice of size Nt x N§ in four dimensions, one would have to integrate over 4NpN3
link variables. An alternative strategy is to evaluate the path integral stochastically using a
Markov Chain Monte Carlo algorithm. The idea is to evaluate the observables on a subset
of gauge field configurations which are sampled according to a probability distribution p[U].
This ensures that the observables are mostly evaluated on gauge configurations which give a
large contribution to the path integral. MCMC simulations evolve the system from one gauge
configuration to another and ensure that after a finite number of updates, the ‘thermalisation
time’, the system evolves with a probability density which is close to the desired density p[U].
This density p[U] is chosen to be

plU] = z%;e_SG[U] H det (P[U] +my) , (2.69)
f
Zg = /D (U] e~ 5[] det (B[U] + my) | (2.70)

!

with the pure gauge action Sg[U]. The form of p[U] explains why the simulations are carried
out in Fuclidean space: the Wick rotation turned the complex exponential of the action into
a real one and one can interpret p[U] as a probability density as long as it is positive. This
identification also depends on the product of fermion determinants. In general, they can be
complex, but certain discretisations of the Dirac operator obey ~vs-hermiticity:

v D[U]ys = DI[U]. (2.71)

This relation implies that the determinant is real. This is the case for e.g. Wilson fermions
which were introduced above. Furthermore, most QCD simulations are preformed in the isospin
symmetric limit in which up- and down-quarks are mass degenerate. The determinant thus
enters as a square and ensures that even on gauge configurations for which the determinant is
negative the probability density is positive. Setting the quark determinant to 1 by hand is
known as the quenched approximation which neglects the effects of sea quarks.

It should be emphasised that it is at the moment not possible to simulate QCD with all six
quark masses at their physical value. As mentioned before, the inverse length of the box L
and the finite lattice spacing a serve as IR and UV cutoffs, respectively. It follows, that in
order to control finite volume and discretisation errors the masses m of all particles should
satisfy the bound

L'<«m<al. (2.72)

The mass of the pion, the lightest hadron, dictates the size of L, whereas the value of a
depends on the mass of the quark with the largest mass. On the other hand, the number of
lattice points in a given direction is given by L/a and cannot be chosen at will but is limited
by the computational resources. Including the b quark at its physical mass would put an
upper limit on a and thus a lower limit on the number of lattice points which cannot be
simulated at the present time. A rough estimate is the following: in order for finite volume
effects to be negligible, one should demand m,L > 4 [85]. On the other hand, one can hope
that discretisation effects (i.e. corrections proportional to powers of a) are under control
for amy, < 0.5 if discretisation errors start at order (amy)? [86]. This leads to the following
estimate for a lower bound of lattice points

L - g 4 GeV

0 =8 ~ 80 1aGey

~ 230. (2.73)
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2.2. QCD on a Lattice

For this reason, lattice simulations at the physical point are carried out with two, three, or
four flavours. One way to deal with heavy quarks in lattice simulations will be presented in
Sec. 2.3.

The lattice computation of a correlation function proceeds as follows: one first defines the
operators O; in terms of quark fields and gauge links. One then computes all possible Wick
contractions of the quarks which will yield traces over products of quark propagators and
gamma matrices. In the next step, a set of gauge field configurations is generated using e.g.
a hybrid Monte Carlo algorithm or any other suitable MCMC algorithm, or one reuses an
older set of configurations. The propagators of the quarks are then computed by solving
the gauge-link-dependent Dirac equation on the individual gauge configurations and putting
them together accordingly to obtain a result for the correlator one is interested in. From the
correlators, physical observables like masses and matrix elements can be extracted. Then, the
ensemble mean and the standard error of a quantity X are computed via

' (Xi—4?)2. (2.74)

N
=0

. 1Y ) 275,
X_NZX“ XT NI -1
=1

In the limit N — oo the estimator for the mean tends to the mean of the observable (X)
and the standard error vanishes. The factor 7 in the definition of the error is known as
the integrated autocorrelation time which depends on the observable considered. Since in
MCMC simulations, the new gauge field configuration is derived from the previous one, the
configurations are not independent. To put it crudely, the factor 275& in the above formula
corrects this and the ratio N/(27i,) can be thought of as the number of truly independent
configurations. More details and a method for computing it can be found in [87]. It should be
noted that the autocorrelation time increases for smaller lattice spacing a as exemplified e.g.
in [88]. This phenomenon is known as critical slowing down.

Besides statistical errors also systematic errors have to be taken into account in lattice
simulations. For one thing, there are finite volume effects which parametrize the difference
of the result in a finite and infinite volume. It was shown [89] that for lattices with periodic
boundary conditions these fall off exponentially with the mass of the lightest particle, in
QCD the pion, and the length of the box. As a rule of thumb, one therefore often demands
myL > 4 so that finite size effects are negligible. Furthermore, there are discretisation effects,
i.e. corrections which scale with powers of the lattice spacing a and fractional powers of
logarithms of a. These can be studied analytically in Symanzik’s effective theory [90, 91], a
theory which can be thought of as an expansion in a, and results are available for several lattice
discretisations of QCD [92, 93]. These are especially important when taking the continuum
limit: if one wants to make predictions for or compare with experimental results, one wants
to take the limit ¢ — 0. This is done by computing the same quantities at fixed physical
parameters as well as box length in physical units but several lattice spacings a. The lattice
spacing itself is a function of the unrenormalised gauge coupling gs and can thus be controlled
by varying it. A numerical extrapolation to a = 0 is then carried out. It is even possible to
improve the convergence to the continuum limit by improving the action and operators used.
This means that one adds terms which vanish in the continuum limit, but contribute at finite
a and adjusts their Wilson coefficients in such a way that they cancel discretisation effects up
to a given order. For example, the Lagrangian of Wilson given in Eq. (2.65) has discretisation
errors of order a. Including the Sheikholeslami-Wohlert term [94] which includes the clover
discretisation F w of the continuum field strength tensor,

AL=cswa® Y \I/(n)%awﬁ'w(n)\l/(n), (2.75)

n,u<v
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2. Quantum Chromodynamics in the Continuum and on a Lattice

and tuning the free parameter cgw appropriately, the discretisation errors can be elevated to
order a?. This can also be done for the interpolating fields of the lattice correlation functions.
Apart from that, the determination of the lattice spacing in physical units also introduces a
further error which depends on the specific procedure used to determine a. In general, every
quantity which is computed in lattice simulations is dimensionless and every observable with
a non-zero mass dimension is given in lattice units. This means that one cannot measure e.g.
the mass of a particle directly, but only the product am. The determination of a is known as
scale setting and there are various ways to do it. In general, one computes a product aX in
the lattice simulation and sets it equal to its real world (if applicable) value X. This means,
that one computes the ratio
aX

a=—. 2.76
< (276)

Some common choices include the pion decay constant fr, Sommer’s scale rg [95] and the
gradient flow scale to [96].

A further source of systematic errors is the contamination of lattice correlators by excited
states. This will be explained in the next section.

2.2.1. Excited States Contamination of Correlation Functions

A drawback of lattice simulations is the fact that only Euclidean correlation functions can
be computed. Theoretical predictions for experiments on the other hand require results for
matrix elements, which have to be constructed by taking suitable ratios of correlation functions.
Another problem is the contamination of the correlators with excited states which comes
about as follows: in order to simulate the propagation of a specific particle, say a kaon, one
needs to construct an interpolating field with the same quantum numbers as the particle of
interest. This interpolating field is then used as a source or sink for the particle in the lattice
simulation. In other words, the interpolating field Op has a non-zero overlap with the state
|P) of the particle in Hilbert space:

(0|Op|P) £0. (2.77)

But in an interacting theory, this is not necessarily the only state which has a non-zero overlap
with this operator: as long as they have the same quantum numbers as |P), there are more
states that can also be excited from the vacuum by Op. These other states, called excited
states, can be resonances or multi-particle states. Before discussing how they enter the theory,
it is helpful to introduce the transfer matrix T = e~*# | where H is the Hamiltonian of the
theory. The transfer matrix is the time evolution operator of the theory for time steps of size
a. The existence of a transfer matrix for a given lattice theory is far from trivial, but it has
been proven for the Wilson formulation in [97]. This matrix can be used to define Euclidean
correlation functions, a definition which is equivalent to the path integral definition given
before, see e.g. [70] for an introductory treatment. With the transfer matrix, the two-point
correlation function of an operator Op can be written as

T—t

) B ~ Tr|T & Op(0,7)T=0h(0,0)
Cf(t>=§j<0p(t,w>02(0,0)>= ] Jim { ; [Tﬂ ’ }

(2.78)

where T is the time extent of the lattice. The sum over the spatial coordinates projects the
correlation function to zero spatial momentum. Excited states then enter in the following way:
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2.2. QCD on a Lattice

one inserts complete sets of energy eigenstates |o/ (ﬁ)>6 in the correlation function and lets the
transfer matrix act on them. In the limit 7" — oo, this leads to (see [70] for more details)

1
Cf(f)ZZQEi

ot

<0‘0P‘ai(6)>‘2 e Bailtl (2.79)

Here, the normalisation of states in a finite spatial volume is used
(0 @)]0? (")) = 2L° Eos (5)375:03 (2:80)
Sometimes a non-relativistic normalisation of states is more convenient, in this case one has
(' (B)|od (7)) = 2065505 , (2.81)

a choice that will be used later for heavy meson states.

Eq. (2.79) shows that the correlator is a sum of exponentials which fall off in time. States
with larger energies are stronger suppressed for the same time t. Most of the time, one
is interest in the energy or the matrix element of the ground state, i.e. the state with the
lowest energy, and one could hope that for large times it is the dominant contribution to the
correlator. This is true in principle if there is a large gap between the energy of the ground
state and the first excited state. On the other hand, lattice simulations are MCMC simulations
with a statistical error which limits the precision of the results. An important limitation
for these simulations is the so-called signal-to-noise ratio which is given by the ratio of the
ensemble mean and the standard error of the mean, see Eq. (2.74). It turns out that in general
the signal-to-noise ratio decreases exponentially with time [98, 99] and reliable estimates for
correlators at large ¢t are most of the time not possible. As a consequence, one has to extract
the energy and/or matrix element of the ground state in a time range in which excited states
are possibly non-negligible. If they are not adequately treated in the analysis of the correlation
functions, the results for the ground state matrix elements can be afflicted by systematic
errors which would eventually lead to systematic errors in real world observables, e.g. CKM
matrix element. One way to deal with this is to use multi-exponential fits for correlation
functions in the hope of capturing the ground state and the most dominant excited states
of the correlator. It is also possible to solve a so-called Generalised Eigenvalue Problem [12,
13] of a matrix whose entries are correlators of different interpolating fields. In this work,
an alternative approach will be followed: the excited states contamination will be computed
analytically using an effective field theory.

The mass of its ground state can be extracted from a two-point function by making use of

the eﬁective mass
1 CE(t)
mpei(t) = ~log [ =—p2-2 ) | 2.82
P;ff() a Og(c;(t“‘a) ( )

which is a discretised version of —d; log C{’(t). For a finite time extent, this formula needs to
be adjusted to take the chosen boundary conditions into account.

The above discussion generalises naturally to n-point correlation functions. Of particular
interest are three-point functions, since from these one can compute transition matrix elements.
With interpolating fields Z and F for the particles in the initial (I) and final (F') state,

6|ai (]3’)> includes the vacuum, one- and multi-particle states. Multi-particle states with the same particle
content can have different internal momentum configurations which lead to the same overall momentum g,
these are distinguished by the index i.
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2. Quantum Chromodynamics in the Continuum and on a Lattice

respectively, and the operator 7 mediating the transition, one finds the following spectral
decomposition

Cy(t, 1) = Y (F(t, DT (¥, H)Z(0,0))
1 / /
= T (O|F|F) (F|T|I) (I|Z]0) e~mrt=t)gmmat’ o (2.83)

where the ellipsis denotes matrix elements with excited states. It is then easy to see that the
following three ratios of the above three-point function and the two-point functions of Z and F
are given by the matrix element (F'|7|I) up to the excited states contamination which decays
exponentially in time [100]:

Cs(t, ¢!

Rl(t,t,) = 2\/m1mp 3( ) = <F‘T‘I> + ... y (2.84)

\CE (2t — 2¢)CF (21')
!/ / , !

Ro(t, ') = 2/mrmr 3 t)  mpen)ympen(t—t) 152 _ (FITID) +..., (2.85)

VOF (t—1)CE (1)
' C3(t,t) s () —mp e (0) (= 1)
Ry(t,t') = 2y/mmp—2io ) pmrea(®=mrer)E=5) — (P|T|1) + ... | (2.86)

VT (1)CF (1)

Other ratios are also possible. The size of the excited states contamination is determined by
the size of the matrix elements involving excited states, their energy and the time separations
t, t', and t — t'. It is convenient to define the ground state of the correlator as C&% and
the excited states as C'°*. Then, one can write for an arbitrary n-point correlation function
(suppressing all time dependence for the moment)

€.S.
Gy
C"%.S.

From this equation it is apparent that dC,, is the relative deviation of the full correlator from
the ground state. Without excited states, the correlator would be exactly equal to the ground
state contribution, but the excited states lead to a non-zero 6C,, and thus to an over- or
underestimation of the ground state, depending on whether §C,, is positive or negative. For
the effective mass, it is more convenient (at least for the following discussion) to define

Cpy = CBS 4 005 — (B (1 + ) — CES(140C,). (2.87)

Ampeg(t) = mpe(t) — mp, (2.88)

which is the absolute deviation of the effective mass from the true mass. Rewriting the
correlators in the ratios defined in Eqgs. (2.84)-(2.86) with these definitions, one obtains

Ru(t,t) = (FITI) |1 + 50508, 1) (6¢ (2t - 2t') + 6CF (2t’))]

1
2
= (F|T|I) (1 + 6Ry(t, 1)) , (2.89)

Ro(t, ') = (FIT|D) |1+ 6Cs(t, ) — %(50{ (t— )+ 5CE (1))

+Amper(t) + Ampen(t — )55 | = (PIT|I) (1+ 6Ra(t, ), (2.90)

Rs(t,#) = (FITII) |14 00s(t,#) — 5 (503 () + 6CF(1)
- (Ampe(t) — Ampag(t) (f — D] = (FITII) (14+ 6Rs(6. ). (2.91)

Here, it was assumed that the dCys and the products Am, gt, are small so that a Taylor
expansion to first order is justified. Two possible procedures to reduce the impact of the
excited states will be discussed in the following sections.
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2.2. QCD on a Lattice

2.2.2. Smeared Interpolating Fields

The spectral decomposition of the three-point function in Eq. (2.83) shows that the overlap
of the interpolating fields Z and F with the ground state and excited states determines the
size of the excited states contamination. Finding fields which minimise the overlap with the
excited states and/or maximises the overlap with the ground state is thus desirable. A first
guess for a suitable interpolating field for a meson state is of the form

Or = g4y, , (2.92)

where g, and gy, are the valence quarks of the meson and I' is an appropriate gamma matrix.
One would for example set I' = 5 for a pseudoscalar and I" = v, for a vector meson. Lattice
simulations show that a reduced excited states contamination can be obtained by smearing
these quark bilinears. This means that the local operators are spread out over neighbouring
lattice sites in a gauge-covariant way. Examples include Gaussian and scalar/exponential
smearing [101] and Jacobi smearing [102] which is an approximation of the latter. These
smearing operations are guided by physical intuition since QCD bound states have a finite
spatial extent. It is not clear if these interpolating fields are renormalisable, but this doesn’t
matter in lattice simulations since their effects drop out in the ratios from which matrix elements
are extracted. On the other hand, renormalisability will play a role for the interpolating
fields in the effective theory discussed in Sec. 3. Other approaches make use of additional
fermion fields [103] or apply the gradient flow [104]. Renormalisability has been proven for
these approaches since they are based on local formulations. Whichever smearing procedure
is used, it will introduce a finite smearing radius rsy, over which the quark fields are spread
out. Applying different ‘levels’ of smearing with different smearing radii to the operators and
computing a matrix of correlation functions can be even more helpful: it is then possible to
solve a Generalised Eigenvalue Problem which finds a linear combination of the operators with
the best overlap with the ground state.

2.2.3. Summation Method

In general, the excited states contaminations defined in Egs. (2.89)-(2.91) are all of the form

ORi(t,t) = Y (Aije ") 4+ Byjem ™" 4 Cye 1) (2.93)
J

The coefficient functions are ratios of matrix elements of excited states and the ground state,
and A; is the corresponding energy difference of the states. If A; and also the individual time
separations ¢’ and t — t’ are too small, the excited states contamination of the ratio R is large.
For the work at hand, mostly matrix elements with pseudoscalar B and vector B* mesons in
the initial and/or final state are relevant. The first excited state of a B meson state is a B
state where B is generically used for either B or B*. To be more specific, for a state |B), the
excited states are of the form |B*r), whereas for |B*) both |Bw) and |B*7) contributions to
the correlation functions are possible. Due to the small mass of the pion and the even smaller
mass difference of vector and pseudoscalar B mesons, the energy difference A; can indeed be
small and one thus has to expect large excited states contributions.

The summation method [100, 105-107] can help to reduce the excited states contamination
of correlation functions. It is based on the idea that by eliminating the intermediate time scale
t’ from the correlation function, the excited states can only fall off with exp(—A;t) where ¢ is
the largest time scale of the three-point function. This is implemented by summing over all
insertion times of the operator 7 in any of the ratios (2.84)-(2.86). This leads to the general
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result (it is assumed for simplicity that time is not discretised since this is the setup used in
later chapters) [107]

t t
/dt’ R;(t,t") = const. + (F|T|I) <t+/dt’ 5Ri(t,t’)) : (2.94)
0 0

Taking then a derivative w.r.t. ¢, one still recovers the same matrix element as before, but the
excited states are then of the form

t
5Rz(t) = (;it/dt/ 5Ri(t, t/) = Z [Ai,j + Bijj + CLj(l — Ajt)} G_Ajt . (2.95)
0 J

The potentially large exponentials exp(—A;t") and exp(—A;(t —t')) have thus been eliminated
and one can hope for a reduced excited states contamination.

2.3. Heavy Quark Effective Theory

It was pointed out in the previous section that lattice simulations including a bottom quark
at the physical point are not feasible at the moment. The requirement that the masses of the
pions as well as of the B mesons should be far away from the IR and UV cutoff necessitates the
use of too large lattices. A way to circumvent this problem is to not simulate a relativistic b
quark but instead use an effective theory on the lattice. The idea of taking the limit mg — oo
for a heavy quark has been introduced and first used in a series of papers [31-39]. In short,
Heavy Quark Effective Theory is an effective theory in which the on-shell momentum mgv* is
subtracted from the heavy quark momentum and the Lagrangian is given by a power series in
1/mgq. A formal way to construct it is by using a functional integral approach [108, 109] or by
applying Foldy-Wouthuysen transformations on the QCD Lagrangian [110]. The latter were
first used to decouple positive and negative energy solutions in the Dirac equation [111] and
also lead to a decoupling of quarks and anti-quarks in HQET. The relevance of this theory to
the work at hand is its use in computing matrix elements of heavy-light currents and bound
states in lattice simulations. In Sec. 4.1, these are matched to operators in an effective mesonic
theory and used for computing the excited states contamination of lattice correlators. For
this reason, continuum HQET will be considered in this section if not stated otherwise. This
section is based on the discussions in [112, 113].
The HQET Lagrangian is of the form

1
LHQET = £O0) 4 5™ ), (2.96)
n mQ
with a renormalisable Lagrangian £(©, which contains the QCD Lagrangian of the light
flavours and gluons, and the so-called static Lagrangian for the heavy quark which will be
defined below. The other terms £ are of the form

L =% Mo, (2.97)
k

with Wilson coefficients C,in) and a complete set of local operators O,(Cn) of dimension 4 +n

which respect the symmetries of the theory. A similar expansion can be written down for a
generic local operator O:

> 1 n n
O=0"" 13" —0, o™ =3"pMoM. (2.98)
n=1""Q k
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The expansion of correlation functions then proceeds as follows: when expanding the exponen-
tial in the path integral, one retains only the mq independent parts in the exponent, i.e. the
action involving the light flavours and the static Lagrangian. The normalisation factor Z is
thus given by

Z= /D [®] ¢S5 (1 - niQS(l) ¥ .. ) = 2, (1 - ij (W) +.. ) , (2.99)
(A), = Zi / D@ e SV A. (2.100)
0

The definition of correlation functions as given in Eq. (2.22) can then be systematically
expanded, e.g. the expansion of a two-point function reads

<O{IQETO§IQET> _ <O§tat03‘cat>0 _ Tle [<O§1)O;‘cat>0 <O§tatoél)>0

_ <O§tatO§tatS(1)>0 + <O§tat03tat>0 <S(1)>0} ) (méQ) ) (2'101)

The theory can then be renormalised at a fixed order in 1/mg by adjusting (this line of
argument follows [113]) i) the Wilson coefficients of the Lagrangian (which includes also the
parameters of the LO Lagrangian), and ii) the coefficients of the operators in the expansion of
O. When renormalising one of the operators (this applies to O,(Cn) and O,(Cn)), one may have to
include operators of lower dimension due to operator mixing. But these terms are already
present in the correlation functions and do not lead to new terms, i.e. they only redefine the
coeflicients C,E,n) and D,gn). Special care needs to be taken for the correlators which involve
the higher order actions: when the distance |z — y| of the operators of the corresponding
Lagrangian £ (z) and of one of the operators O;(y) goes to zero (which it will since the
Lagrangian is integrated over all spacetime points), an Operator Product Expansion (OPE)
needs to be carried out. The result is a sum of operators with the same quantum numbers as
the operator O;. But all of these operators are already present in the expansion of O; anyway
and the OPE only leads to a redefinition of the coefficients D,(Cn). So finally, in order to get a
finite result, one has to adjust the multiplicative renormalisation constants Z; of all operators
(of the action and the operator expansion), but these can simply be absorbed in the coefficient
functions. This shows that adjusting the coefficients C’,gn) and D,(c") is enough to renormalise
HQET.

The static HQET Lagrangian, i.e. without 1/mg corrections, in the rest frame of the heavy
quark and in Euclidean space reads [34] (the mass term is not included in the reference)

£ = QN (Dy +mg)Q . (2.102)

The open index should be thought of as being contracted with the four-velocity v = (6, i) of
the heavy quark: D4y = —iv,D,. The appearance of such a term also signals the breaking
of Lorentz symmetry, HQET is a nonrelativistic theory. The operator () destroys a heavy
quark but does not create its anti-particle. One can think of ) as a two-component spinor
embedded in a four-component spinor which is implemented by the constraint

PQ=Q, Po= (1), (2.103)

The field Q, the operator destroying a heavy anti-quark, on the other hand satisfies the
constraint with Py replaced by P_. The free propagator derived from this Lagrangian is [112]

Gz —y) = 0(zg — ya)e ™= 53 (7 — )P, . (2.104)
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All correlation functions of the heavy quark will have this trivial exponential dependence on the
heavy quark mass. It is thus convenient to remove the mass term from the Lagrangian (2.102)
and add it by hand later if required. This will be assumed in the following. Note that for
renormalisation a counter term of the form dm QTQ is still needed [112].

Some comments are in order: choosing the rest frame of the heavy quark is necessary since the
energy spectrum is not bounded from below in other frames which leads to inconsistencies [114,
115]. Second, the static Lagrangian is invariant under various symmetry groups (but breaks
Lorentz symmetry). For one thing, since there are no gamma matrices inserted between
@ and QT, the static theory is invariant under a Heavy Quark Spin Symmetry (HQSS)
transformation [33]

Q— SQ, QN - QTs™!. (2.105)

Furthermore, besides considering only one heavy quark but several different flavours Qp, the
theory would be invariant under global flavour transformations of the form

Qr = AppQpr Qh = Qb A (2.106)

Here, A is a U(np) matrix with np being the number of heavy flavours. Finally, promoting this
symmetry to a local U(np) transformation which is a function of only the spatial coordinates &
is also a symmetry. This symmetry follows from the fact that no derivatives D}, are present in
the static Lagrangian (2.102). This will become important in Sec. 4.1, when HQET operators
are matched to operators in a mesonic theory. For a single heavy quark, one has a local U(1)
symmetry which is known as local flavour number (LFN) [112],

Q—DQ. (2.107)

For the work at hand, heavy-light currents and densities are of great importance.” These
are quark bilinears formed of one light quark ¢ (u, d, s) and one heavy quark @ (here: b),

Vip =amQ, A = q577Q (2.108)
Sy =q,1Q, Py =;75Q. (2.109)

The index f is a flavour index for the light quarks and will be dropped for convenience where
it is not important. The form of the Lagrangian (2.102) shows that (Euclidean) Lorentz
symmetry is broken, but it is still convenient to use the notation A4, and V},. As a consequence,
the temporal (1 = 4) and spatial (1 = 1,2,3) components of the currents are a priori not
related by a symmetry transformation. On the other hand, chiral symmetry, heavy quark spin
symmetry, and the constraint on the heavy quark spinor lead to nontrivial relations between
the currents and densities. Using the constraint in Eq. (2.103) and the fact that 7, and s
anticommute, one can show that

Vi=5, Ay =—P. (2.110)

Secondly, one can consider the transformation of the operators under a specific heavy quark spin
symmetry transformation. For a rotation about the z-axis by an angle 7, the transformation
matrix reads (o, =1/2[y4, %)

o3 0

SO =m) =€ 2" =gy, =i ( 0 o°

> , ST =Sty =-S=ypmn. (2111)

"The following discussion has already been presented in [116].
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2.3. Heavy Quark Effective Theory

Applying this transformation to the operators in Egs. (2.108) and (2.109), one finds (a prime
denotes the transformed operators)

Pl = —qpQ = —V3, Vi=q1Q =P, (2.112)
S' = q137:Q = A3, L=—glQ=-S. (2.113)

The other two components of the vector current are transformed into each other and the same
is true for the axial vector current. One can thus infer that the pseudoscalar density and the
vector current transform into each other under Heavy Quark Spin (HQS) transformations
and the same is true for the scalar density and the axial vector current. This has some
immediate consequences for correlation functions. As an example, the two-point function of
the pseudoscalar density can be rewritten as

(0| P(2)P1(0)[0) = (0|u=4(8) [U(S) P(2)U~1(8)] [U(S)PTO)U(S)] U(8)|0)
= <0]%@)V§(0)’0> . (2.114)

Here, U(S) is the operator inducing the special spin transformation of Eq. (2.111) and it was
used that the vacuum is invariant under it. This result implies that the two-point functions of
the pseudoscalar density and the vector current are identical, a direct consequence of HQSS. It
also implies that the particles which are interpolated by these operators are mass-degenerate.
All of this is only true if HQS transformations are a symmetry of the theory, but this is only
true in the static limit of HQET. This symmetry is broken at order 1/mg by the spin operator

1
AL =—Q'0},B;Q, (2.115)
2mg

with o}, = %ajkaij and the magnetic field By. The gamma matrices between the heavy quark
operators do not commute with the spin transformation matrices and thus HQSS is broken.

Another relevant symmetry for the currents and densities is chiral symmetry. The spinors
of light quark flavours can be written as the sum of a left- and right-handed light quark by
applying the projection operators of Eq. (2.23):

Ay = (Gr — L)@ V= (ar +q) Q- (2.116)

This is just a manifestation of the definition of the axial vector and vector current: the axial
vector current is the difference of a left- and a right-handed current whereas the vector current
is the sum of the two. For the case of isospin symmetry, i.e. for a global SU(2)1,xSU(2)gr
symmetry, one can even find chiral transformations which take V,, into A, and vice versa.
This can be achieved by making use of the fact that a rotation around a fixed axis in isospin
space by an angle 27 is represented by —1 in the defining representation of SU(2). The idea
is then to use the combination of a vector and an axial transformation about the same axis by
an angle 7. In formulae, this corresponds to

L =™ —ioi = Ry, Lo=Ly =R, (2.117)
= L1Ly = —1 R RiRy=1. (2118)

The left-handed quarks are rotated two times by an angle 7, so in total 27 and change sign
under this rotation, whereas the right-handed quarks are rotated back to the initial state.
This transformation can also be written as

4= =%, (2.119)
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2. Quantum Chromodynamics in the Continuum and on a Lattice

HQS Symmetry

Vi = » P=—-A; Constraint

Chiral Symmetry Chiral Symmetry
HQS Symmetry

Ay - » S=V, Constraint

Figure 2.1.: The symmetries relating the heavy-light currents and densities. The constraint
refers to Eq. (2.103). Due to the high degree of symmetry, every component of the
currents and both densities are related to each other by a symmetry transformation.
Recreation of Fig. 1 in [116].

and leads to

Vi = =@ = ¢yu1sQ = Aw, Ay = =q17715Q = 4@ = Vi, (2.120)
S = —qQ =—-P, P——qQ=-S. (2.121)

Combining the various symmetries laid out in this section, one can see that all heavy-light
currents and densities can be transformed into each other in HQET. This is shown pictorially
in Fig. 2.1.

One last important transformation, which will proof useful in Sec. 4.1 where the analogous
interpolating fields are derived in an effective theory, is parity. This symmetry transformation
acts by multiplication with the time-like gamma matrix on the quark fields and sending
I — —Z. The spatial components of the vector current for example transform as

Vie = @@ = —qi@ = — Vi (2.122)

Besides the operator @ which destroys a heavy quark, there is also an operator ) which
destroys the respective heavy anti-quark. This operator satisfies the constraint equation

QP =Q, (2.123)

see Eq. (2.103) for the definition of P_. @ and Q are a priori independent particles in HQET,
but it is convenient to adjust some of the transformations accordingly. Under a heavy quark
spin transformation, one has

Q— Q8™ Qf = SQT, (2.124)

with the same transformation matrix S which is used for Q. For the U(1) LFN transformation
on the other hand, it is convenient to use a phase transformation which is different from the
one used for Q:

Q — e V'@, (2.125)

2.3.1. Matching HQET Currents to QCD

An important step when using effective theories such as HQET is the matching to either
another effective theory® or a fundamental theory, here QCD. Matching describes the process

81t is easier to describe particle physics processes at low energies using an effective theory in which the heavy
particles were integrated out. This is done consecutively, starting with the top quark. This then means that
when integrating out any other particle afterwards, an effective theory with N — 1 particles is matched to
another effective theory with IV particles.
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2.3. Heavy Quark Effective Theory

of adjusting the parameters of the effective theory so that observables computed in the effective
and fundamental theory agree up to higher order corrections. In the case of HQET and QCD,
these corrections are given by powers of 1/m. In the following it is assumed that the heavy
quark is a b quark. This section highlights some of the most important points of the discussion
given in [112].

As an example, consider the time component of the heavy-light axial vector current in HQET.
When computing correlation functions of this current on the lattice, it has to be renormalised
in order to have a finite continuum limit. But this doesn’t automatically guarantee that e.g.
the heavy meson decay constant which can be extracted from its two-point function agrees
with the QCD result. Instead, the renormalised currents in QCD and the static limit of HQET
have to be related by

AR = Cau(w) ARTT () + 0 (my ) (2.126)

where Cy, (1) is a matching constant and = signifies that the operators on the two sides of
the equation belong to different theories. The correctly renormalised current in QCD does
not depend on the renormalisation scale p, see the discussion below. If one computes (as an
example) the heavy meson decay constant in the static limit of HQET, one needs to adjust this
matching constant in such a way that the result reproduces the QCD result up to corrections
of order 1/my,.

Before discussing the matching constants in more detail, a few words should be said about
currents in lattice QCD: most lattice actions, such as Wilson’s QCD action, break chiral
symmetry and the chiral Ward identities which prevent a renormalisation of the isovector
axial vector and vector currents do not hold true. The only exceptions are fermions which
satisfy the Ginsparg-Wilson equation [84] which allows for a lattice chiral symmetry and Ward
identities. Furthermore, conserved lattice currents are not local operators (in the sense that
all particles are located on a single lattice site), but the more convenient use of local operators
necessitates the introduction of a renormalisation constant anyway. These renormalisation
constants should be chosen in such a way that they enforce the chiral Ward identities, so that
in the continuum limit chiral symmetry is restored. For the QCD currents, the renormalisation
constants are functions of the lattice spacing a, but not of the scale u, since chiral symmetry
is broken only by the discretisation. For this reason, the renormalised QCD current on the
Lh.s. of Eq. (2.126) does not depend on p. On the other hand, the heavy-light currents of
HQET are not protected by chiral Ward identities since the heavy quark does not transform
under chiral symmetry, and the renormalisation constants are thus functions of u. It is then
necessary to enforce these Ward identities by hand in order to properly renormalise the theory.
Fig. 2.1 shows well that one needs only two different renormalisation constants in HQET if
chiral symmetry is broken, e.g. Zp and Zy for the time components of the axial vector and
vector currents, respectively. In fact, only one of them and the u-independent ratio Za /Zy is
needed which has been computed e.g. in [117, 118] by enforcing chiral Ward identities. This is
enough to renormalise all currents and densities due to the remaining symmetries of HQET.

It was shown in the previous section that all currents and densities transform into each
other under the various symmetries of the static theory. This is not true in QCD, since HQS
transformations do not leave the QCD Lagrangian invariant and the constraints P = — Ay
and S = Vj also only hold true in the static limit of HQET. On the other hand, the chiral
symmetry of the light quarks can be used in both theories to relate the matching coefficients:

Cp="Cg, Cy, =Cy,, Ca, =0y, . (2.127)

It is furthermore possible to relate Cp to C4, using the PCAC relation. Neglecting the mass
of the light quark, which is small compared to the b quark mass, one has

Ou AR, = my()PRP (1) (2.128)

35



2. Quantum Chromodynamics in the Continuum and on a Lattice

One then considers appropriate matrix elements of the operators, e.g. the B to vacuum matrix
element. The QCD currents and densities can be replaced by their HQET counterparts using
the matching condition. The heavy B meson states in QCD and HQET in the static limit are
related by [119]

|B)oep = vVms [ B)uqer - (2.129)

In the rest frame of the heavy meson, the spatial derivatives are zero since the matrix element
is proportional to exp(ip,z,) = exp(—mpt). The derivative w.r.t. time leads to a simple
multiplication with —mp. One therefore has

~mpCa, (1) (0| ARTT ()| B) = iy ()Cp (0| PV ()| B) . (2.130)
With the constraint A4 = — P, which also holds true for the renormalised quark bilinears if
appropriate renormalisation conditions are used, one arrives at
mpg
Cp(p) = ——Cyu, (1) . 2.131
(1) = s Ca(w) (2.131)

One thus only needs two matching functions, e.g. C4, and Cy,.

A drawback of the matching condition in Eq. (2.126) is that the HQET current and the
matching constant both depend on the renormalisation scale u, whereas the QCD current does
not. One way to overcome this problem is the use of RGI currents as defined in Eq. (2.18),
which additionally do not depend on the chosen renormalisation scheme. To do so, one
needs the anomalous dimension of the currents. Due to the various symmetries of HQET in
the static limit, all components of the currents and densities can be transformed into each
other (assuming that the theory was renormalised in such a way that all symmetries are
preserved). As a consequence, in the continuum only a single renormalisation constant needs
to be determined and is then valid for all currents and densities:

JF = ZJ(,U)JFI{‘(M)v JF = QFQv I'e {]177577/1477;14’75} . (2132)

It follows that all heavy-light bilinears have the same anomalous dimension v(g,) (see Eq. (2.16)
for its definition) with the leading order, scheme-independent coefficient [120, 121]

o _ 1

= ——F. 2.133
J 472 ( )

The renormalised currents can then be converted to RGI currents using Egs. (2.18) and (2.20).
These are the currents which will be derived in Heavy Meson ChPT in Sec. 4.1. Switching to
the RGI current also leads to a change in the matching coefficient, in this example:

Ca, (1)

o) Cps(My/A) . (2.134)

Ca, (M) -
The ratio is independent of 4 and therefore can only depend on the ratio of RGI invariants,
here the RGI b quark mass and the QCD lambda parameter [112]. The matching constant Cpg
as well as the function ¢ ; which is used to convert to RGI currents need to be evaluated in
perturbation theory, i.e. at high enough scales p so that the truncation errors are small. This
means that also a matrix element of the current which one is interested in must be computed
at large . This can be done using a so-called step-scaling technique in lattice simulations,
see [122-124]. From the definition of the following two matrix elements in QCD and HQET

<O’AR,4’B>QCD =—fpmg, (2.135)
<0‘AR,4‘B>HQET = _fa (2.136)
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2.4. Flavour Changing Interactions

one can find the relation (remember Eq. (2.129))

f
VmB
The second independent matching coefficient is denoted by

CVk (:“)
©J(9s(1))

The strategy for matching QCD and HQET in this section involved the combination of

lattice simulations and perturbative computations of matching functions. But it is also possible
to match the two theories in a completely non-perturbative approach on the lattice, see [125].

fB = Cps +0(m) - (2.137)

= Cy(My/A). (2.138)

2.4. Flavour Changing Interactions

The QCD Lagrangian (2.1) is diagonal in the quark flavours: the mass matrix is diagonal
and the covariant derivative does not contain any interactions which couple different flavours.
In the full Standard Model, this is no longer true: the weak interactions allow for so-called
flavour changing charged current interactions which induce the transition from an up-type
quark to a down-type quark and vice versa,

AL = \%UimjprW,ij +he., (2.139)
with U; and D; representing up- and down-type quarks and g is the coupling constant of the
SU(2)1, gauge symmetry of the Standard Model. The matrix V;; is known as the Cabibbo-
Kobayashi-Maskawa matrix [7, 8] and describes the probability of a given up- (down-) type
quark in generation i (j) to transform into a down- (up-) type quark in generation j (7). The
diagonal elements of the CKM matrix are large compared to the off-diagonal elements [6]
which shows that decays to quarks of the same generation are more likely. Note the appearance
of the projector on left-handed particles in Eq. (2.139) which is a consequence of the chiral
structure of the weak interactions.

The CKM matrix is a complex 3 x 3 matrix because there are three generations of quarks
in the SM. It is furthermore unitary since it is defined as the product of two unitary matrices
which transform the up- and down-type quark eigenstates of the weak interactions to the mass
eigenstates, see any introductory book on particle physics such as [126] for more details. After
absorbing some unobservable phases in the quark fields, one is left with four free parameters:
three mixing angles and one complex phase. The latter is responsible for CP violation in the
Standard Model. The values of these four parameters cannot be deduced from the Standard
Model and have to be determined in experiments. At first, this seems to be a nuisance, but at
the same time it can also be used as a test of the Standard Model itself and as a probe for new
physics: a given CKM matrix element can enter several processes which can be measured in
experiments. The value for this matrix element should be the same no matter which process
is chosen to extract it from. Assuming that statistical fluctuations as well as systematic errors
can be ruled out, a significant tension between two different extracted values can be interpreted
as a sign for new physics: hypothetical new particles would contribute stronger to one of the
processes used to determine the CKM matrix element than to the other, leading to results
which are not compatible.

Another constraint is the unitarity of the CKM matrix. This property leads to constraints
between several CKM matrix elements, e.g.

VadViy + VeaViy + ViV, = 0, (2.140)
Vad> + [Vus|* + Vi = 1. (2.141)
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2. Quantum Chromodynamics in the Continuum and on a Lattice

Figure 2.2.: Leading order Feynman diagram for the leptonic decay of a B meson.

The first equation can be interpreted as the sum of three complex numbers which sum to zero.
In the complex plane, this looks like a triangle and the relations are thus known as unitarity
triangles. A significant deviation from zero would again signal contributions of new particles.
The same is true if the second equation does not sum to unity. In fact, as presented in [127],
the result shows tensions between 2.8 ¢ and 5.6 ¢ from unity, depending on the method used
to extract the CKM matrix elements.

In summary, the CKM matrix can be a window to physics Beyond the Standard Model, but
one has to make sure first that all sources of systematic errors are controlled before significant
inconsistencies between experimental results and theory predictions can be interpreted as signs
for new particles. CKM matrix elements enter in weak decay processes of hadrons which are
best computed nonperturbatively in lattice simulations. For reliable results, it is indispensable
to estimate the excited states contamination of the lattice correlation functions. The following
sections describe how the absolute values of the matrix elements V,; and V4 can be extracted
from the combination of lattice correlation functions, perturbation theory and experimental
input. In Chs. 4 and 5 the computation of the excited states contamination of the relevant
correlation functions is presented.

2.4.1. Leptonic B Meson Decays

The matrix element V,; can enter the results of leptonic and semileptonic decays of B mesons.
In the leptonic decay channel, a charged B meson decays via the weak interactions into a
lepton anti-neutrino pair. At leading order in the Standard Model, the decay rate is given
by [6]

GIQ? ‘Vub|2

m2
(B~ = 77 0,) = £ 2 fZmpm? (1 -7, (2.142)
i 8T T m%

with Fermi’s constant Gy = 1.166 GeV 2 [6]. The corresponding Feynman diagram can be
found in Fig. 2.2. In order to extract V;, a precise value for the B meson decay constant fp
is needed. It is defined by the QCD matrix element (in Minkowski space)

(0[A*|B(p)) =ifsp", (2.143)

and its computation in HQET has already been presented in Sec. 2.3.1. On the other hand,
also experimental input for the decay rate is needed. So far, measurements have been carried
out by Belle [128, 129] and BaBar [130, 131] and evidence for the decay considered here was
found. But so far, the results have not reached a significance of 5 ¢ at which a discovery can
be claimed. A determination of |V,;| from this process is therefore not reliable at the moment.

2.4.2. Semileptonic B Meson Decays

In the following, the decay B — mwfvy is considered with ¢ being a lepton. On the quark level,
the valence b quark of the B meson decays via the weak interactions into a u quark which
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Q)

b
d
Figure 2.3.: Leading order Feynman diagram for the semileptonic decay of a B meson.

turns the B meson into a pion. In this process, a W boson is emitted which decays into the
final state lepton and anti-neutrino. A graphical depiction of this process is given in Fig. 2.3.
In the conventions of [127], the differential decay rate for this process is

dI'(B — wlvy) G Vao|” (¢% — m2)? |5, mj 2 52 2\ |2
7 =3 A 1+ 53 | mp s ]f+(q ))

+?;3T;2% (m2B - m72r)2 ’fo(‘f)ﬂ - (2149)

The momentum transferred to the final state lepton-neutrino pair is defined as
¢" = (pp — p=)t". (2.145)

If the final state lepton is either an electron or muon, the small lepton mass can be neglected
and then only one of the two form factors, f, contributes to the decay rate. They are defined
via the hadronic matrix element (in Minkowski space) [6]

2 2
2

2
m
(m(p=)|V¥|B(pB)) = (pfé +ph — Q”BT

2

) f+(d®) + Q“%fo(ﬂf)a (2.146)
with the vector current V# = uy*b. This matrix element arises in the following way: as
mentioned above, the initial state B meson decays into a pion by emitting a W boson. This
virtual boson couples to the hadronic left-handed current L* = V# — A¥. Since the matrix
element of the axial vector current between the hadronic initial and final state is zero, only
the vector current contributes. Another useful decomposition of the matrix element is given
by [132]

(m(p=)IV¥|B(pB)) = Vmp Pk — (v px)v") hi(v-pr) + 0" Ry (v pr), (2.147)
with the velocity of the heavy B meson
"
o =P8 (2.148)
mpg

The factor \/mp is chosen so that it is absorbed in the definition of the heavy meson state
when switching to HQET, cf. Eq. (2.129). Choosing the rest frame of the heavy meson with
7 =0 in HQET, this simplifies to (only the static theory is considered in the following)

(7 0)|[VHB) o = PR RIO (ER) . (7o) [VO[B) o = B[O (ER) . (2149)

with the HQET current V#* = uy#@. If one computes the matrix elements of the RGI vector
current, one can use the constants Cpg and Cy of Sec. 2.3.1 to match the HQET to the QCD
form factors

hi(Ex) = Cy Wi (Er) +O(my ), hy(BEx) = Cps b/ ¥ (Er) + O(my ), (2.150)
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Figure 2.4.: Box diagrams contributing to B°-B oscillations in the Standard Model. The
dominant contributions stem from the diagrams with two top quarks.

Finally, the relations of these form factors to fi and fy are given by

£ = 2 (1= 22 () + —ty(50)] (2.151)
mp mp
m¥? E, E2 —m?
fO(qQ) = 7m23 _Bmgr [(1 — TTLB) hH(Ew) -+ 77713 hJ_(Eﬂ—)‘| . (2.152)

From these equations, it is clear that f, is dominated by h,; for small pion energies, whereas
Jo is dominated by h. It is this energy range in which lattice simulations of the form factors
can be performed. The Flavour Lattice Averaging Group (FLAG) has carried out a global
fit combining three different ny = 2 + 1 lattice results [133-135] for the form factors and
experimental results of the BaBar and Belle experiments [136-139] for the differential decay
width. The result is given by [127]

V| = (3.74 £ 0.17) - 1073.. (2.153)

In contrast to this determination of |V,;| using an exclusive decay (i.e. with a fixed final state
hadron), one can also try to extract the value of the CKM matrix element from the inclusive
differential decay rate B — X, fv, where X, is any final state hadron with an up quark. The
result given by the Particle Data Group is [6]

+0.13

Vis = (413 £0.1205 1)
theo

4 0.18 Amodet) - 1073 (2.154)

This is in a slight 1.3 0 tension with the result cited above. It is an open question if this
discrepancy is due to underestimated systematic errors or if unknown new particles contribute
differently to the exclusive and inclusive decay widths. One of the systematic errors which
should be considered is the excited states contamination of lattice correlators introduced in
Sec. 2.2.1. An analysis of those will be carried out in Sec. 5.2. A more recent computation [140],
which will play a role later on in this work, finds

V| = (3.93+£0.41) - 1073, (2.155)

which is in agreement with the result from inclusive decays.

2.4.3. B°-B° Oscillations

Another class of processes in which CKM matrix elements show up naturally are neutral meson
oscillations. This means that a meson of quark content ¢;g, transforms into its anti-particle
q2q; and vice versa via the weak interactions. In the following, the mixing of BY mesons
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with valence quark content db and B° mesons with quark content bd will be considered. In
the Standard Model, the set of box diagrams shown in Fig. 2.4 mediates this process. It is
convenient to consider this process in an effective theory with a 2 x 2 Hamiltonian [141]. Since
B mesons can also decay, this Hamiltonian is not unitary and is written in the generic form

B M—iT My —iTy)\ (B°
_ | = 2 2 _
H <30> (Mfz i, a-d Aol - (2.156)

The presence of Mis and I'o signifies the mixing of the two states. The mass and decay
width eigenvalues can be found by diagonalising the Hamiltonian and leads to the in general
non-degenerate result

My, = M + Re {\/<M12 — iT1) (Mg, - ;rb)} , (2.157)

Iy =T F2Jm {\/(M12 — iT1) (M - ;r;z)} . (2.158)

The mass difference AM is then evidently two times the real part of the square root. As it
turns out, one has the following approximations in the B system [141]

AT < AM , AM ~ 2| M| . (2.159)

The mass difference can be measured in experiments: neglecting CP violating effects, the
probability for an initially pure BY state for staying in this state (index +) or for oscillating
into a BY state (index —) as a function of time ¢ is given by [6]

—I't

lg=(t)* = 67 {cosh (A;t) + cos (AMt)} : (2.160)

The oscillation due to the cosine can be measured in experiments and today’s best value is [6]
AM = (0.5065 + 0.0019) ps ™. (2.161)

On the theory side, it is useful to apply an effective theory. For energies below the top quark
and W boson mass, the box diagrams can be replaced by an effective four fermion coupling.
The effective Hamiltonian, which can be identified with the off-diagonal entries of the matrix
in Eq. (2.156), is of the form [142, 143]

HIAB=2l = %cm mg, mw) O + h.c (2.162)
- 1671'2 C» iy w Ly .
O = [0y (1 = 75)d][byu (1 — v5)d] , (2.163)

where C' is a Wilson coefficient which is a function of the masses of the particles which can
propagate in the box diagrams (the up quark is taken massless), and also depends on CKM
matrix elements. It turns out that only the contribution from the top quark is relevant, and
to a very good approximation one finds for the mass difference

AM =

G%m%vmgngf%éd g m?
62 0 2

) ViaVis|” - (2.164)
W
my = 80.377(12) GeV [6] is the mass of the W boson. The function Sp(z) is one of the

Inami-Lim functions [144] (in the conventions of [145])

3

(z —1)°

1 9 1 3 1
So(x) =2 |~ + = }

3
2 ° logz . 2.1
PR e} spupn ] I Br (2.165)
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These functions account for purely electroweak loop corrections. On the other hand, np
represents QCD corrections which were computed in [142]. Finally, By is the RGI bag
parameter defined in terms of the matrix element

R0 0\ _ 8. o
and the RGI parameter can be obtained by multiplying by a function ¢p, which is of the same
form as the one defined in Eq. (2.20) for RGI currents. This parameter has been computed in
four-flavour QCD with result [146]

By =1.222+0.061. (2.167)

In the same reference, this value was used to determine |V;4| by using |Vip| = 0.999 from a
previous fit result:
|Via| = 0.00867 £ 0.00023 . (2.168)

The matrix element in Eq. (2.166) can be computed in HQET by matching the operator (2.163)
to operators involving heavy quarks. At leading order in the 1/m; expansion, one finds the
two operators

O = [QTy*(1 — 75)d][Qyu(1 — 75)d], (2.169)
Os = [Q1(1 — 75)d|[Q(1 — 5)d] . (2.170)
As a reminder, Q = —Q’y4 is the operator creating a heavy anti-quark. The matching is

performed at the scale y = my and reads schematically
O(myp) = CL(as(my)) OL(myp) + Cs(as(my)) Os(me) + ..., (2.171)

with the matching coefficient Cp, starting at order 1, whereas Cy starts at order a;. A NNLO
computation of them can be found in [147, 148].

In [149], it was first shown systematically using symmetry arguments that in the static limit
Oy, and Og are the only operators contributing to the B%-BY matrix elements as long as chiral
symmetry is respected. Furthermore, they mix under renormalisation. In Sec. 5.3, the B?-B°
oscillation matrix elements and their excited states contamination will be computed in HM
ChPT using RGI invariant operators, and it is therefore necessary to find operators which
renormalise independently. In the continuum and for lattice regularisations which preserve
chiral symmetry, the operators

OL =0, (2.172)
Om = 01, +40s, (2.173)

renormalise multiplicatively. Their anomalous dimension, which is required for constructing
the RGI operators, read at LO [149-151]

o___8
(0) 8
= — . 2.1
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The large coupling of QCD at low energies prevents the computation of soft processes in
perturbation theory. As an alternative, an effective field theory can be used which describes
the interactions of the low energy degrees of freedom. In QCD, these particles are the pions
and the effective field theory put forward by Weinberg, Gasser, and Leutwyler is known
as Chiral Perturbation Theory [14-16]. As the name suggests, it is based on the chiral
symmetry discussed in Sec. 2.1.1. This chapter will give an overview of the most important
concepts of ChPT and will also consider generalisations to theories involving heavy mesons. A
comprehensive book on ChPT is [49] which was used as a guidance for the following section.

3.1. Basics of Chiral Perturbation Theory

It has already been discussed in Sec. 2.1.1 that the global chiral symmetry SU(n¢)r,xSU(nf)r
of massless QCD with n; flavours is broken spontaneously by a non-zero quark condensate (gq).
Goldstone’s theorem then implies that nfc — 1 massless spin 0 particles appear in the spectrum
of the theory. In reality, the non-zero quark masses break chiral symmetry explicitly, and the
Goldstone bosons acquire a non-zero mass. Nonetheless, the pions (and to a certain degree the
kaons and the eta meson) are considerably lighter than other hadronic particles. This mass
gap justifies the assumption that low energetic QCD processes are dominated by pion physics.
Chiral Perturbation Theory is the low energy effective theory of QCD which describes the
interactions of these particles. Like many other effective theories, it has an infinite number of
interaction terms, which are arranged according to the number of derivatives and, as will be
shown later, powers of the particle masses. This entails an expansion of physical observables in
powers of the small dimensionless ratios p®/ Ai and m2/ Ai with the chiral symmetry breaking
scale Ay, which will be defined below. Weinberg conjectured [14] that in order to derive the
Lagrangian of an EFT one has to write down all possible terms built out of the low energy
degrees of freedom which respect the symmetries of the UV theory in order to obtain the most
general result for any physical observable from it. The symmetries do not include the SU(3)¢
gauge group, since pions are colour neutral bound states. The relevant symmetry is, as the
name of the theory suggests, the chiral symmetry group. Leutwyler later argued [152] that
the relation

1 ) 1
Zoo[l] O> l7— 0] ZehpT]S, P, Uy, ) (3.1)
between the generating functionals of QCD and ChPT in the presence of external fields holds
true at low energies. The external fields s, p, v,, and a, were introduced in Sec. 2.1.1 and are
the same in QCD and ChPT. This in turn automatically guarantees that the chiral Ward
identities are also satisfied in the effective theory due to the external field method described
at the end of Sec. 2.1.1.

As a first step in constructing the effective theory, one has to establish the transformation
of the particles under the chiral symmetry group, the full group and the subgroup which is
left unbroken after spontaneous symmetry breaking. A key aspect of ChPT is the non-linear
realisation of the chiral symmetry group SU(nf)1,xSU(ns)r (the U(1) symmetries will be of
no interest here). In the framework of Coleman, Callan, Wess, and Zumino (CCWZ) [153, 154],

Zaenls. p, v ] = (0] Sexlsptma)
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3. Chiral Perturbation Theory

the Goldstone bosons of a symmetry breaking scheme G — H are interpreted as coordinates
along the direction of the broken generators on the group manifold. A broken generator is
defined to be an element of the full group G (here the chiral group), but not the unbroken
subgroup H (SU(nf)v). These particles transform non-linearly under the full symmetry group
but linearly under the unbroken subgroup and are given by an exponential

Uz) = e ™), (z) = 7%(2)T? (3.2)

where in the case of chiral symmetry the T'%s are generators of SU(ns) and f is the chiral limit
of the pion decay constant. Eqgs. (A.2) and (A.36) in App. A show the pion matrix for the
cases ny = 2 and ny = 3. U is thus an element of the coset space SU(nf)1,xSU(n¢)r/SU(ny)v.
In this work, the particles 7® will be generically called pions (a = 1,2, 3), but could in principle
also include the kaons (a = 4,5,6,7) and the eta meson (a = 8 if the mixing with 70 is
neglected). Under the full chiral symmetry group, U transforms as

U(x) — LU (z)R', (3.3)

where L and R are SU(ny)1, and SU(ny)r matrices, respectively. The unbroken subgroup
consists of the elements L = R = V and the transformation law of the pions under vector
transformations is therefore given by

T — Vavt, (3.4)

Chiral symmetry is a global symmetry, so the matrices L and R are not functions of z. It is
however convenient to construct a Lagrangian which is invariant under local chiral symmetry
transformations since, as was shown in Sec. 2.1.1, the external fields, which then have to be
introduced, can act as sources for the conserved global currents and can be used for reproducing
the chiral Ward identities of QCD. The transformation of the external particles were given in
Egs. (2.46)—(2.49) and these transformations determine how the fields can be coupled to U.
The external vector fields {,, and r,, are needed for a covariant transformation of derivatives of
the pions. Using their explicit transformation behaviour, one can check that the following
expressions are indeed covariant derivatives:

D,U(x) = 9,U(x) —il,U(z) +iU(z)r, — L(z)D,U(x)R(z),
D, U (z) = 9,U"(x) — ir, UT(z) + iU (2)l, — R(z)D, U (2) LT ().

Since ChPT is an expansion in p?/ Ai and D, turns into the particle’s momentum after
transforming to Fourier space, the number of derivatives can be used to order the terms in
the Lagrangian according to their chiral dimension, i.e. powers of p/A,. Using the covariant
derivative as well as the external scalar and pseudoscalar field, one can write down the most
general Lagrangian at order O(p?) in the chiral expansion (for higher orders, one also needs
the field strength tensor of the external vector fields) which is invariant under local symmetry
transformations [15, 16]:

f

2 B 2
LY = v [D,UD,UT] - /

=T U(s+ip) + (s —ip)UT] . (3.7)
The relative sign in the second term is chosen so that the term is invariant under parity. Its
inclusion in the order p? Lagrangian will be explained below. Expanding the first term in

powers of 7% and evaluating the trace over the flavour indices, one arrives at

1
Lyin = 53#71'(1 /ﬂra + ..., (38)
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3.1. Basics of Chiral Perturbation Theory

which is the canonically normalised kinetic term of the pions and justifies the prefactor of the
term. Expanding U to higher powers in the pion fields will yield interaction vertices with an
arbitrary but even number of fields.

The significance of the second term in the Lagrangian is the following: in QCD, one can set
the external scalar field s equal to the quark mass matrix which introduces an explicit breaking
of chiral symmetry. Since the external fields are the same in the generating functionals of
QCD and ChPT, see Eq. (3.1), one can also set s = M, in ChPT to obtain massive quarks
and an explicit breaking of chiral symmetry. Indeed, expanding U to second order in the pion
fields, one obtains

Ly, = const. + 2Br7’Tr {MqTaTb} +..., (3.9)

where the ellipsis denote interaction vertices for the pions. This leads to the following
pseudo-Goldstone boson masses in the case of isospin symmetry, i.e. m, = mqg = my:

m2 = 2Bmy , (3.10)

mi = B(mi+ms), (3.11)
2

m; = gB(ml + 2m) . (3.12)

This also justifies the inclusion of this term in the order p? Lagrangian: the relativistic energy
momentum relation puts m, on an equal footing with p and they therefore should be treated
as terms of the same order in the chiral expansion. The above result for the pseudo-Goldstone
boson masses shows that their square is a linear function of the quark masses, and one can
therefore infer that s and thus also the quark mass matrix is of order p?.

The second term in the Lagrangian comes with a new low energy constant, B. Its physical
interpretation can be deduced by making use of the generating functional with only s non-zero:
taking the derivative of the QCD functional w.r.t. s° and setting s = 0 afterwards leads to

1 5ZQCD [8]

Zqepl0] 680 = —(0]gq0) - (3.13)

s=0

For a regularisation which preserves chiral symmetry, the condensate only needs a multiplicative
renormalisation constant. This calculation can be repeated in the effective theory and the

result reads
1 O ZChPT [S]

ZChPT [O] 650

where again only a multiplicative renormalisation constant is needed. It is therefore evident
that (0|gq|0) is proportional to B for massless quarks. For non-zero quark masses, one needs
to take into account an additive renormalisation and the result in the effective theory is
augmented by higher order mass corrections.

Combining the result for the kinetic and mass term of the pions shows that they satisfy
the Klein Gordon equation. The propagator of the free theory can therefore be obtained by
the usual methods of QFTs. For later convenience, the result is presented in a finite spatial
volume of size L? and an infinite time extent:

=n;Bf?, (3.14)
s=0

= br= o\ _ rab elPE=7) —E, s|t—t'
<7Ta($,t)77' (y,t)> = 5(1 ng ‘p‘ | . (315)
p ).
The energy is given by the relativistic expression
Erp= P2+ m?r . (3.16)
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3. Chiral Perturbation Theory

A significant feature of effective field theories is so-called power counting: the results are
given by a power series in a small, dimensionless parameter . Chiral Perturbation Theory is
no exception to this. Computing S matrix elements or correlation functions in ChPT, one finds
that the results are given by a power series in the external momenta p and the particle masses
m; divided by 47 f = A, ~ 1GeV. This series can of course only be computed to a given
order in the expansion parameter, and this order determines the accuracy of the resulting
predictions. Weinberg’s power counting scheme [155] can be used to figure out which Feynman
diagrams contribute to a given order in the chiral expansion:

D=2+ Ny(d—2)+2Ny,. (3.17)
d

Here, D is the chiral dimension of the diagram which will then be of order (p/A, )", Ny, is the
number of loops in the diagram, and N4 the number of interaction vertices stemming from the
Lagrangian of order p?. D can thus be used to estimate the importance of individual diagrams:
diagrams with lower D will be dominant whereas those with larger D will be suppressed.

This is also tightly connected with renormalisability: ChPT is a theory with an infinite
number of terms in the Lagrangian (one can write down terms with any even number of
derivatives and any number of quark mass insertions) and consequently infinitely many low
energy constants which have to be renormalised. For example the NLO ChPT Lagrangian by
Gasser and Leutwyler [16], which is of order O(p*), introduces ten new LECs L; (and two H;
which multiply only external fields) for ny = 3, and the number increases dramatically at higher
orders. On the other hand, if e.g. a matrix element is computed to only a fixed order in the
expansion parameter, only a finite number of interaction terms of the Lagrangian and thus a
finite number N of LECs will contribute to it. This finite number of LECs can be renormalised
by matching N conveniently chosen observables calculated in ChPT to experimental or lattice
results. If this can be carried out for all low energy constants of the Lagrangian up to a fixed
order in p?, one has renormalised the theory to that given order and can then compute any
other observable to that order in ChPT. The power counting formula in Eq. (3.17) can be
used to establish which diagrams have to be computed to do this.

So far, only the effective theory for the lightest bound states of QCD has been considered.
The interactions of these particles with the lightest nucleons can also be described in ChPT [17,
18]. The applications of this theory in lattice field theory are numerous. For one thing, lattice
simulations are oftentimes not performed with physical quark masses, but one instead inter-
and extrapolates the results of several simulations with different mgs to the physical point. The
inter- /extrapolation formulae are derived in ChPT. Furthermore, in the spirit of Symanzik’s
effective theory one can include a non-zero lattice spacing in the ChPT Lagrangian [156—
158] and examine how lattice results are affected by discretisation effects. A rather recent
development is the computation of the excited states contamination of lattice correlation
functions. This has been applied to several Nucleon observables in [19-26]. The aim of this
thesis is to transfer this idea to the excited states contamination of heavy meson correlation
functions. In order to do this, one first needs an effective theory which also includes mesons
with a heavy quark. This will be presented in the next section.

3.2. Heavy Meson Chiral Perturbation Theory

It was pointed out in the previous section that the mesons of chiral perturbation theory are
treated as the pseudo-Goldstone bosons of the spontaneous breaking of the approximate chiral
symmetry of QCD. This demands that the quark masses need to be, in some sense, small
which translated to dimensionless small parameters m;/A, where the m;s are the pion masses.
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3.2. Heavy Meson Chiral Perturbation Theory

If one wants to describe interactions between these pions and heavy mesons, like D or B
mesons, which contain a charm or bottom quark, respectively, ChPT has to be modified to
accommodate for the new heavy particles. The simple reason is that the charm and bottom
quark masses are in a certain sense to large to be treated as a small perturbation to a massless
theory with a global chiral symmetry. In ChPT, this amounts to the fact that the dimensionless
parameters mp/A, and mp/A, are not smaller than 1 and can thus not be used as expansion
parameters. This poses a problem, since theoretical predictions for processes like semileptonic
decays of B mesons (B — w/lv;) at low energies are then not possible in ChPT.

This problem is reminiscent of lattice simulations with a bottom quark: the physical mass
of the bottom quark is too large to be simulated with computer clusters in use today, see
the discussion below Eq. (2.72). A possible way out is to use an effective theory in which
the inverse bottom quark mass is used as an expansion parameter. Heavy Meson Chiral
Perturbation Theory [27-30] takes a similar route: it is an effective theory for heavy mesons
in which, besides the momentum and small pion masses, the inverse of the heavy meson mass
is used as an expansion parameter. There is even more to be learned from HQET: in the
static limit, i.e. in the theory without heavy quark mass corrections, the HQET Lagrangian is
invariant under local flavour number and heavy quark spin transformations. Since the heavy
meson is a bound state of a heavy and a light quark, g, HM ChPT must also respect these
symmetries when all meson mass corrections are neglected. The consequences of the latter of
the two symmetries have already been worked out in Sec. 2.3: the pseudoscalar and the vector
meson transform into each other under HQS transformations. It is thus necessary to introduce
fields P(9) and P,EQ)* which destroy heavy pseudoscalars and vector mesons with a heavy
quark (). They do not create the respective anti-particles for the same reason that the field @
in HQET does not create a heavy anti-quark. It is then convenient to introduce a superfield
H(@) which incorporates the two fields and also has an easy transformation behaviour under
the various symmetries of the theory. This makes it easier to construct the Lagrangian of the
theory, in which the heavy mesons interact with the light pseudo-Goldstone bosons of chiral
symmetry breaking.

The field H(@) is defined as [159] (the overall phase of the field differs in the reference, but
it has no physical significance)

H{® = Py [i9,P[9" +in5 P9 (3.18)
FI;Q) _ 74HJ(cQ)T’Y4 _ {WMP},CEL)*T + 175P}Q)T} P, (3.19)

In the following, H(?) is assumed to be a row vector in flavour space and the light flavour
index f will be suppressed. Furthermore, as long as no anti-particles H(@) are considered,
it is convenient to set H(@) = H. The theory here is defined in the rest frame of the heavy
meson. The projector P, was defined in Eq. (2.103) in the rest frame of the heavy quark. Its
presence is required by the constraint v4() = ) and the interpretation of the heavy meson as
a bound state of the form Qg. An explicit calculation shows that

H = 74H = —H’)/4 . (320)
In the static theory, the heavy vector meson furthermore satisfies the constraint
P;=0 (3.21)

in the rest frame of the heavy particles [160, 161]. The fields for the pseudoscalar and vector
meson can be recovered by computing the trace of H with an appropriate gamma matrix
insertion:

Tr [Hs] = 2iP, Tr [Hrg] = 2iP; . (3.22)
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3. Chiral Perturbation Theory

But it is often more convenient to use H because it has an easy transformation behaviour
under a general HQS transformation S:

H — SH, H— HS™ . (3.23)

The construction of the Lagrangian in the static limit in which HQS is a good symmetry is
then simplified by using H instead of P and P .

The heavy quarks in static HQET are moreover equipped with LFN symmetry, see
Eq. (2.107). The pseduoscalar and vector mesons of HQET are bound states of a heavy
quark and a light anti-quark, QJq, and one therefore has

H— lT@H . (3.24)

The last relevant symmetry under which the heavy mesons transform is chiral symmetry.
The light anti-quark g contains both a left- and a right-handed piece and a straightforward
transformation using the matrices L and R of SU(n¢)r, and SU(n¢)r is not possible. Instead,
it is convenient to use the so called compensator field h[m(x)] of the CCWZ construction which
is a function of the pseudo-Goldstone bosons and thus also of the spacetime coordinates. It
naturally shows up in the transformation of the matrix square root of the pion field U:

VU =u=¢F — Luht = huRt. (3.25)
One then defines the transformation of the heavy fields under a chiral symmetry as
H — Hh', H — hH, (3.26)

which also holds for the operators P and P; and their adjoints. The introduction of h
complicates things a bit: since it depends on the spacetime coordinates, one needs to define a
connection so that derivatives transform covariantly under chiral transformations. It will be
useful to also include the external fields /,, and 7, which were already encountered in Sec. 2.1.1:

i

r,= 3 (uT(au —ily)u 4 u(0, — iru)ug . (3.27)
The covariant derivative of H and H is then given by
D,H = 0,H +iHT,, D,H =9,H—il',H. (3.28)

Note that I',, is a matrix in flavour space and the above equations should be interpreted as
vector matrix multiplications. Besides the symmetric combination of derivatives of u, there
also exists the antisymmetric combination which has the simple transformation behaviour

i

=3 (uT(au — il )u — u(0, — im)uT> — huyhl. (3.29)

Up

With these building blocks, it is possible to write down the leading order Lagrangian for HM
ChPT in the rest frame of the heavy mesons and in the static limit:

ﬁg) =—Tr {D4H[ﬂ —igTr {H’yyyﬂuﬂlﬂ
= 2D, PP 4+ 2D, Py Py + 2igPuy, PV — 2ig Py, PT — 2ig e PEwi P (3.30)

where the shorthand notation €ij,;, = €gima With 1234 = +1 is used. Some more comments
are in order: for one thing the kinetic term looks the same as the one for the heavy quarks in
HQET, i.e. the mesons have the unusual mass dimension 3/2. As shown in [29], this can be
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3.2. Heavy Meson Chiral Perturbation Theory

traced back to the relation of the operators in the effective theory and relativistic operators
describing heavy mesons. The relativistic operators are multiplied by a factor \/mp and this
also explains the factor of \/mp in the definition of HQET/HM ChPT states in Eq. (2.129).
For another thing, local flavour number conservation forbids any derivative with spatial indices,
Dy, acting on the heavy meson fields. Furthermore, one could have added a mass term, but
it can be neglected for the same reason as for the heavy quarks: it always leads to a trivial
exponential dependence of the correlation functions on the heavy meson mass, so it will be
neglected in this work (in general, a mass counterterm is still needed). Additionally, from the
Lagrangian involving H and H it is clear that it is invariant under HQS transformations, this
is not so easy to see from the terms with P and P;. The implicit contraction of the flavour
indices as well as the use of covariant derivatives ensures the invariance under chiral symmetry
transformations. Finally, in contrast to the ChPT Lagrangian presented in Eq. (3.7), the
above Lagrangian is of order p. The reason is that, since also a vector meson and implicitly
the four-velocity v of the heavy mesons can enter, one can contract derivatives with other
open indices.

The Lagrangian contains only one low energy constant: g. Its physical interpretation is the
following: the so-called B*B7 coupling is defined by

(B|Ak|B*) = gpBr =g+ ..., (3.31)

where the ellipsis stand for higher order chiral and 1/mp corrections and Ay is the light
axial vector current. ¢ is therefore the chiral and static limit value of the B*B7 coupling
constant. A preliminary result of an ongoing computation in 2 4 1-flavour HQET sets its value
at approximately g = 0.49(1) [162]. The value and error estimate have been taken from Fig. 3
in the reference.

The propagators which are derived from the kinetic term of the Lagrangian read

(P@EHPG.1)) = é&(t _ 53— g), (3.32)
(PR G 0) = Bote - )50~ ), (3.33)

The interpretation of this result is the following: the Dirac delta function fixes the heavy
mesons to stay at the same point in space, hence the name static limit. The Heaviside function
ensures that the particles propagate only forward in time, the reason being that the operators
do not create/destroy the respective anti-particles.

The connection I';, as well as the field u, can be expanded in powers of the pion field 7 and
thus lead to interaction vertices of two heavy mesons and any number of pions. It turns out
that I', contains only an even number of pions whereas u, only odd powers. The interaction
terms stemming from the latter term are furthermore proportional to g. One has

L= 2f2 [m ] + O(x)
uy, = —8’;f +O(n%). (3.34)

For reasons which will become apparent later, it is also convenient to define the sum and
difference of u and its adjoint,
ut = (uLul). (3.35)

The NLO Lagrangian is of order p? and thus of the same order in the chiral expansion as the
LO ChPT Lagrangian of the previous section. Considering only two light flavours, the NLO
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Lagrangian is given by [163]
L’g) =d;Tr [Huuuﬂfﬂ + doTr [Hu4u4fﬂ + id3Tr {Huuul,am,ﬁ} + d4Tr [Hflfyawﬂ}
+dsTx [Hoy H| Tr [£5,] + doTe [Hoy H| + deTe [HH| T [x4] (3.36)

where the traces over f;g, and x4 are over flavour indices only. The two are proportional to
the external fields defined in Sec. 2.1.1,

lj_l/ = ul (aulu - al/lu B i[l,uv ll/]) utu (aMTV - aVTH o i[rl“ TVD uf ’
X+ = 2B [u(s +ip)u 4 ul (s — ip)uq . (3.37)

It is then easy to see that, after setting s = M, and the other external fields to zero, the
interaction vertices of the NLO Lagrangian couple two heavy mesons to an even number of
pions only.

It is sometimes necessary to consider processes involving heavy mesons and their anti-
particles, e.g. for B’-B° mixing introduced in Sec. 2.4.3. These are the heavy-light bound
states of the heavy anti-quark Q defined in Sec. 2.3 and a light quark field. In [164], it was
outlined how to obtain the superfield H(® from H®) using charge conjugation. With the
conventions used there, one has

HQ — C(CH@cHTo1 = {i’YkaSQ)* + 175]3(@)} P, (3.38)
H@ =7 H Oy = P_ iy PP 1 i, PO (3.39)

with the charge conjugation operator C acting on the fields as
CuC — | cP@c-1 — p@ cP@ et = —p@* (3.40)

and the charge conjugation matrix in the Dirac representation
C =iyv. (3.41)

The gamma matrices satisfy

Cry,Ct = —’yg CysC L =7, (3.42)

The projector P_ was defined in Eq. (2.103). The transpose acts on the Dirac indices but
also on the flavour indices, so H(®@) is a column vector in flavour space and an explicit flavour
index f is suppressed. Under chiral and HQS transformations, the superfield transforms as

HQ 5 hH@s 1 HQ — SH@pt (3.43)
whereas under LFN transformations one has
HQ 5 @@ (3.44)
The HQS and LFN transformations follow from Egs. (2.124) and (2.125). Applying charge
conjugation to the LO Lagrangian of the field H(©) in Eq. (3.30), one finds
£ = 2P @D, P@ 4 9p@* p, pl@* _ 9y pl@*ty, p@ 4 9ig Py, p(@"
— 2ige i Py, PLO* (3.45)

The propagators for the anti-mesons which follow from this Lagrangian are the same as the
ones found for the mesons in Egs. (3.32) and (3.33). Taking a closer look at the interaction
vertices reveals that the terms coupling a pseudoscalar, a vector and an odd number of pions
have changed signs. This implies that e.g. the B*Bw coupling has the opposite sign of the
B*Br coupling if one sets Q = b.
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4. Excited States Contamination of Light and
Heavy Meson Two-Point Functions

The two-point function of an interpolating field Op contains important information of the
states it interpolates. Most of the time, one is only interested in the ground state for which
the energy (or mass for vanishing momentum) as well as the overlap of this state with
the interpolating field can be extracted. In lattice QCD, one often uses quark bilinears as
interpolators for mesonic states, e.g. g;y5q2 for pseudoscalars like pions. Two-point functions
are also needed for the extraction of matrix elements, these can be obtained by taking suitable
ratios of three-point functions with the two-point functions of the interpolating fields of the
initial and final state particles, see Sec. 2.2.1.

In the notation of Eq. (2.79), the spectral decomposition of a two-point function is given by
(t>0)

{olorlP@)[

CF (1) = Y- (O (1. T)OR(0, 0)) = Lt
+ 3 sp[ora' @) et @
a'#P o

As already explained in Sec. 2.2.1, it is then possible to define the so-called effective mass

mpe(t) = —0,log (C (1)) m mp + Y A 8F, (4.2)

with the energy differences AFE; > 0 of the ground state energy and the excited states
energies, and the coefficients A; are proportional to ratios of matrix elements. For large ¢, the
contribution of the excited states becomes negligibly small, but on the other hand the signal-
to-noise ratio in a lattice simulation decreases exponentially in time [98, 99]. At intermediate
times, the excited states might give a non-negligible but hard to detect contribution, which can
lead to a systematic error in the result for mp. Computing the excited states contamination
in ChPT can thus help to obtain reliable results for the masses of particles.

The effective mass can then be used to extract the matrix element I' of the interpolating
field between the ground state and the vacuum:

T2(t) = 2mp,eq(t)CF (£)em Pt ®t = |(0|Op|P)* + ... . (4.3)

For local interpolating fields of the form g;7v5q2, this matrix element is proportional to the
decay constant of the meson that is interpolated by the field.

The next section lays out how the analogues of the heavy-light quark bilinears ¢I'Q), which
were discussed in Sec. 2.3, can be constructed in HM ChPT. These will be used as interpolating
fields for B mesons. Afterwards, the excited states contamination of the B meson two-point
function will be computed in HM ChPT, and it will be investigated how it enters in the B
meson effective mass and decay constant. Some of these results have already been presented
in [116, 165]. Finally, the excited states contamination of the pion and kaon two-point functions
will be discussed.
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4. Excited States Contamination of Light and Heavy Meson Two-Point Functions

4.1. Heavy-Light Currents and Densities

The pseudoscalar density and axial vector current have the correct quantum numbers to excite
pseudoscalar mesons from the vacuum. For the pions, they can be obtained directly from
the ChPT Lagrangian by taking derivatives with respect to the external fields p® and aj,
respectively. For the heavy B mesons, this is not possible and one has to construct them ‘by
hand’. This is not so much of a problem in HM ChPT, since the high degree of symmetry
of the theory in the static limit restricts the number of terms and also relates the LECs of
the currents and densities. From the discussion in Sec. 2.3 it follows that it is sufficient to
construct one of the six fields Vi, Vi, Ak, Ag, P, or S and the others are obtained by applying
chiral and HQS transformations.

In ChPT, the currents and densities are given as a sum of terms which can be grouped
according to their chiral dimension. In principle, HM ChPT also includes an expansion
in inverse powers of the heavy meson mass, but these corrections will be neglected in this
thesis. The main reason is the large energy difference of the chiral symmetry breaking scale
Ay = 1.2GeV and the B meson mass mp ~ 5GeV. One can thus expect that the leading
chiral corrections are way larger than the 1/mp corrections. As an example, the heavy-light
vector current Vj, can therefore be written in the form

Vi =S v, v =3y (4.4)
i=0 j

where i is the chiral dimension of the terms. The cg-i) are low energy constants which by naive
power counting should scale like 1/ Ai( since they multiply terms of chiral dimension i. The

individual terms Vk(z)’J are products of the fields of HM ChPT which are coupled in such a
way that they have the quantum numbers of the vector current gy Q). The chiral dimension of
a term is given by the number of derivatives (order p) and insertions of the quark mass matrix
(order p?).

It has already been shown in Eq. (3.22) that computing the trace of H with either 75 or i
will result in the field of the pseudoscalar or vector meson, respectively. In complete analogy,
the individual terms of the heavy-light vector current are of the form

v —y [@@)J%} . (4.5)

The task is then to find all possible, independent product of fields O()7 at a given order in
the chiral expansion.

Terms without any derivatives or insertions of the quark mass matrix are of lowest order in
the expansion and will be constructed here first. The starting point is the field H containing
the fields for both pseudoscalar and vector mesons. This field has inherited the symmetry
properties of the heavy quark, namely the transformation under HQS symmetry and LFN
symmetry. But H does not transform in the same way as the HQET bilinears gy5Q and ¢y Q
under chiral symmetry. The heavy-light currents are given by the sum or difference of a left-
and right-handed piece, see Eq. (2.116). The field H and thus P and P}, on the other hand,
have a complicated transformation under chiral symmetry as it was shown in Eq. (3.26), and
thus cannot by themself serve as the vector current or pseudoscalar density at LO. But the
transformation of u in Eq. (3.25) shows that it and its adjoint can be coupled to H to give
appropriate building blocks which transform as left- and right-handed fields:

Hu — HuR', Hul — HU'LT. (4.6)

One can then construct the interpolating fields by using linear combinations of the two terms
above. But only the sum u* and difference u™ of v and u', see Eq. (3.35) for their definition,
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4.1. Heavy-Light Currents and Densities

are parity eigenstates!, a requirement that will be needed later on. Hu~ and Hu" are the
only allowed products of fields at LO, insertions of u,,, covariant derivatives or the quark mass
matrix would increase the chiral dimension by at least one.

With these ingredients, the vector current Vj, can be constructed at LO in the chiral
expansion. The @)Js can also contain insertions of elements of the Clifford algebra, namely
L, Y4, 75, YuY5, and oy,. But it should be remembered at this point that HM ChPT is a
non-relativistic theory, and Lorentz symmetry is broken. The three spatial coordinates are
still connected by rotational symmetry, but the time direction should be treated separately.
For this reason, the index p should be broken up into the spatial components £ = 1,2,3 and
the time direction 4. Spatial indices k need to contracted, whereas the 4-index can appear
without any restrictions in the formulae.? Due to Eq. (3.20), insertions of 4 are redundant
and can be neglected. Taking these considerations into account, one is left with four candidate
terms

0O = Fyt 002 = Hu~ | (4.7)
003 = Hutys, O = Hu ;. (4.8)

But the third and fourth term vanish identically when the projection of Eq. (4.5) is carried out.
Of the first two, the second term has an incorrect transformation under parity transformations:
the field v transforms into its adjoint and vice versa, so that 4t — «* and v~ — —u~,
whereas H transforms as [119]

H — ’)/4H’)/4 . (4.9)

This means that the second term transforms as

Vk(o)’Q — Tr [H(—u" )yaya) = Tr [Hu ] = Vk(o)72> (4.10)

which is incorrect for a spatial component of a vector, see Eq. (2.122). As one can check,

Vk,(o)’1 has the correct transformation behaviour. The vector current at leading order is then
given by this term which needs to be multiplied by an at first unknown LEC «

VO = _TMTr [HuJ“yk} = %P,:‘qu =aP;+.... (4.11)

For convenience, the superscript ‘(0)” was replaced by ‘LO’. For the last part of the equation,
ut was expanded to leading order in the pion fields, see Eq. (A.13).

In HQET, the interpolating field for the pseudoscalar density can be obtained by applying
the HQS transformation defined in Eq. (2.111) on the k = 3 component, see Eq. (2.112). This
must also be true in HM ChPT, and one can derive P in this way. Furthermore, the relation
Ay = —P of HQET must also hold in the effective theory, and is now used to avoid confusing
the pseudoscalar density with the field which destroys a heavy pseudoscalar meson. One finds

ALO — _U(S)VEOUL(S) = %Tr [SHut ] = %Tr [Hutys) = —%Pqﬁ =—aP+....
(4.12)

Here, cyclicity of the trace was used to explicitly calculate the product y3S Py = 5Py, where
P, is the projector in the definition of the field H, see Egs. (2.103) and (3.18).

!Parity transformations of the light mesons are given by u — w'. This can be seen from the fact that the
pions are pseudoscalars which transform as # — — and the definition of u in Eq. (3.25).

2Using the 4-velocity v = (6, i) of the heavy meson in its rest frame, one can interpret these open indices as
the contraction fs = —if,v,. Terms of the form apbi can then be interpreted as being projected on the
subspace perpendicular to v,.
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4. Excited States Contamination of Light and Heavy Meson Two-Point Functions

It is now possible to give a physical interpretation for the LEC «: in Eq. (2.136), the HQET
decay constant f was defined. Computing the same matrix element in HM ChPT leads to

QﬂAEﬂB>::—a, (4.13)

and one can identify a with the chiral limit value of the heavy meson decay constant in the
static limit,

a=f. (4.14)
In ChPT with two light flavours, V4 = S and A can be obtained by applying the special
chiral transformation defined in Eq. (2.117). This transformation replaces Hu" with Hu~
and vice versa, so the result at leading order is
@

Fo., A= TP = iap,j§ Fo... (4.15)

P — _. Pi
U oy 5

LO @

At next-to-leading order in the chiral expansion, one has to add a term of order O(p). Some
terms have been considered in [166], but a full derivation of the fields has not been given there.
Since the quark mass matrix is already of order O(p?), only terms with a single derivative
can contribute at this order. In principle, there are three different classes of terms: terms
which contain i) D, H, ii) D,u or D,ul, or iii) u,. But not all of them are allowed by the
symmetries of the theory, others are redundant. For one thing, derivatives of the heavy meson
can be neglected for the following two reasons: on the one hand, LFN conservation forbids
derivatives of the heavy meson fields w.r.t. a spatial coordinate k. On the other hand, terms
proportional to DyH can be rewritten using the (matrix-valued) equation of motion following
from the LO Lagrangian in Eq. (3.30)

DyH +igHuy7ysy, = 0. (4.16)

This means one has effectively traded D4H for a term proportional to u, which is of the same
order in the chiral expansion. Contributions from the NLO Lagrangian in the equation of
motion would yield terms with a larger chiral dimension and are thus dropped.

Another class of redundant terms are those with derivatives of the pion field, D,u, since an
explicit calculation reveals that

Dyu = —iu,u, Dyul = iuyul (4.17)

It is therefore only necessary to find all possible terms involving u,, to get the NLO expression
for the heavy-light currents. Since the trace over the flavour indices vanishes, Tr [u,] = 0, only
terms of the form H uuui can enter the result. Demanding again the correct transformation
under parity and neglecting terms which vanish after evaluating the trace over the Dirac
matrices, one finds exactly two terms,

a a
VO — f%Tr [Humu—’_%n%%} + %Tr [Hugu™ vg]
_ iafq i3y

(Pug — eklmPl*um)u+ + Prugu™ . (4.18)

2 2

The LECs are written as a product of the LO LEC « and a pair of NLO LECs (; which are
of mass dimension —1. The terms proportional to 81 couple an odd number of pions to the
heavy mesons, whereas the term multiplied by 82 contains an even number of pions, starting

with two pions.
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4.1. Heavy-Light Currents and Densities

The NLO terms for the time component of the axial vector current can be obtained in the
same way as for the LO term. The result reads

A?LO = aTﬁlTr {Humu‘L’ym] - QTBQTr [Hugu™ 5]
= 10;61 P uut — a5 Pugu™ . (4.19)

The expressions for all densities and currents are compiled in App. A.

The aim of this thesis is to quantify the excited states contamination of matrix elements
and other physical observables. To do so, one needs an estimate for the numerical values of
the NLO coefficients ;. These can be extracted from lattice results of the B — 7 vector form
factors by comparing them with the HM ChPT expressions. The form factors in the effective
theory will be computed in Sec. 5.2 and a comparison with the lattice results of [140] will also
be given there. For now it is enough to cite the values found there:

1 =0.14(5) GeV 1, (4.20)
B2 =1.2(3) GeV ™", (4.21)

Comments on the size of the error can also be found in the aforementioned section.

4.1.1. Matching Smeared Interpolating Fields to Chiral Perturbation Theory

It was pointed out in Sec. 2.2.2 that smearing the interpolating field of a particle can help to
reduce the excited states contamination of lattice correlation functions. This also implies the
appearance of a new scale in the theory, the smearing radius rgy. In the effective theory, the
effect of smearing is incorporated by a different set of LECs for the interpolating fields [19, 167,
168]. The smeared versions of the pseudoscalar density P and the vector current Vi, which
will be used as interpolating fields for the pseudoscalar and vector B mesons, will be denoted
B and Bj, (the asterisk of the vector meson is suppressed for notational convenience). Starting
from the general form given in Eq. (4.4), but with a set of new LECs é’gl), one can repeat the
steps undertaken for V. in order to derive Bj. In the end, one can redefine the LECs to &
and §; which are the analogues of a and ;, compare Eqs. (A.21) and (A.24) in App. A. The
LECs of B and By, are related by HQSS, so even if chiral symmetry is broken by the lattice
discretisation, the LECs will be the same as long as one applies the same smearing method.

In Sec. 5.2.4, a method is presented which can be used to extract the smeared LEC §; from
a ratio of correlation functions. Determining §; for several smearing techniques and levels and
using the numerical values in the analytic expressions which will be computed in the following
sections, one can study the effect of smearing on the excited states contamination of different
observables.

The LECs are not only functions of the smearing method, but also of the chosen lattice
discretisation. For renormalisable smearings, the dependence on the bare coupling g5, which is
a function of the lattice spacing a, can be factored,

&"(95) = C(99)8” (rm) (4.22)

In ratios of correlation functions, such as Eqs. (2.84)-(2.86), this overall factor drops out and
only a dependence on the smearing radius remains, up to discretisation errors which are not
considered in this thesis. One further complication arises from the smearing radius rgy: the
extended operators of the lattice simulations are mapped to the particles of (HM) ChPT,
which are point-like particles. It is expected that ChPT is nevertheless a good approximation
if the smearing radius is much smaller than the pion wavelength m_! ~ 1.4 fm.
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4. Excited States Contamination of Light and Heavy Meson Two-Point Functions

4.2. B Meson Two-Point Function

The two-point function of the B mesons has two uses: it is needed for the extraction of matrix
elements with a B meson in the initial or final state, but it can also be used to compute the
mass and decay constant of the B meson. As any other correlation function, it is affected
by excited states and therefore can introduce a systematic error in any of those quantities.
Estimating the excited states contamination is therefore of utmost importance. For the decay
constant, one has to compute the two-point function with at least one local field, otherwise it
is possible to use smeared interpolating fields at source and sink.

Some preliminary remarks are in order: the following computations are intended to be
applied to the results of lattice simulations and are therefore carried out in a finite spatial
volume of size L2. Choosing periodic boundary conditions, this implies that the momenta are
given by p = 2w /L i, where the components of 7i are integers. Since the time extent in lattice
simulations is usually taken larger than the spatial extent, it will be assumed for simplicity to
be infinite in the following. The computations will also be carried out in the continuum limit
since lattice spacing effects are not expected to play a central role in the following discussions.
The spectral decomposition of the B meson two-point function in static HQET/HM ChPT
then reads

/d%-;* (B@.0)B/(@.0)) =

L3

|<0|B\B Z'O'B'B* DTN e
L3E

... (4.23)

At low energies, the matrix elements can be computed in ChPT. For the B meson states, the
non-relativistic normalisation of Eq. (2.81) was used. The first thing to notice here is that
the first term is a constant. For one thing, HQET/HM ChPT without a bare mass term is
considered in the following, and this mass thus cannot appear in an exponential of the form
exp(—mpt). Secondly, quantum effects generate a divergent self-energy for the B meson, also
known as the static energy Fgat in static HQET. But this energy drops out in the ratios of
correlation functions from which matrix elements will be extracted in the following sections.
For this reason it is simply dropped in the spectral decomposition of the correlation functions
in this work. In HM ChPT, it also only enters at a higher order in the chiral expansion than
considered here. The second term in the above formula also does not fit the general form
given in Eq. (2.79). The reason is the following: the interaction vertices of HM ChPT involve
derivatives of the pions and their mass. Since the pion mass is comparatively small and ChPT
is a low energy effective theory, the coupling between the pion and the heavy meson is weak.
For convenience, the |B*m) state was therefore normalised in the same way as the state in the
non-interacting theory, in which it decomposes into the product state |B*) @ |r). This goes
hand in hand with the approximation

Epen ~ Ep + Ey (4.24)

which is exact in the non-interacting theory. In the static approximation the B meson energy
is neglected for the reasons given above. Since the pion is the particle with the smallest mass
in QCD, the Bt states® yield the dominant contribution to the excited states contamination
of the two-point function.

In HM ChPT, the computation of the B7 excited states contamination proceeds by eval-
uating the Feynman diagrams shown in Fig. 4.1. The aim is to compute the excited states

3In the following, correlation functions will be considered which contain both Br and B*r excited states. For
convenience, both of them will be generically denoted as B states since the vector and pseudoscalar B
mesons transform into each other under HQSS.
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Figure 4.1.: Diagrams contributing to the B meson two-point function ground state and
B excited states. The filled black triangle represents the pseudoscalar density
creating and destroying a B meson whereas filled circles stand for interaction
vertices. Pion propagators are given by dashed lines, the solid double line is a B
or B* meson propagator.

contamination to NLO in the chiral expansion. It does not matter if one computes the
two-point function of B~ or B, the results agree due to isospin symmetry which will be
assumed throughout this thesis. The expression for the interpolating field is given in Eq. (A.20)
and for the interaction vertices of the LO HM ChPT Lagrangian in Eq. (A.9). Using those,
the Feynman diagrams can be computed in perturbation theory. Diagram (a) is identified
with the ground state, since only a single B meson propagates, whereas the other diagrams are
all possible Feynman diagrams with an additional propagating pion and therefore correspond
to the second term in the spectral decomposition given in Eq. (4.23).

The result for the single B meson diagram is obtained by using those terms in the interpol-
ating field, which involve one heavy meson field and no pions. Only the LO term gives rise to
such a term, and one therefore has (¢ > 0)

2

OB (1) = / &7 (aP(t,7)aP!(0,0)) = 5. (4.25)
L3 2
Comparing with Eq. (4.23), one sees that this term is a contribution to |(0|B|B)|?.

For diagrams (b), (c), and (d), one needs those terms of the interpolating fields which
couple one heavy meson and one pion. These are the NLO parts of the interpolating field
which are proportional to 3. Diagrams with n interaction vertices, on the other hand, include
insertions of (—Siyt)"/n! in the correlation function, with Siy being in this case the part of
the HM ChPT action which couples two heavy mesons to one pion. Since it is the action, this
automatically implies that one has to integrate over the spacetime point at which the vertex is
inserted. Evaluating the diagrams, one does not only find terms proportional to exp(—FEy 5t),
terms which constitute contributions to Bm excited states as can be seen from the spectral
decomposition in Eq. (4.23). For example, the result for diagram (e) is given by

3642g2 ﬁ2€_E”’ﬁt Z—)'Q ﬁ2
(€)== > < = Ity - (4.26)
6L B 5 Es 5B

The second and third term are not multiplied by an exponential, just like the LO result for the
ground state in Eq. (4.25). In App. B, it will be shown that these terms are indeed higher order
corrections to the single B state matrix element and the self-energy Fgiat. The second term in
Eq. (4.26) produces a higher order correction to the LEC & when evaluated in the infinite
volume limit using dimensional regularisation. The same is true for some terms in diagrams (c)
and (d). The third term in Eq. (4.26) gives a contribution to the static energy Estat, see
App. B for more details. It has already been pointed out in [169] that terms proportional to ¢
yield corrections to the energy of the propagating particle.

That these are indeed higher order corrections can be seen from the fact that e.g. the result
for diagram (e) is proportional to 1/f2 ~ 1/ Ai, i.e. it is of order p?. The reason is easy to see
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4. Excited States Contamination of Light and Heavy Meson Two-Point Functions

from the Feynman diagrams: they contain a pion line which corresponds to a propagator of
the pion fields in the analytic expression. A propagator is given by the contraction of two pion
fields 7r, but those only enter the theory via u = exp(im/f), so every pion field is accompanied
by a factor 1/f. From this is discussion, it is clear that the Bm excited states contamination,
which necessarily involves a pion line, starts at order p?. Diagram (e) is of this order since
only the LO term of the B meson interpolating field with the LEC «, which is of order pY,
enters, and also the LEC g from the interaction vertices is of this order. Diagrams (c¢) and
(d) are of order p? since, besides the pion line, they also need one insertion of the NLO B
meson interpolating field, which is proportional to 81. This NLO LEC is expected to scale
like 1/A,. Diagram (b) can then be identified to be of order p*, which is of NNLO and thus
of a higher order than initial sought after, but it will be included nevertheless for the reasons
given below. All in all, the result for the B excited states contamination starts at order p?,
whereas the single B ground state is of order p°. Naively, one would therefore expect the B
state contribution to be small, since it is suppressed by a factor exp(—£E, 5t)/ f2. But one
should keep in mind that, as shown in the spectral decomposition (4.23) and also in the result
for diagram (e) (4.26), there is not a single Br state, but a tower of states given by the sum
over the momentum p of the pion. Even if an individual state gives only a small contribution,
the effect of the sum might still be sizeable.

In this discussion, the factor 1/L3 was left out for the following reason: It is true that for
large L, this factor suppresses the individual states. But at the same time, the density of
states in momentum space increases because the distance between two consecutive momenta
of the Brillouin zone are separated by a distance Ap = 27/L along all three dimensions. This
distance decreases for increasing L, so that one has in the continuum limit

1 d3
73 Z: — / ﬁ (4.27)

The factor 1/L3 therefore just signals that one is working in a finite volume.

For completeness, it should be mentioned that there are more Feynman diagrams which can
contribute to the B7 excited states contamination, which are not considered because they
contribute at a higher order in the chiral expansion. Consider e.g. diagram (c), and add a
second pion line which connects the interaction vertex (the black filled circle) with the B
meson interpolating field on the right (black triangle). Evaluating this diagram would also
yield terms which fall off with a single exponential exp(—E; 5t). But since this diagram has
two pion lines, it is at least of order p* and not of interest for the following discussion.

With these considerations out of the way, it is time to form the ratio §C¥, the ratio of the
excited states (here only the Bm contribution has been computed and can be included) to the
ground state. The result reads to the order it has been computed here

3 52 )
SO = L DT B, B = e e, (429
~ 1 P’ 9 . 5
£(p) = 3(fL)2(E -‘L) 2 CQPt(p) = g(g + Ble,ﬁ) . (429)
P T,p

The coefficients £ and cop are defined for later convenience. As was shown in Sec. 2.3, the
result for the vector meson two-point function is the same.

In order to arrive at the above result, it was assumed that the same smearing procedure
(or non at all) has been applied to the source and sink operator. The result is then strictly
positive. In reality, one is not restricted to do this but instead can apply different methods on
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Figure 4.2.: The relative deviation §C¥ of the B meson two-point function from its ground state
as a function of time ¢ and for two momentum cut-offs Qax of the integral (4.31).

the two operators. In fact, it will be useful to define the local-smeared two-point function

CBIS (1) = / &% (P(t,7)5(0,0))
3

ad 3 p* 3 —Eq gt
=2y E, E. e Bt 4| (4.30
2 'S RGIPE D 2, ) 0 B ) (430

This correlator with a local field at the sink and a smeared field at the source will become
relevant when the excited states contamination of the B meson decay constant is derived in
Sec. 4.2.2.

For now, it is beneficial to consider Eq. (4.28) in order to investigate how sizeable the excited
states contamination is. To do so, one has to fix values for the different parameters of the
result. In the following, the pion mass is considered in the isospin limit and set to its (nearly)
physical value m, = 140 MeV. As mentioned in Sec. 2.2, finite size effects are negligible for
myL > 4, so for the moment the lower bound m,L = 4 is used for fixing the value of L.
The constant f, the chiral limit value of the pion decay constant, is set to the physical value
f = fr ®93MeV. The origin of the value g = 0.49(1) has already been presented in Sec. 3.2.
These parameters will be used for all the plots of this thesis if not stated otherwise. For the
LEC fi, it is not possible to give a specific value because it will depend on the smearing
procedure applied. So far, its value is only known for local interpolating fields, see Eq. (4.20).
But this value can be considered as an upper bound on f;: lattice results show that applying
a smearing technique reduces the excited states contamination. Since, as long as the same
smearing procedure is applied to the source and the sink, the two-point function is strictly
positive, this would imply 1 < Bi1. This should be taken with a grain of salt since B1 was
never extracted from such a correlation function. The result presented in Eq. (4.28) is assumed
to be reliable for large time separations ¢ so that ChPT applies. On the other hand, smearing
in lattice simulations is used to minimise the excited states contamination also for smaller
values of t at which not only B7 states give a sizeable contribution. It is possible that these
additional states are minimised at the cost of increasing 31 so that the overall excited states
contamination is reduced. Nevertheless, in the following it is assumed that the inequality
1 < 1 holds.

Before discussing the size of the excited states contamination of the two-point function, it is
important to remember that ChPT is a low energy effective theory. But the sum in Eq. (4.28)
runs over all momenta and therefore also includes states with energies which cannot be reliably
described in ChPT. This problem can be circumvented by choosing the time separation ¢ in
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Figure 4.3.: Comparison of finite (dashed lines) and infinite volume (solid lines) results for
SOPB for the same cut-offs in momentum space.

the two-point function large enough, so that the high energy states are negligibly small due to
the exponential suppression. Finding the numerical value for the minimum of ¢, for which the
ChPT results can be trusted, is best done in the infinite volume limit (finite size effects will
be studied below). For clarity, the formula that will be evaluated numerically is given by

p4

BJIVL/,\ __
502 (t) - !dp 167T2(fL)2(E7|—’pL) E%—J)

(g4 B1Exp)2e Prat (4.31)

which can be obtained by using Eq. (4.27) and switching to spherical coordinates so that
p = |p|. These integrals can be expressed in terms of Bessel and Struve functions, see App. B
in [116]. In order to gauge the applicability of ChPT, Fig. 4.2 shows how much the result
deviates from the full integral if one imposes a cut-off Quax on the integral. The NLO LEC 3,
of the interpolating field was set to 5; = 1 = 0.14 GeV L. For the line without cut-off, also
the errors of the LECs are taken into account by the band. A look at the plots suggests that
around t ~ 1.3 fm the line with the larger cut-off is within this band. Including error bands
for both cut-offs would show that they all overlap with the band for no cut-off for this value
of t. It is therefore reasonable to assume that the deviation due to the contribution of high
energy pions is small compared to the uncertainty of the low energy constants for ¢t > 1.3 fm.
For smaller ¢, the result might still be a good first approximation, but one should be careful
when applying it in that range. This limit on ¢ also applies to all other correlation functions
presented in this work, although the explicit checks will not be presented here. For some of
them, only the bands of the results without cut-off and with cut-off Qumax = 800 MeV overlap at
t = 1.3 fm, whereas there is still a tiny gap when comparing with the cut-off Qpnax = 700 MeV.
But to a first approximation, ¢ > 1.3fm seems to be a reasonable choice for the range of
applicability of the results presented in this thesis.

As stated before, one should also check whether finite volume effects are large before
presenting the results in the infinite volume limit. This is done in Fig. 4.3 which shows §CJ
in a finite box of size m,L = 4, the bound at which finite size effects are believed to be small,
and the infinite volume limit for several cut-offs in momentum space. For ¢ > 1.3fm, the
finite volume effects, i.e. the difference between the solid and dashed lines, are tiny and can
be neglected. For this reason, plots of B meson correlation functions and observables will be
presented in the infinite volume limit in the following.

After this discussion on the applicability of the result, it is now possible to give an estimate
for the excited states contamination of the B meson two-point function. In Fig. 4.4, plots
for JCP as a function of time ¢ can be found. The band enclosed by the dashed blue lines
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Figure 4.4.: 6C% as a function of time. For the green line, the NLO LEC B1 was set to zero.
The solid blue line includes this LEC by setting 31 = 1. The band enclosed by
the dashed blue lines signifies the uncertainty due to the error estimates for g and
1. Finally, for the red line 8; = —Ay I was used in order to exemplify how much
smearing could reduce the excited states contamination.

is the main result, it is obtained by setting 31 = £ and including its error as well as the
error for g. As discussed earlier, this should be seen as an upper bound for the excited
states contamination, applying a smearing procedure to the interpolating fields should reduce
§CB. Remember that §CF is given by the ratio of the excited states and the ground state
contributions to the two-point function, it therefore describes the relative deviation of the
correlator from its ground state as a function of time. This means that the approximate value
of 0.01 which is found at ¢ = 1.3fm implies an overestimation of the ground state by 1%.
This is comparatively small, but can spoil sub-percent level accuracy of lattice results if not
taken into account properly. Compared to the LO result, given by the green line, the NLO
correction due to 1 is comparatively small. This can be explained by the small value for S;:
since it is an NLO LEC of the chiral expansion, it should scale like A} L Factoring out this
scale results in a dimensionless number which should be of order 1. This leads to 51 A, ~ 0.16
which is comparatively small and explains the minor NLO correction.

The last question which will be addressed here is the influence of smearing on the excited
states contamination. So far, there is no estimate for realistic values of §; which can be
achieved in a lattice simulation, so for the moment it must suffice to discuss what can happen in
a best case scenario. First notice that the two-point function is strictly positive as long as the
same smearing procedure is applied to both interpolating fields, see the spectral decomposition
in Eq. (4.23). It is therefore possible to find a minimum for 6C¥ as a function of 3; for a fixed
value of t. At ¢ = 1.3 fm this yields the approximate value Brlnin ~—Ay 1. The corresponding
result for the excited states contamination is given by the red line in Fig. 4.4. It can easily be
seen that the excited states are strongly suppressed and 6C¥ is around 0.1%, one order of
magnitude smaller compared to the result for local interpolating fields. It is on the other hand
not clear if this can be achieved in an actual lattice simulation and how to reliably extract /3.
One possibility is to use correlation functions which are also needed for the computation of
the B — 7 vector form factors. This will be discussed in Sec. 5.2.

A general strategy for minimising the excited states contamination which can be pursued
not only for correlation functions but also ratios is the following: the result for the correlation
function or ratio in HM ChPT is a function of the LEC 3, (and possibly also Bs, but this
will not be discussed here). This result can be minimised as a function of 31 for fixed time
intervals of the operators. In the above example, the two-point function was minimised at
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Figure 4.5.: The excited states contamination of the B meson mass. The ‘local’ result corres-
ponds to the choice 31 = ;.

t = 1.3 fm which resulted in P ~ —Ay . One can then use the method described in Sec. 5.2
to determine the value of 31 for several smearing techniques and smearing levels. The method
which yields a value closest to Bﬁnin which was deduced from the analytic expression should
then be used in the lattice computation of the (ratio of) correlation functions.

4.2.1. Effective Mass

The general decomposition of a two-point function in Eq. (4.1) shows that one can extract two
physical observables from it: the mass of the ground state and the matrix element (0|Op|P).
The computation and the excited states contamination of the latter will be presented in the
next section. In this section, the focus is on the mass. In general, one can get a suitable
estimate for mp by defining the effective mass as it was done in Eq. (4.2). This quantity is
directly derived from the two-point function and inherits its excited states contamination.

In HM ChPT without an explicit mass term, only the excited states contribute to the
effective mass at the order of the chiral expansion considered here. Computing the effective
mass therefore yields Amp g which was defined in Eq. (2.88). The result reads

0,0CB(t)
Amp e (t) = —0;log (C3 5% [1+3CF(#)]) = -2~ = —0,6CE (1) + ...
mi(t) = ~0ilog (C3"5* [L+ 605 (0]) =~ =5 bps = —0CT (0 +
= i (04 B e (1.32)
BULP(Erpl) Brg * 17 |

P

with CP#% defined in Eq. (4.25). The dots represent higher order terms from expanding
the denominator, i.e. terms of order (§C2)? and higher which will not be considered in the
following. A numerical evaluation of this formula can be found in Fig. 4.5. At the physical
point and for Bl = (31, one finds Ampcg ~ 4MeV at t = 1.3fm. Smearing on the other
hand helps to reduce the excited states contamination, as exemplified by the green and red
line in the plot. It is especially interesting to see that the excited states are considerably
suppressed before coming close to the value of 1 which minimises the two-point function. For
B = —0.2A;1, the value for Amp ¢ at t = 1.3 fm is nearly reduced by a factor two.

4.2.2. Effective Decay Constant

The importance of the B meson decay constant fp for the computation of CKM matrix
elements has already been pointed out in Sec. 2.4.1: it enters in leptonic decays of the B

62



4.2. B Meson Two-Point Function

0.051

0.04 -

0.8 1.0 1.2 1.4 1.6 1.8 2.0
t/[fm]

Figure 4.6.: The excited states contamination of the B meson decay constant. The ‘local’
result corresponds to the choice 51 = ;.

meson which can be used to probe the CKM matrix element V,;. The matching of the QCD
decay constant to the constant f in the effective theory was given in Eq. (2.137), and it was
furthermore possible to identify f with the LO LEC « of the B meson axial vector current in
HM ChPT, see Eq. (4.13). A ratio of correlation functions which converges to f for large ¢ is
given by

R CBS ()
oi(t) = vVo—2—L
= Jeps

From the discussion of the previous section, it is clear that in the following mp g = Amp cg

empen(t)s (4.33)

is used. CQB 15 Wwas defined in Eq. (4.30), it is the B meson two-point function with one
local and one smeared interpolating field. On the other hand, in the correlator CZB S5 hoth
interpolating fields are smeared with the same method and smearing level as the one in the
local-smeared correlator. It is furthermore assumed that Amp g was also obtained from the
smeared-smeared correlation function. Rewriting the correlation functions in terms of their
ground states and excited states, one finds

1+ 6CP5 (1)
1+ 6C25(1)

- a<1 + 50237“@)) (1 - %502375%) +.. ) (1 + Amp (i) + . )

eAm37CH (t) é

feff(t) = f (1 + 5feﬂ(t)) =«

—a (1 +6CPS (1) - %502375%) + AmB,eﬁ(t)% T .. ) . (4.34)
As always, higher orders of the series expansions, which were used to go from the first to the
second line, are neglected since the excited states are small. A numerical evaluation of the
excited states contamination can be found in Fig. 4.6. The band enclosed by the blue dashed
lines shows the result for 8; = 81 including its error and the one of g. It has already been
discussed in a previous section that this should be considered as an upper limit for the excited
states contribution and that smearing is expected to improve this result. At ¢ = 1.3fm, 6 fog
is around 1.5%, and it is decreasing further for larger ¢. On the other hand, using 3 = —Ay 1
which minimised the two-point function at ¢t = 1.3 fm does not have a strong effect on the
exited states of the decay constant. For the same time, it is still around 1% as can be seen
from the red line in the plot.
In conclusion, one can say that the excited states contamination is about 1% for ¢t = 1.3 fm
and is expected to be larger for smaller time separations ¢. This can have a non-negligible
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Figure 4.7.: The excited states contamination of the B meson decay constant for three different
values of the pion mass.

effect on the extraction of f from the correlation functions. This would imply a systematic
error for fp and would affect the extraction of V,,; from leptonic decays of B mesons as laid
out in Sec. 2.4.1. For a reliable determination of the CKM matrix element with subpercent
level accuracy a careful analysis of the lattice correlation functions for excited states needs to
be carried out.

Before turning to the two-point functions of the light mesons, there is another point that
should be investigated. The plots shown so far were compiled for a pion mass of m, = 140 MeV,
but some lattice simulations are carried out at various values of m, and then extrapolated to
the physical point using ChPT. The B excited states contamination of the two-point function
5CPB as well as the effective mass m B.eff are given by sums of terms which are multiplied by
exponentials of the form exp(—E; 5t). Increasing the pion mass therefore leads to a suppression
of the excited states, their effect is diminished. This can be seen in Fig. 4.7, in which ¢ Fofr is
plotted for three different values of the pion mass and 5, = 1. At t = 1.3fm, the excited
states lead to an overestimation of f by 1.5% for m, = 140 MeV, whereas for m, = 300 MeV
it is about 0.7% and for m, = 500 MeV below 0.3%.

4.3. Pion and Kaon Two-Point Functions

The two-point functions of pions and kaons are relevant in this work for the following reason:
in Sec. 5.2, the excited states contamination of the B — 7 vector form factors are computed
in HM ChPT from two- and three-point correlation functions. The extraction of the matrix
elements requires the pion two-point function, and its multi-particle states will contribute to
the excited states contamination of the form factors. The same calculation can be carried out
for B; — K form factors for which the kaon two-point function is needed.

In QCD, there are two interpolating fields which can be used for exciting a pion or kaon
from the vacuum: the axial vector Aj; and the pseudoscalar density P?. The two are related
by the PCAC relation and the correlation functions are thus not independent. For a = 1,2,3
the fields interpolate a pion, for a = 4,5,6,7 a kaon. The following computations are carried
out in the isospin limit, i.e. for mass degenerate up and down quarks. This means that all
pions are mass degenerate with mass m,, and also all kaons have the same mass mg. As a
further consequence, the results for all three pion two-point functions coincide, and the same
is true for the kaon two-point functions. For the computations, it is convenient to not work in
the physical basis, but consider only a = 1 and a = 4.

The spectral decomposition of the P* two-point function reads (no sum over a and assuming
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Figure 4.8.: Diagrams contributing to the pion and kaon two-point function and its excited
states contamination. The filled black box represents the pseudoscalar density
creating and destroying pions and kaons whereas filled circles stand for interaction
vertices. Pion propagators are given by dashed lines, the solid line is a propagating
kaon in case of the kaon two-point function or a pion for the pion two-point
function.

t>0)

O‘P“ na(6)>‘2

43z { PY(t. 2\ P* 0,6 NK et 1

X [(O1P |7 (=P — @)m(B)m (@) [* e Provrat 4. (4.35)

where already the normalisation of non-interacting multi-particle states was used. The total
energy of the |[r%7m7) state is approximated by

Eiotpg = Eroprg+ Erp+ Erg. (4.36)

All of this is in complete analogy to the B meson two-point function, see the beginning of
Sec. 4.2 for more information. 7® can be either a pion (a = 1,2,3) or a kaon (a = 4,5,6,7),
but the other ms in the multi-particle states are pions. Additional excited states are states with
two kaons instead of pions, states with five pions and so on. All of these states are stronger
suppressed for a fixed time ¢ due to their larger total energies. It can thus be expected that
these states play a subdominant role in the excited states contamination of lattice correlators,
at least for large enough ¢. The aim of this section is to explicitly compute the matrix elements
of the spectral decomposition to leading order in ChPT and estimate the size of the excited
states contamination. The matrix elements can be computed order by order in the chiral
expansion, in the following only the LO result is of interest.

In ChPT, the light axial vector current and the pseudoscalar density can be obtained
by taking a derivative of the Lagrangian w.r.t. the external axial vector field aj, and the
pseudoscalar density p®. Since this is a computation at leading order in the chiral expansion,
only the LO Lagrangian of Eq. (3.7) is needed. The interpolating fields which follow from it
are

AL = —if;ﬁ 7 (0,070 = 0,UU7)| = fOm" + O(r), (4.37)
P = —iBQf2 T [1° (U= UY)| = Bf»* + O(x°). (4.38)

Here, the identity
9,UU" = ~U9,U' (4.39)

was used. Expanding U yields terms with only odd powers of pion fields which is required
by the parity quantum numbers of A, and P. Terms with more than one pion field can be
found in Eqgs. (A.37) and (A.38) in App. A. Besides the interpolating fields, one also needs
the interaction vertices of ChPT. For the computation at hand, it is sufficient to consider

65



4. Excited States Contamination of Light and Heavy Meson Two-Point Functions

0.00030 0.00030
0.00025 0.00025
— =~ 980 MeV — =~ 980 MeV
~ 000020 Qmax __ 0.00020 Qmax

Qmax = 620 MeV Qmax * 620 MeV

‘S‘ 0.00015 {33 0.00015

“ 000010 Qmax = 490 MeV S 11010 Qmax = 490 MeV
0.00005 — Qmax ® 310 MeV 0.00005 ] — Qmax ® 310 MeV
0.00000 s — Quax= 0 MeV 0.00000 L — Quax = 0 MeV

1.0 1.2 1.4 1.6 1.8 2.0 0.8 1.0 1.2 1.4 1.6 1.8 2.0
t/[fm] t/[fm]

Figure 4.9.: The relative deviation §CJ of the pion (left) and 6C4< of the kaon (right) two-point
function from their respective ground state as a function of time ¢ and for several
momentum cut-offs Qax of the sums in Eq. (4.44).

interaction vertices with four pion fields or two pions and two kaons. They follow from the
Lagrangian (3.7) and stem from both, the mass term and the kinetic term. They can be found
in Egs. (A.39) and (A.40).

The Feynman diagrams needed for the computation of the two-point functions can be found
in Fig. 4.8. The result for the leading order diagram (a) is obtained by inserting the one-pion
parts of the pseudoscalar density defined in Eq. (4.38) in the definition of the two-point
function, Eq. (4.35). The result reads

“Maal (4.40)

2m7|-a

2 r2
O3 &% (t) = B*f? / &3 (7t 7)m(0,0)) = 5
L3

It involves the two LO low energy constants B and f of 553) and is evidently positive.

For diagrams (b)-(e), one also neds the terms of the interpolating fields with three pions.
The result for these diagrams will in general also include terms which fall of with exp(—mat)
and t exp(—mgat) instead of the total energy Fio 57 after the integration over the interaction
vertices is carried out. These yield corrections to the decay constant and energy of the single
pion or kaon state. Those terms are not of interest for the following discussion and are
therefore dropped.

For the contribution of the |777) and |K7m) multi-particle states one finds

. B2%ba (P, §)
C;r ,e.s. (t) _ T ’ e_Etot,ﬁ,f’it , (441)
% 48 B, 5Er Era g f2 LS
o (5. — Prorpg +6(Enj+ Eng)® — Eppg)” 4.42
W(p’q)_ (E2 _m2)2 ’ ( ) )
tot,p,q ™
be(5.7) Efor 5.l (Bri + Brg)® + 2(Erp — Erg)’] (4.43)
K\P, = = ’ )
4 (Egot,ﬁﬁ - m%{)2

These results are again positive, in agreement with the form of Eq. (4.35) which is a sum of
squares. The total energy Fiu 57 was defined in Eq. (4.36). Following Eq. (2.87), one defines
the ratio of the excited states to the single pion state as the relative deviation of the correlator
from its ground state:

a b a(ﬁ ij) Maya _ o
SCT () = A (Btot,p,g —mma)t 4.44
0 % 2A(F L) (Br L) (BrgL) Erorg 4

A closer look reveals that the excited states are suppressed by a factor 1/f4 ~ 1/ A;l( relative to
the ground state. Furthermore, every single excited state, i.e. every momentum configuration,
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Figure 4.10.: Ameg of the pion (left) and kaon (right) for several cut-offs of the sums in
Eq. (4.45).

is suppressed by 1/V.2 where Vs = L3 is the spatial volume of the lattice. For the Br excited
states, only a factor 1/f2 and 1/Vj is present. The reason is that here two additional pions
enter the excited states, both of which introduce a factor exp(—FE;t)/f? and a sum over an
internal momentum which is accompanied by a factor 1/V.

In Fig. 4.9, the relative deviations §CF and §CX are plotted as functions of time for several
cut-offs of the sums in Eq. (4.44), i.e. |J] < Qmax and |§] < Qmax. The parameters for the
plot are the same as the ones used for the B meson two-point function, for example m,L = 4
is used to fix the size of the spatial box. The kaon mass is set to myg = 500 MeV which is
close to its physical mass. It is first necessary to make sure that the ChPT results are applied
for values of t for which the high energy pions are sufficiently suppressed by the exponentials
in Eq. (4.44). From the plots, it seems reasonable that this is the case for ¢ > 1fm for the
pions and t > 1.2fm for the kaons. Considering now the overall scale of the plots, one sees
that the excited states lead to an overestimation of the ground state by less than 0.1%. This
is two orders of magnitude smaller than the result for §C3, cf. Fig. 4.4. For this reason, their
contribution to the excited states contamination of the ratio used for the extraction of B — &
and Bs — K form factors will be ignored in Sec. 5.2.

But not only 6C7 enters in the ratios, but also the effective mass. The deviation of the
effective mass from the true mass of the pions and kaons is given by

bra (ﬁ7 6)(Etot,ﬁ,§ — mﬂa) Maa 6_(Etot,zﬁ,6 -
24(f L) (Er L) (ErgL) Erapig

Amﬂ'“,eff(ﬂ = mﬂa,eff(t)_mw‘l = Z Mra)t . (4.45)
D,q

Plots of this function can be found in Fig. 4.10. One sees that Ameg is far below 1 MeV for the
pion as well as the kaon. Compared to Amp ¢, which is approximately 4 MeV at ¢ = 1.3fm
(see Fig. 4.5), this is again negligibly small.
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5. Excited States Contamination of Hadronic
B Meson Matrix Elements

The preceding chapter covered the computation of the B meson two-point function, the
extraction of f and Amp g, and the computation of the excited states contamination that
can be expected for these parameters when computed in a lattice simulation. The latter will
also enter the contamination of hadronic S matrix elements involving heavy mesons which can
affect the determination of CKM matrix elements, see Sec. 2.4. In Sec. 5.1, the excited states
contamination of the only LO HM ChPT LEC g will be presented. The following two sections
deal with the B — 7 vector form factors relevant for semileptonic decays of B mesons, and
the B%-B° mixing amplitude.

5.1. B*B7w Coupling Constant

The LEC g is the only LO constant of the HM ChPT Lagrangian and couples an odd number
of light mesons to two heavy mesons. It is the LO result in the chiral and 1/mp expansion
of the hadronic matrix element of the light axial vector current between a pseudoscalar and
vector B meson state:

(B|Ak|B*) = gpBr =g+ ... . (5.1)

As it turns out, it enters every result of this thesis, so a precise knowledge of its value is
desirable. This means that also the excited states contamination of the above hadronic matrix
element should be investigated in order to rule out a possible source of systematic errors.
Results of this section have already been presented in [116, 165].

The above matrix element can be extracted from the ground state of the following three-point
function (no sum over k and ¢ > t' > 0)

Colt.t) = [ @5 (B9 AL (¢.5)B, 0.0)) . (5.2)
L3

where the light axial vector current is related to the basis currents by A, = Af +iA7. A
suitable ratio for extracting gp-p, is given by

, .Cs(t,t)
Br = lim —i———=. .
IBB t’,(t—lt’)—>oo ' Cs(t) (5-3)

This result makes use of HQSS symmetry which guarantees the equivalence of the pseudoscalar
and vector B meson two-point function as long as the same smearing is used in both. Otherwise,
one would have to divide by the square root of the vector and pseudscalar two-point functions.
For finite ¢t and ¢t — t/, also excited states matrix elements of the two- and three-point function
enter the ratio. Note that for the three-point function, there are B7 states in the initial state
such as (B|Ag|Bm), in the final state, (B*m|Ag|B*), and in the initial and final state at the

same time such as (B*w|Ag|Bm). The contribution of all of these states to the ratio will be
computed in HM ChPT below. In the effective theory and for finite time separations, the
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excited states contamination can be parametrised as

/ -03(t7 tl) /
9BBref(t,t') = —i—"-> = gp+pr (L + 0C3(t, ') — 6Ca(t) + ...)
Ca(t)
= gppr (1 + 5gB*B7r t,t)), (5.4)
S9p-pn(t,t) = Y (1B P + ba(B)e Prr ) 4 c(F)eFort) (5.5)

P
For the second equation, only the excited states contamination with one additional pion in

the initial and/or final state was kept. The function ¢(7) gets contributions from the three-
and two-point function and is defined by

c(P) = capt(P) — copt(P) , (5.6)

whereas by (P) and by(p) are due to the three-point function alone. The coefficient cope has
been defined in Eq. (4.29). As pointed out in Sec. 2.2.3, it is beneficial to use the summation
method in order to reduce the excited states contamination since it eliminates the smaller
time intervals ¢’ and ¢ — ¢’ in favour of t. Applying this procedure to gp+pn e, One has

t

e nlt) = 57 [ A0 g an(t, 1) = gms (14 0955.(0) .7
0

098 Bx(t) = Y (01(B) + ba(B) + c(B) (1 — Ex t) J e~ Pt (5.8)

P
For the computation of the excited states, the expression of A, = ¢7,757¢ in the effective

theory is needed. Just like in QCD, it can be obtained by taking a functional derivative of the
action w.r.t. the external axial field af:

0Sef [ay]

AZ(&:) - 5aﬁ(x)

(5.9)

a —,
a#—D

The action here is the sum of the ChPT action of the light mesons and the HM ChPT action.
The contribution of the former has already been presented in Eq. (4.37). From the leading
order HM ChPT Lagrangian given in Eq. (3.30), one has

Af = —2ig(PT P} — PITOPT + ey PF TP 4+ O(72). (5.10)

From this form, it is evident that the LO result for gp-p, is proportional to g. The NLO
Lagrangian in Eq. (3.36) gives also a non-zero contribution to the axial vector current, see
Eq. (A.31), but it only contributes to the excited states contamination to the order in the
chiral expansion that is considered here.

The relevant Feynman diagrams for the computation of the Bm excited states contamination
of the three-point function can be found in Fig. 5.1. The ground state of the correlator gets a
contribution from diagram (a) which reads

&2
C5% = 1g7 (5.11)
This assumes that the same smearing was applied to the interpolating field of the pseudoscalar
and vector B meson. Dividing by the B meson two-point function given in Eq. (4.25), one
finds to leading order for the ratio (5.3)

9B*Br = 9 - (5.12)
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Figure 5.1.: Feynman diagrams contributing to gp+p, and its excited states contamination.
The empty and filled triangle represent the interpolating field of the vector and
pseudoscalar B meson, respectively. The axial vector current from the HM ChPT
Lagrangian is given by the empty box, whereas Ay, from the ChPT Lagrangian is
denoted by the cross. Interaction vertices are represented by filled circles.

Diagrams (b) (which would also contribute to the ground state of the correlation function),
(c), and (d) include the light axial current in the form A} = fopm*. They vanish since the
axial vector current is projected to zero momentum in the correlation function. The remaining
diagrams contribute to the Bm excited states contamination and to higher order corrections of
gB=B» which will be neglected here. The excited states start at order p?, the p3 terms can also
be consistently computed, but not the higher order ones since this would require the order p?
terms of the B meson interpolating fields. This on the other hand means that also some of the
diagrams in Fig. 5.2 can be neglected: diagrams (e) and (f) only contribute at order p*. The
terms in the axial vector current which couple two heavy mesons and one pion start at order
p, and the term which couples one heavy meson and one pion in the interpolating fields is also
of that order in the chiral expansion. Diagram (m) is of order p* too, but its contribution is
kept in the result since it will partially cancel the p* terms of 6C% in the coefficient c.

The computation of the diagrams proceeds as usual, the results can be simplified by making
use of the identity (no sum over k)

FCEI S S (5.13)

which holds as long as the sum runs over a symmetric domain. Computing the individual
diagrams and forming the ratio (5.4), one finds for the coefficients

bi(P) = ba(B) = £(7) (97 + (981 + ) Erp) (5.14)

e () = 560) (94 rBrz) (5.15)

(B) = espn(F) — cam(P) = ~£0) (9 FrEng) - (5.16)

with the functions capy and & defined in Eq. (4.29), and the linear combination of NLO LECs
v =d3— % . (5.17)

These are the LECs of the NLO HM ChPT Lagrangian (3.36) which enter the expression for
the axial vector current through Eq. (5.9). Values for these LECs do not exist in the literature,
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Figure 5.2.: Excited states contamination of the summed ratio defined in Eq. (5.7) for three
different values of . The bands signify the uncertainty due to the errors of g and

P

so it is necessary to find correlation functions from which they can be obtained. This will be
done in Sec. 5.1.1. For the moment, one has to take recourse to dimensional analysis in order
to estimate the size of v: it is a combination of NLO LECs of chiral perturbation theory, so it
should scale like v ~ Ay 1 The numerical constant which multiplies this scale should then be
of order O(1), so that a naive estimate is given by —1 < yA, < 1. This is of course not a hard

limit on the value of v, it is only used as a first estimate for evaluating d¢g75\5, numerically.

Fig. 5.2 shows a plot of 0g%¥5.. as a function of time ¢, for 1 = f31, and for three values of
~. The bands enclosed by the dashed lines capture the errors of g and ;. It is evident that a
larger value for v increases the excited states contamination. This can be seen quite easily
from Egs. (5.8) and (5.14): dg%¥E,. is a linear function of v, so for larger values it will also
increase the excited states contamination. Without a specific value for -, no clear prediction
can be made, but one can infer from the plot that the excited states contamination could be
as large as 5% at t = 1.3 fm, but also nearly zero depending on the value chosen for ~.

The influence of smearing on the excited states contamination by adjusting 31 can also be
investigated here. For simplicity, v was set to zero. Fig. 5.3 shows dg5'5,. for three different
values of the smeared LEC and without including the errors of the LECs. One can see that
for By = =AY 1 the excited states contamination is below 1% for times at which ChPT is
applicable, whereas for the local LEC it is around 3% at ¢ = 1.3fm. One should be careful
here, because if v were not zero but a large negative number, this would imply that B = —Ay 1
would lead to a negative excited states contamination instead of driving it to zero. It is
therefore necessary to take the interplay of smearing and the LEC ~ into account when trying
to minimise the excited states contamination.

5.1.1. Correlation Functions for the Determination of the NLO LEC ~

The LEC #, defined in Eq. (5.17), is a linear combination of two NLO LECs d; and d3 of the
HM ChPT Lagrangian (3.36). For this reason, an explicit determination of the individual
LECs is not only desirable for a better estimate of dg345,, but can also be used in the future

for other heavy meson observables which are computed to NLO in the chiral expansion. The
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Figure 5.3.: Excited states contamination of the summed ratio defined in Eq. (5.7) for varying
B1. The ‘local’ line refers to the special case 8; = (1, and v was set to zero
throughout.

explicit form of the NLO light axial vector current,

O m® . ok

b
+ 21d3aabca’;: (PeTept = BIToP + epaye | PTRE - PRTePY]) . (5.18)

shows that the terms which multiply d; and ds couple two heavy mesons and at least one pion.
This suggests that one needs to compute a four-point function in order to extract the LECs
from a lattice simulation, at least no three-point function was found so far which could be
used to do that. Attaining a satisfactory signal from a four-point function is quite demanding,
so it is not clear if the method described here can in practice be used to extract dy and ds,
but there are at the moment no better alternatives. It is best to use a correlation function
with two vector B mesons since, as can be seen from Eq. (5.18), it is then possible to extract
both LECs.
The first correlator which will be considered here is (assuming t, > t, > t, > 0)

(G, ta ty ) = / A7 d¥g a3z e (AL (2)B; (y)A; (2)B(0)) . (5.19)
L3

All four indices a, b, ¢, and d are spatial indices and AT and A~ are the light axial vector
currents creating and destroying charged pions. All possible leading order HM ChPT Feynman
diagrams for this correlator can be found in Fig. 5.4. Diagram (a) is a disconnected diagram
which could be avoided by changing the flavour content of the four-point function. As an
example consider (A°B*~ ATB*T), in which a charged and neutral light current enter and also
the B meson interpolating fields are charged differently. The two axial currents cannot be Wick
contracted and diagram (a) would thus be zero. But a closer look at the term proportional to
d; in Eq. (5.18) reveals that it will not contribute to this type of correlation function because
the two interpolating fields of the B mesons have to be their own antiparticles in order to yield
a non-zero Wick contraction. The conclusion of this discussion is that one cannot circumvent
correlation functions which include Feynman diagram (a) in Fig. 5.4 if one wants to extract
d.
Computing diagram (a) for the flavour content presented in Eq. (5.19) results in

~2 2L3
- a f eiEw’a(t17tz)5*()'QQQCa (520)

2, ; g

(a)
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Figure 5.4.: HM ChPT Feynman diagrams for the four-point correlation functions from which
d; and ds can be extracted. The double lines denotes a heavy meson propagator,
whereas a dashed line is a pion propagator. The empty box represents the light
axial vector current obtained from HM ChPT and the cross the ChPT analogue.
The heavy vector meson interpolating fields are given by the triangles.

At first sight, it seems like the contribution of this diagram diverges in the infinite volume
limit and one can in fact identify the factor L? with the three-dimensional Dirac delta function
63 (6) which one obtains when performing the computation in momentum space. But a closer
look reveals that the result is proportional to both the external momentum ¢ and a Kronecker
delta which forces this momentum to vanish. So no matter what external momentum ¢ is
chosen, this diagram will not contribute to the correlation function.

Computing the other Feynman diagrams in Fig. 5.4, one finds that diagrams (b) and (c) are
zero due to the flavour content of the correlation function (5.19). The result for the remaining
diagrams reads

~2

Cp(@ te, by, t2) = 152 e Eniate[ — g(g+ B1Erz)(0eadp — Obide — Obedd)
ﬂ’a

+ €E7r7[1’tz {92(5chb — 5bdQc - 5bch)
_ qu(d:s(scd% + d10pqqc — d35bch)}] da - (5'21)

Higher order corrections and further contributions in the spectral decomposition of the
correlation functions are neglected since they are expected to be small. As pointed out earlier,
the signal of a four-point correlation function obtained from a lattice simulation is potentially
not good enough to yield a reliable result. In order to improve it, one can use the summation
method by summing over the insertion time ¢, of the axial vector current. The terms linear in
ty which then appear in the result, can be eliminated by taking a derivative

&2
4E7;
+ eEfr,thy {92(5chb — 5bdQc - 5chd)

— By 5(d30caqp + d10page — d30peqa)}] da - (5.22)

e Erite[ — g(g+ B1Erg)(0cads — Obade — Obeda)

d 1)~
. dtz C ) tirv t ) tZ =

This result has two nice features: for one thing, the NLO LECs d; and d3 are multiplied with
an additional exponential compared to the other NLO LEC ;. This means that if one can
discern the two exponentials in the result of the correlation function from a lattice simulation,
one has disentangled the NLO corrections due to the B meson interpolating fields and the
axial vector current. For another thing, the LECs d; and d3 can be determined individually
by choosing the indices of the currents and interpolating fields appropriately. Choosing for
example ¢ = d # b, only the first term in the last line, which is proportional to ds will be
non-zero. On the other hand, for b = d # ¢ only the term proportional to d; will survive.
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Figure 5.5.: Quark lines diagrams of the four-point functions considered in the text. Diagrams
(a) and (b) correspond to the correlator of Eq. (5.19) with t, > t,, and (c) and
(d) to the same correlator for 0 > ¢,.

A problem remains: there is still a leading order term which is proportional to g? and falls
off in time with the same exponential as the d; terms. It would have been better if this term
was absent since now the d; terms are potentially small corrections to the LO result and thus
harder to extract. But so far, no correlation function has been found for which the LO terms
are absent. It is thus necessary to compute the above four-point function for at least two
different values of @, so that one can disentangle the NLO terms, which are proportional to an
additional factor Er 5, from the leading order term.

It is also instructive to consider the quark line diagrams which correspond to the correlation
function (5.19). These are diagrams (a) and (b) in Fig. 5.5. Diagram (a) is a disconnected
diagram. These kind of diagrams are noisy and additional effort will be necessary to get a
reliable result. Compared with the disconnected diagram in HM ChPT, one can also not
expect it to vanish in a lattice simulation after setting § # 0, since virtual particles can be
exchanged and thus transferring momentum between the two pieces. Since this is due to
short-range interactions, one can hope that this diagram does not scale with a factor L? like
diagram (a) in HM ChPT, but it could still yield a dominant contribution to the correlation
function.

One can also consider another time ordering of the fields in the correlator. As an example,
consider the correlator with the axial vector current A} (x) inserted on a time slice ¢, < 0.
The summation estimate for Eq. (5.19) with the time ordering ¢, > t, > 0 > t, and without
the disconnected piece reads

aQ

d . o -
ETH /dtz Cf)(q, tusty,tz) = 152 .¢ Exalt=l[g(g + B1Er.5)(0cads — Obade — Obeda)
y ™,q

+ e Brat {—g®(8oaqy — Svade — Oveda)
— Ex 3(d3dcqqp + d10baqe — d30beqa) }] da - (5.23)

This result comes with the drawback, that the coefficients d; are multiplied by the subleading
exponential exp(—FE; ;(ty + |tz])), compared to the other terms which fall of with the larger
exponential exp(—FEy 7 |t;|). This might hinder a reliable extraction of the NLO LECs d;.

Finally, one can consider a correlation function with A" and A~ interchanged. It is given
by

CO (Gt by ts) = / BF 432 (A, ()5} (y) AL (2)B(0)) - (5.24)
L3
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Computing the correlator in HM ChPT reveals that there is again a disconnected piece, which
is of the same form as the one found for C(1). For the connected piece and the time ordering
ty >ty >t, >0, the result reads

0(2)(% Lo, ty,t.) = ~Engts [efE"@tz{5cczf]b(g2 +d3Eyq 5) + 0baqe(9* — d1Eq )

e
2
4 Tr7§

— 6beqa(9* + doFBr 2)} + € Fmi W {5aqy(B1 Er g — 9°)
+ 60a4c(B1Er g — 9%) + Opeqa(—B1Er g + 92)}} da (5.25)

Using the summation method, one finds

~2
a _ . ~ ~
@, / dt. C (G ta ty 1:) = P e B[54, {g(B1 B g — 9Fn gty + P1E2 gty) + ds Br 5}

- 5bch{g(51Ew,a — 9B gty + B1E} gt,) + d3 Er g}
+ 60a0c{9(B1Er g — gEr gty + B1EZ 3ty) — d1Er 3} - (5.26)

The result given here has the disadvantage that there is only a single exponential, and the
NLO LECs d; and §; are therefore harder to disentangle. One therefore needs an estimate /3,
for extracting the LECs d;, a strategy for extracting them is given in Sec. 5.2.4. Additionally,
there are also terms which are multiplied by ¢,,.

As one can see, there are several correlation functions from which the LECs d; and dg
can be evaluated, but all of them come with a drawback. Only computing the different
correlation functions presented here in a lattice simulation will show which of them is suitable
for extracting the LECs.

5.2. B — 7 Vector Form Factors

The significance of the B — 7 vector form factors for the extraction of the CKM matrix element
Vb has already been stated in Sec. 2.4.2. The following section describes the computation of
the excited states contamination of the HQET matrix elements defined in Eq. (2.149) in HM
ChPT up to NLO in the chiral expansion. Some preliminary results were already presented
n [170].

The form factors can be extracted from the three-point function

C3,(d,t, 1) / d*F a3 170 (T (1, 3)V,, (4, 9)B°(0,0)) (5.27)

with pseudoscalar interpolating fields IIT and B° for a pion and a heavy meson, respectively,
and the heavy-light vector current V,,. The momentum ¢ in the correlation function is the
momentum of the pion in the final state. The matrix elements which define the HQET form
factors iy and h can be extracted from the following ratio of correlation functions

— =, 2 C 7t t v eff
(@[ |B) = tm VErg Coml@ ) i entto) B85 (5.98)
te,(t—ty)—o0 \/02 OCE(t —t)
For finite ¢ and t,, one has to take the excited states into account. The discussion in Sec. 4.3
makes it clear that the excited states contamination of the pion two-point function and the

pion mass is small. It will therefore be neglected in the following. On the other hand, the
excited states of the B meson two-point function 5CQB as well as the B meson mass Amp e
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cannot be neglected. Additionally, there are also contributions from the three-point function.
Assuming that the multi-particle states are weakly coupled, the spectral decomposition reads

Cau(d@.t,te) = = (O (@) (x @)V, | B(0))(B(0)| B0y~ Frrt=t)

52 O T (@) (@)|V, | B*(~D)7(p))
x (B*(=p)m ()| B0} e Frootvem Fralt=t) 4 (5.29)

One can see that there are Br excited states propagating from 0 to ¢, with energy Ep+r ~ E; 5
(remember that the static limit of HQET/HM ChPT with no mass term is considered). On
the other hand, there are only m77 states (not shown in the formula) propagating from ¢,
to ¢t which are suppressed by an additional exponential function exp(—FE;t) and a factor
1/f2~1/ Ai. One can expect that these lead to an excited states contamination which is of
the same size as the contamination of the pion two-point function and they are therefore also
neglected in the following. Only the contribution of the Bw states will be computed.

With these considerations in mind, one can define effective form factors as (no sum over k)

1 2 T C ,t t v e — —
b tyt) = 2V Era G e FGO1S _ p ()(1 1 5 (1, 1)

G \JOP(1,)CF (t — 1)

1 1
h(@ (14 6Cau(att) — 55CH(6) + QAmB,eff(tv)tv) , (530)

2 t t ity e _ -
(@t t) = \/\/ B7qu34 7, : mB,eH(tv)jeEﬁszj(t t) 5y = hy(@)(1+ 0hy (G, 1, 1))
CB(t)CF (¢t — ¢

; } 1 1
= hy(@) (1 +0C54(d,t,ty) — 5003 () + 2AmB,eﬂc<tV)tV) . (5.31)

The first equation is of course only defined for ¢x # 0. As discussed in Sec. 2.2.1, there are
several ratios from which the form factors can be extracted. A comparison between the excited
states contaminations of different ratios is presented in Sec. 5.2.3.

The computation of §CF and Am B,eff has been presented in Sec. 4.2. The computation of
(3, and its B7 state contamination in HM ChPT can be carried out in the usual way: the
interpolating field for the B meson has already been introduced before and is given explicitly
in Eq. (A.20) in App. A. For the pseudoscalar density which excites a pion from the vacuum,
one has

Ot =eént+..., (5.32)

with an LEC ¢ which drops out at the order in the chiral expansion that is considered in the
following. The heavy-light vector current, the analogue of g7, in HQET, is also given in the
appendix, see Eqgs. (A.24) and (A.25). So far, it has been used as an interpolating field for the
vector meson in the computation of gg+p, and its excited states contamination. There, it was
also possible to use a smeared operator since the matrix elements of the interpolating field do
not contribute to gg+pr, only to the excited states contamination. Here, one is interested in
the matrix element of the physical heavy-light vector current between a B and a pion state,
and applying a smearing procedure is therefore prohibited.

Diagrams which can in principle contribute to hy, h), and their respective Bm excited
states contamination can be found in Fig. 5.6.! These diagrams show two features which have
not been encountered in this work so far: i) diagrams (d), (e), (h), and (g) need interaction

'Diagrams (n) and (o) are missing in [170].

7



5. Excited States Contamination of Hadronic B Meson Matrix Elements

—A X A=>=.%=A X A= X
(a) (b) (c)

(d) (e) ® ()
%% ) X %‘#5% X A . b ' \\x A/=>=\o%=o’%=a X
(h) @) 6) (k)
A—e—>—e—>—/ X 4F>=-’%=/4 X 4#6%’%% ) X A » ’ ‘ ) X

Figure 5.6.: A subset of Feynman diagrams contributing to i, h||, and the B excited states
contamination of these form factors. See the caption of Fig. 5.1 for an explanation
of the symbols.

vertices coupling two pions to two heavy mesons and the vector current expanded to up to
two pion fields; and ii) whereas diagrams (a)-(c) have only a single propagating pion line, the
others have two. This means that the latter diagrams are suppressed by a relative factor of
1/f? compared to the former.

5.2.1. h,

For the form factor h,, the three-point function (5.27) with p = k needs to be computed.
Computing diagrams (a) and (b) in Fig. 5.6 shows that they yield terms with the same time
dependence as the first term in the spectral decomposition (5.29). They therefore contribute to
the HM ChPT result for A . Some of the diagrams (e)-(0) also show the same time dependence,
but these terms are of NNLO in the chiral expansion, an order which is not computed in full
here. These terms will therefore be neglected as before.

Using the results from diagrams (a) and (b) and computing the ratio (5.28), one finds

hL(a):%(1—61§”75)+.... (5.33)
™4

The LO result was first presented in [171], and reproduced and extended to one-loop
corrections of order p? in [132]. These results also include the mass splitting A = mps — mp
which is zero in the static limit of HQET and therefore neglected here. The references do not
include the order p correction presented here since they do not consider the order p term of
the vector current. In [172] on the other hand, the NLO term is included without relating
the coefficient explicitly to the LECs of the vector current. Note that all three publications
mentioned here use a different normalisation for f which explains the additional factor 1/v/2
in the above equation.

For the Bm excited states contamination, all terms which show the same time dependence
as the second term in Eq. (5.29) need to be considered. Forming the ratio (5.30), one finds for
the excited states of h |

. 1+ BlEﬂ,ﬁ/gefEma

5hJ_(t7tV7(7) = 1— 51E 4/9
7T7q

1 1
b 005Gt ) — 55(JQB@V) + 5 Amp o (te)te - (5.34)
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Figure 5.7.: Plot of 5hi°m, see Eq. (5.36), as a function of t,. The momentum of the pion in
the final state is chosen to be || = 220 MeV.

where the subleading contribution to the three-point function, (505% (q,t,ty), will be discussed
in App. C. The most outstanding feature of this result is the first term which is due to diagrams
(a)-(c): compared to the other three terms (and also all other results presented so far) it is
not suppressed by a factor 1/f? and it is also not a tower of excited states since no sum over
a free internal momentum p is present. This means that the leading excited state is of the
same order in the chiral expansion as the LO result for the form factor h | itself. Even more
striking is that at LO, i.e. for 81 = 81 = 0, the coefficient of the exponential is —1. One can
therefore expect that this term will give a large, negative contribution to the excited states
contamination. This term can be traced back to the result for diagram (b):

acgre Fralt=t) ag —Ergtv
(b) iE, ; ﬁfEﬂ,q(l e ). (5.35)

The first factor drops out in the ratio (5.30), whereas the second term is the LO result for h
which is factored out in Eq. (5.30). The factor 1 in the brackets is the contribution to the
form factor whereas the exponential contributes to the excited states contamination. It is the
latter term which is responsible for the large excited state. Computing all three diagrams
shows that the term proportional to 1 in the denominator is due to diagram (a), whereas the
31 term stems from diagram (c). The three diagrams which show only a single propagating
pion line therefore yield the dominant contribution to both the form factor and the excited
states contamination.

Since 6C£ and Am B.eff start at order p?, whereas the result presented above is of order p°
and p', the dominant excited states contamination of the form factor k| is given by

o 1+ BlEﬂ':‘y/ge—qu tv
1—BiExg/g

Fig. 5.7 shows a plot of this term and also investigates the effect of smearing. Since the
matrix element is proportional to the momentum g of the final state pion, see Eq. (2.149),
one has to chose a non-zero value for it. Here, the momentum was set to |g| = 220 MeV which
corresponds to the smallest non-zero momentum 27 /L on a lattice of size L = 4/m, at the
physical point. It is evident that the excited states contamination is indeed large and negative
when one sets 31 = S, i.e. without any smearing. At t, = 1.3fm, 5h(i°m is around —20% and
rather slowly increasing for larger ¢,. Even at t, = 2.0 fm, it is still at around —10%. The
green and red lines in the plot show how smearing can affect the excited states. The green
line, which corresponds to the value of 31 at which the excited states contamination of the B

SHA™ (¢, 3) = (5.36)
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Figure 5.8.: Plot of §h9°™ as a function of the final state pion momentum |g|. The insertion
time of the vector current was set to t, = 1.3 fm.

meson two-point function was minimised at ¢ = 1.3 fm, shows a significant reduction of the
excited states, but they are still at roughly —10% at t, = 1.3fm. Setting 51 = —21\;1 on the
other hand eliminates the excited states nearly completely, 5h‘i°m is around —2% at most.

This large excited state is not only present in the correlation function for the B — 7 form
factor, but also its B; — K analogue. The result is mostly the same, only the energy of the
final state pion E; ; has to be replaced by the energy of the kaon Ex z. For this reason, the
excited state is stronger suppressed, at least as long as the simulation is carried out with
my < mg. Since the LECs 81 and 3, are LECs in the chiral (and static) limit, they are also
the same in both cases as long as one is comparing simulations with the same number of sea
quarks.

Another interesting point to consider is the dependence of the excited states contamination
on the external momentum ¢. This is shown in Fig. 5.8 for a fixed vector current insertion
time of t, = 1.3fm. For larger t,, the excited states will be smaller due to the exponential
suppression. As one can see from the figure, 5h‘i°m is larger for smaller pion momentum |g|.
This is not surprising, since the exponential exp(—E; ;t,) is suppressed for larger values of
the energy E . z. For B1 = fi, 6h‘i°m can be about —40% for very small momenta and is still
around —10% for |g| = 400 MeV. It is clear that the excited states are large for most of the
energy range in which chiral perturbation theory is applicable. The red and green lines show
how smearing can help to reduce the excited states contamination. But as can be inferred
form the figure, this strongly depends on the pion momentum chosen. The red line minimises
the excited states at around |g| = 220 MeV, but for larger momentum it ‘overshoots’ and leads
to a positive contamination (not shown in the plot). This is then the region in which the green
line leads to a significant reduction of §h9°™. The lesson that can be learned from this plot is
that for smaller final state pion momentum, more smearing is needed (assuming as always
that smearing decreases the value of Bl)

This concludes the discussion of the leading excited states contamination of i, i.e. terms of
order 1 and p. On the other hand, the results for ¢ feff and 0g3i5, presented in the preceding
sections show that p? and p? terms can still yield a contamination of over 1%, and including
those terms also in the discussion of dh, is therefore desirable if one aims for a high precision
for the form factors. This requires the order p? and p? pieces of the interpolating fields and the
vector current, since these pieces contribute to diagrams (a)-(c) in Fig. 5.6 at that order. But
these terms have not been derived so far and the values of the new LECs which accompany
them are also not known. This prohibits an accurate prediction of the size of the excited states
contamination at order p? and higher at the moment. Furthermore, some of the remaining
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diagrams in Fig. 5.6, which contribute at the same order in the chiral expansion, are UV
divergent and the aforementioned LECs also need to be adjusted to serve as counterterms. In
App. C, the computation of these diagrams is discussed.

5.2.2. hy

The second form factor i is defined via the matrix element of the time component of the
vector current: (m|V4|B). Its determination requires the computation of the three-point
function C3, (5.27) for = 4, and the excited states contamination of the ratio of correlation
functions (5.28) has already been defined in Eq. (5.31). The excited states contamination of
the two-point function and B meson effective mass is the same as before, the computation of
003 4 in the effective theory proceeds along the same lines as the one for 6C3 ;. This means
that the same Feynman diagrams, see Fig. 5.6, have to be computed in the effective theory,
and one would expect that diagrams (b) and (c) in Fig. 5.6 would contribute O(p°) and O(p')
terms to 0C3 4. But the form of Vj in the effective theory, see Eq. (A.25) in App. A, does not
allow for such diagrams: for these diagrams, one needs terms in V; with exactly one heavy
meson and zero pions. The only heavy mesons in the theory are the pseudoscalar P and the
vector Py fields (Pj is zero due to the constraint (3.21)), but these do not have the same
quantum numbers as V4. The time component of a vector transforms as a scalar under parity
transformations, but P and P} both change sign under this transformation. For this reason,
all terms of V} in the effective theory couple a heavy meson to at least one pion. This implies
that diagrams (b), (c), (h), (i), (j), (k), (n), and (o) in Fig. 5.6 do not contribute to the
correlation function C34. This reduces the number of diagrams which need to be computed
considerably, and also prevents the appearance of large excited states. Furthermore, Fig. C.2
in App. C presents another set of diagrams which contribute to the order p? and p? excited
states contamination of i, and one might expect that they also contribute to dh|. These
diagrams are higher order corrections to the large excited state which falls of with the energy
of the final state pion, exp(—FEy zt). But this large excited state is absent in k) and it is
therefore not surprising that all of these diagrams vanish for the three-point function C34
from which £ is extracted.

The result for the form factor up to order p! is completely given by diagram (a) in Fig. 5.6.
It receives contributions from the LO and NLO terms of Vj:

hH(a) = —i\/%f (1 — BgEﬂ@) + ... (5.37)
Up to a phase, the LO result again agrees with [132, 171, 172] if one neglects the B-B* mass
splitting and adjusts the normalisation of f. At NLO, the LEC (3, enters whose value has
been given in Eq. (4.21) and will be derived in Sec. 5.2.4.
The excited states contamination of the three-point function only receives contributions
from diagrams (e), (f), and (g) in Fig. 5.6, all other diagrams either vanish or are of a higher
order in the chiral expansion. The result can be written in the compact form

1
1- /BQEW,Q'

3p2 2 > —E, 5t
) a5 |97(1 = B2Erg) + g(B1 + B1) Erpl e . (5.38)
— Sf2LOES | ]

503,4((?7 tva t) =
This result can be inserted in Eq. (5.31), the result for the excited states contamination of the
form factor. Fig. 5.9 shows the result as i) a function of time for |§| = 0 MeV, and ii) a function
of |g| for ¢, = 1.3fm. The plots show that dh is positive and about an order of magnitude
smaller than dh . This can be traced back to the absence of the large excited state due to
diagrams (b) and (c) in Fig. 5.6. For this reason, one finds at ¢, = 1.3fm and vanishing pion
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Figure 5.9.: The excited states contamination h) as a function of time (left) and of the final
state pion momentum (right).

momentum an excited states contamination of about 2%. This result, which was obtained
by setting 51 = 1, can be improved by applying smearing as exemplified by the green and
red lines in the left plot. If 81 = —A5 I can be reached by a smearing procedure, one can
consistently drive the excited states contamination to values smaller than 1% for time scales
at which ChPT is applicable. The plot on the r.h.s. in Fig. 5.9 shows that the dependence
on the pion momentum is mild. Only for larger |g|, it increases due to the overall factor of
1/(1 = poEr 7) in Eq. (5.38). This is just a sign that the form factor (5.37) is getting closer
to zero in this range of pion momenta. The green, red, and yellow lines show that applying
smearing to the interpolating fields can help to reduce the excited states contamination even
more. It can even lead to negative values of 0k, e.g. the yellow band with B = —A;l is
about —0.009 for |g] = 600 MeV.

In order to get Jh) for the process Bs — K, one has to make only minor modifications: the

results for 6C2s, Am By.eff, and 505 s are larger by a factor 4/3 compared to the B® and B~
results, which means that also dh | is rescaled by this factor, see Eq. (5.31). Furthermore, the
pion energies E 5 and F; ;7 need to be replaced by the kaon energies Ex 5 and Ef 3.

It is also worthwhile to investigate which momentum configurations in the sum (5.38) give
the dominant contribution to dh. In the analysis of lattice results, one often uses a fit ansatz
with a few exponentials which are supposed to capture the ground state and lowest lying
excited states contributions to a given correlation function. In order to see if this is indeed
enough or reliable, 6h will be evaluated in a finite volume with spatial extent L = 4/m
and for several cut-offs of the momentum sum in (5.38). In a finite volume, the momenta are
quantised and of the generic form

=", 5l =T, (539
with 77 a vector whose components are integers, and n is also an integer. In Fig. 5.10, i
is plotted for vanishing external momentum g, 81 = 81, and for several cut-off values for n.
They correspond approximately to the values 220 MeV, 310 MeV, 380 MeV, 440 MeV, 490 MeV,
700 MeV, 910 MeV, and 980 MeV. It is clear from the plot that at ¢, = 1.3fm the lowest
two or three momentum configurations constitute only a fraction of the total excited states
contamination. Even when including the five Bw excited states with the lowest energies, there
is still a considerable gap to the results which include the lowest 17 or 20 states, the states at
which the sum in Eq. (5.38) is apparently saturated. In other words, the excited states with
momentum larger than |p| = v/52m/L still give a non-negligible contribution to the correlation
function and it therefore seems unlikely that a fit with only a few exponentials will yield a
reliable result.
To sum up, fits which try to capture only the lowest few excited states might not be sufficient
for disentangling the ground state from the excited states contributions to correlation functions.
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Figure 5.10.: The excited states contamination dh in a finite volume for several cut-offs in
momentum space.

All in all, the excited states contamination of 6h is small compared to dh |, and positive. It
also does not show a significant dependence on the momentum of the final state pion over the
range considered here. The following section discusses how the choice of ratio from which the
form factor is extracted influences the size of the excited states contamination.

5.2.3. Comparing the Excited States Contamination of Different Ratios

In Sec. 2.2.1 several ratios for extracting matrix elements from three-point functions have
been presented. In Egs. (2.89)-(2.91), it was explicitly spelled out how the excited states
contamination of the three- and two-point functions as well as the effective masses combine
to the contamination of the ratios. This section studies how the choice of ratio influences
the overall excited states contamination of the B — 7 form factors. As discussed before, the
contributions of the pion two-point function and effective mass are so small that they can be
neglected. §C3 , on the other hand is the same for all ratios, so it is enough to study the effect
of 6CP and Amp o, see Egs. (4.28) and (4.32) for the respective leading results in HM ChPT.
This also has the advantage that the discussion is independent of the three-point function
and the particle in the final state. The results presented here are therefore applicable to any
ratio involving a heavy B meson in the initial state and can be combined with the excited
states contamination of the three-point function and the final state particle to arrive at the
full excited states contamination of a matrix element. Collecting the terms proportional to
5023 and Amp g in the 6 R;s, one has

1
SRB(t,) = —55023 (2t,), (5.40)
1
SRB(t,) = —55023(@) + Amper(ty) s, (5.41)
1
SRY(t,,t) = —56(3’23 (t) + Ampeg(t) (b — L) . (5.42)

As a reminder, the B interpolating field is inserted on time slice 0, the vector current at t,
and the pion interpolating field on time slice t. The latter time slice only enters in the third
equation. In Ch. 4, it has been argued that the ChPT results for B mesons are reliable, as long
as the time separation between the operators interpolating them is larger than 1.3 fm, whereas
for pions it should be larger than 1fm. From the form of the three-point function (5.27) from
which the form factors are extracted, it is therefore clear that one is restricted to ¢, > 1.3fm
and t —t, > 1fm. For R¥ and §RZ, one would therefore have to compute the B meson
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Figure 5.11.: The contribution of 5023 and Ampeg to the excited states contamination of
the three ratios defined in Eq. (2.84)-(2.86). The NLO LEC of the B meson
interpolating field was set to its local value 31 = 8 for the plot on the left, and
B = —A;l on the right.

two-point function for time intervals larger than 2.6 fm and 2.3 fm, respectively. At the moment,
the signal-to-noise ratio becomes too large for time separations above approximately 1.2 fm
(compare the plots in [173]), but one can hope that the discussion presented here carries over
to the contamination due to interpolating fields of other particles. The reason is that the
effective mass is derived from the two-point function, and the above (5]%}B s should show the
same qualitative behaviour irrespective of the chosen particle. On the other hand, there is
also the chance that improvements in algorithms will help to tame the signal-to-noise problem
in HQET, and one will one day reach time separations for which the results of this section are
applicable.

Numerical evaluations of the individual 6 RPs can be found in Fig. 5.11. The plot on the
L.h.s. was compiled for 81 = 1, whereas for the second plot 3, = —Ay I was used. The 5Rf S
are plotted as a function of ¢y, the time interval over which the B meson propagates. For 5R§
also ¢ needs to be fixed, and ¢t = ¢, + 1.5 fm was chosen. The main reason for this choice is that
for smaller values of ¢ — t, the results for SR¥ and § R¥ become more and more degenerate.
As can be seen from the plots, they both lead to a negative and tiny contribution to the
excited states contamination of the form factors. For times larger than 1.3 fm, one finds an
underestimation of at most 0.05%. The effect of 5R£3 on the other hand is more pronounced,
and one finds a positive result of size 0.7% for local interpolating fields and 0.1% for the
smeared fields at t, = 1.3fm. The reason for this larger contribution to the excited states
contamination can be easily explained: from Eqs. (4.28) and (4.32), it is clear that the RPs
are given by sums of exponentials of the form exp(—FE; 5t'). Whereas for ¢ = 2, one has to set
t = ty, the other two have t' = 2t, and t’ = t, + 1.5 fm and are thus stronger suppressed.

With these results at hand, one can study their influence on the excited states contamination
of the B — 7 form factors. Since dh, is dominated by the large excited states in the three-point
function, it will not be discussed here. From the plot of ok for fixed |g| = 0 in Fig. 5.9,
one can read off an excited states contamination of approximately 2% at t, = 1.3fm and for
local interpolating fields. This plot shows the excited states contamination of the ratio Rs
defined in Eq. (2.85). In this section, it was found that 6 RZ (1.3 fm) ~ 0.7%, which is about
one third of the total contamination of the ratio. If it would be possible in the future to use
ratio Ry (Eq. (2.84)) or R3 (Eq. (2.85)) for extracting the form factor k|, the effects of excited
states would be dramatically smaller. The same conclusion can be deduced for the ratios with
smeared interpolating fields.

On the other hand, it seems plausible that if one can one day simulate the B meson two-point
function with a time separation of 2.6 fm, one can also simulate three-point functions with a

84



5.2. B — m Vector Form Factors

0.020

0.000
>
-0.002 © 0015}
=
= 000 S 0010 Local
= _ > 0. r — Loca
' —B=-A] 32
-0.006 X = P -1
ES < — By=-A
— Local © 0.005} X
-0.008 %
-0.010 0.000 : : : : : S
08 10 12 14 16 18 20 08 10 12 14 16 18 20

t,/[fm] t,/1fm]

Figure 5.12.: On the Lh.s. the contribution of §C¥ to the excited states contamination of the
ratio Ry is shown for 81 = 8. On the right, the B7 excited states contamination
of (3 4, the three-point function from which k| is extracted (see Eq. (5.38) for
the result in HM ChPT) is shown.

B meson propagating over a time interval of similar size. For this reason, it makes sense to
compare the ratios R (t,1.3fm) and Ra(t,2.6fm) for the extraction of h. Since the effects of
the pion two-point function and effective mass are not considered, and the B states in the
three-point function propagate from 0 to t,, the result for the excited states contamination
of the two ratios does not depend on ¢ to the order it has been computed in this thesis.
Computing it explicitly, one finds

1
6R1(t,1.3fm) = 5C3 4(¢,1.3fm) — 5502]5‘(2.6fm) =0.7%, (5.43)
5 Ra(t, 2.6 fm) = 6Cs.4(t, 2.6 fm) — %5023 (2.6 fm) + Ao (2.6 fm) x 1.3fm — 0.2%. (5.44)

The contamination of Ry is smaller, a result that can be traced back to dC3 4 whose explicit
form is given in Eq. (5.38) and plotted in Fig. 5.12. For Ry, it is evaluated at 1.3 fm, whereas
for Ry at 2.6 fm. The exponentials exp(—E; 5ty) lead to a stronger suppression for Ry which
explains the smaller value for §RZ.

There is another point which should be discussed: having a closer look at Eq. (5.41), one
sees that 0C%, which is strictly positive if the same smearing is used for the operators at
source and sink, enters with a negative sign, whereas Amp o, which is also strictly positive
under the same assumptions, enters with a positive sign. From the plot in Fig. 5.11 one can
infer that the contribution of the latter must therefore be larger. On the other hand, one does
not have to use the effective mass in the definition of the ratios, but can instead extract the B
meson mass beforehand and use it in the exponentials. If one can be sure that the excited
states have been eliminated consistently, only the contribution of the two-point function enters
in Eqgs. (5.40)-(5.42). Since JR¥ does not depend on the effective mass and dRY is small
anyway, only 6RY will be considered in the following. First, for completeness and in full
generality, the ratio considered in the following is given by

= o Cs(t,t) mrtm L .
Ry(t, 2y/mrmp e™ F FIT|I 0C3(t,
) = = (FITIE) 1+ 6C5(0,1)
-5 _(o0F () + 5021(75'))} = (FIT|I) (1 + 6Ra(t, 1)), (5.45)

with arbitrary particles in the initial and final state, see Eq. (2.83) for the definition of the
three-point function. In the following however, B — 7 matrix elements are of interest. The
contribution of the initial state B meson interpolating field to the excited states contamination
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Figure 5.13.: The excited states contamination of i when extracted from the ratio Ry defined
in Eq. (5.45).

of the ratio therefore reads !
SRE(t,) = —55023 (ty). (5.46)

The Lh.s. plot in Fig. 5.12 shows 6R§ as a function of t,, it is negative and approximately —0.4%
at ty = 1.3fm. The other plot in the figure shows dC3 4, the excited states contamination of the
three-point function from which % is extracted. Neglecting the excited states contamination
of the pion two-point function, 6k is given by the sum of 6C54 and 5R§ . Since 0C3 4 is
positive, a cancellation between the two contributions takes place. The result is plotted in
Fig. 5.13. Comparing it with the plot in Fig. 5.9, which shows the excited states contamination
of the ratio given in Eq. (5.31), it is clear that the ratio considered here is superior since dh|
is below the 1% level. At t, = 1.3 fm, the excited states are reduced by a factor 5 for local
interpolating fields. With a suitable smearing procedure, it seems even possible to consistently
reach a 0.1% level. One therefore has to conclude that, at least for h, ratios involving the
effective B meson mass lead to a larger excited states contamination and should therefore be
avoided by extracting the B meson mass beforehand.

5.2.4. Extracting 3; and B2 from the Form Factors

The high degree of symmetry of static HQET made it possible to significantly reduce the
number of LECs of the local heavy-light currents and densities. There is only one constant at
leading order in the chiral expansion, «, which is related to the heavy meson decay constant.
At NLO, there are two LECs, 81 and £, which couple at least one pion to a heavy meson.
As can be seen from Egs. (5.33) and (5.37), they enter the results for the B — 7 vector form
factors. Comparing the analytic results found in HM ChPT to lattice determinations of the
form factors is therefore a promising procedure for extracting the NLO LECs. A similar
discussion has already been presented in [116].

A recent lattice computation of the form factors using relativistic heavy quarks was carried
out by the JLQCD collaboration [140]. In the publication, they also give an explicit expression
for the fit to the numerical results of the two form factors. From the results for the fit
parameters, it is possible to deduce numerical values for the two LECs 81 and §2. The relevant
terms of the fit read

Fa(Ex) = Do (1+ DpNpEy) -+ (5.47)
3
fi(Ex) + f2(Er) = Co (1 +> CE"NJ%E7?> S (5.48)
n=1
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The dots represent additional terms of the fit which include chiral logarithms, 1/my, corrections,
and discretisation effects. Ap is the mass difference of the vector and pseudoscalar B meson
and Ng = 1/(0.3GeV) is a normalisation constant. The constants D; and C; are the free
parameters of the fit. The two form factors f; and fo» are related to the form factors h; and
h|| defined in Eq. (2.147) via the equations

f2(E7r)
E.
h(Ex) = 2[f1(Ex) + fo(Ex)] . (5.50)

hi(Ex) =2 (5.49)

Note that these are the form factors for relativistic b quarks, the matching to the form factors
in static HQET is given by the relations in Eq. (2.150). Equating then the HM ChPT results
with the NLO results of the fit function, one has

ag /BlEﬂ') DO E7r
C 1— =220 T (14 DgNgE,), 5.51
Vﬂwa< g E, Bnt gt PENEE) (5:51)
Cps—=(1 — Bakr) = 2Co(1 + CpNpEs). (5.52)

V2f

If one neglects the B — B* mass splitting, which is zero in the static limit of HQET, the LECs
(1 and By can be inferred from the above equation,

p1=—-9gDENg, (5.53)
P2 = —CgNg. (5.54)

The numerical results for the fit parameters are given as C = —0.37(1) and Dg = —0.086(14).
From these, the best values and the errors for the NLO LECs can be computed. For 1, also
g = 0.49(1) is needed. The errors which are obtained from these inputs might in fact be
too small: the lattice computation was carried out for relativistic quarks whereas the ;s are
LECs of static HM ChPT/HQET. To be sure that the systematic errors which arise due to
the difference between the two theories are captured, the resulting errors for 51 and [ are
doubled. This leads to the results already presented in Eqs. (4.20) and (4.21):

81 =0.14(5) GeV !, (5.55)
By = 1.2(3) GeV 1. (5.56)

These are the results for the LECs of the local heavy-light currents and densities. The results
for the excited states contamination presented in this work on the other hand also depend on
the LEC 31 of the smeared interpolating fields. Since the value for this LEC is not universal
but depends on the applied smearing, it is desirable to find a procedure from which it can be
extracted. A straightforward, but tedious strategy would be to compute the matrix element
(m|By| B) where By, is the smeared interpolating field of the vector B meson. An easier approach
consists in computing the three-point function C3j (5.27) for local and smeared heavy-light
vector currents, and taking their ratio. These correlation functions will be denoted by C}{’,ﬁ and

5k respectively. The dominant contributions to these correlators stem from diagrams (a)-(c)
in Fig. 5.6, and the result for the correlator with the local vector current reads

comiloc(g 4 4y = 4\/0%@@92 gre Bralt=t) |1 _ PrBrg gt P1Erg B, g,
' fEmgj g g
(5.57)
For the smeared vector current, one has to make the replacements o — & and 81 — 31. The
constants &, Bl, and ¢ are the LECs of the interpolating fields for the initial state B meson
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and the final state pion. One should use the same smearing for them in both correlation
functions. Taking the ratio mentioned before and expanding the denominator, one finds

d -
C3?gm’sm(Qa t: tv)

Cdom IOC(q’ t, tv)

Q| &

[1 B =B ﬁl 81+ B
g g

7.(.7(*]* o 7Eﬂ—7q’ 6—E7r,fi tv + O(E’721'7(?)‘| . (558)

The LEC /3, drops out to this order in the expansion. The expansion itself on the other hand
is only justified as long as
E. 3E,
‘Bl 7y Bty 4 I1Emd g | g (5.59)
g

holds true. This requirement might be spoiled by the second term, the single exponential
without prefactor, if the pion energy is small. Since the size of the time interval ¢, is limited
by the signal-to-noise ratio of the heavy meson, a moderately large pion energy E ;7 might be
necessary. On the other hand, the energy cannot be too large, otherwise higher order terms in
the chiral expansion cannot be neglected or the chiral expansion breaks down completely. It is
therefore advisable to compute the ratio (5.58) for more than one pion momentum in order to
check if the results reasonably follow the analytic form presented here. If the expansion is
justified, Eq. (5.58) can be used to extract §;. The overall constant &/« can be extracted
from a ratio of B meson two-point functions, e.g.

(o}

CB LS +
= 888 SR (5.60)

where the dots stand for higher order corrections and the excited states contamination of
the correlators. CB S is the B meson two-point function with one local and one smeared
interpolating field, whereas CQB S5 1ses the same smearing at both source and sink. After
dividing the ratio (5.58) by this factor, 51 is the only unknown parameter of the result. It is
nevertheless necessary to compute the ratio for at least two values of ¢, so that the second
and third term in Eq. (5.58) can be reliably disentangled. Computing the ratio for at least
two pion momenta of different magnitude is needed for distinguishing the constant and O(p!)
terms.

The result for the ratios (5.58) and (5.60) only considered the leading contributions to the
correlation functions and neglected all higher order corrections and the subleading excited
states contamination. This can introduce systematic errors in the determination of 31, but
they are only of a higher order in the chiral expansion. Since f8; is an NLO LEC, it is not
necessary to determine it at the subpercent-level anyway.

5.3. BY-B° QOscillations

This section lays out the computation of the B excited states contamination of the BY-B°
mixing amplitude in HM ChPT. The relevance of this oscillation process and how the CKM
matrix element V34 can be extracted from it has already been presented in Sec. 2.4.3. The very
nature of this process, in which a particle is converted into its anti-particle, makes it necessary
to consider correlation functions which do not only include the interpolating fields for heavy
mesons with a b quark, but also with a b quark. Besides the interpolating field B®), which
interpolates a B meson and was denoted by B so far, one also needs an interpolating field
for its anti-particle, the B. This field will be denoted by B(®) and can be obtained by charge
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conjugation. The two fields are needed for computing the three point function (¢t > ¢; > 0 is
assumed throughout)

Coaltstr) = [ &% (B(2)0;(t. 7)B"(0.0)) (5.61)
L3

where O;, i = L, M, are the two operators which mediate the neutral B meson oscillation in
HQET/HM ChPT, see Sec. 2.4.3. The ground state contribution to this correlation function
is proportional to the matrix element (B°|O;|B°) and it can be extracted from a suitable ratio
of the above three-point function with the B and B meson two-point functions. Since the
interpolating fields for a B and B meson are related by charge conjugation it follows that the
two-point functions are identical:

<o’5<b> (:C)B<b>T(o)\o> = <o\c—1 cB® ()] [eB®H (o) c’o>
= (0|B® (2)B"(0)|0) . (5.62)
A suitable ratio for extracting the B°-B% mixing matrix elements is therefore given by

Cs,i(t, tr)

(B°|0s|B") = w2

(5.63)

For finite time intervals ¢; and t — t1, excited states will also contribute to the ratio. It is
therefore convenient to define

Cs;(t, t1) =0 B
Ri(t, t;) = 2= — (B0, 1+ 0Cs54(t, t1) — 6CB (¢
(t.0) = 2= (B°|0|B”) (1+8Cs4(t,t1) — 05CF (1))
:<BO)0i ) (14 6R(t, 1)), (5.64)
ORi(t,t1) = 3 (bra(@)e™ P 4 b (B Prat=0) 4 y(F)eFrat) (5.65)
D

O R; captures the effects of the excited states. As before, only the dominant B excited states
contamination is considered which leads to the above form for dR;. The coefficient by ; gets
contributions from the matrix element (B|O;|B*7), whereas (B*7|O;|B) contributes to b ;.
The coefficient ¢; receives contributions from the matrix element (B*7|O;|B*7), but also from
the excited states of the two-point function and is given by

ci(P) = cspt,i(P) — capt (D) - (5.66)

The coefficient capt of the B meson two-point function has been defined in Eq. (4.29). The result
in Eq. (5.65) is of the same form as what has been found for the excited states contamination
of gp+pr in Sec. 5.1. There, it was argued that the summation method is a suitable tool for
reducing the effects of excited states. For this reason, it will also be applied here and one
defines

t

Rom (g S/dtl Ru(t,t) = (B°]0i|BY) (1 + SRI™(1) (5.67)
0

SR™(t) =) (bl,i(ﬁ) +b2,:(P) + ci(P)(1 — Ex *t)) Frst (5.68)

3

In the following, the computation of the three-point function (5.61) in HM ChPT is presented,
from which the coefficients b; and c3p¢ can be obtained. To do so, one first needs to derive
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the interpolating field B®) for a B meson with a b quark, and also the analogues of the
HQET operators Or, and Oy in HM ChPT. The former can be obtained by applying charge
conjugation to the interpolating field B®). The transformations of the fields H® and u under
charge conjugation have already been given in Egs. (3.38) and (3.40), and the action of the
charge conjugation matrix C' on the gamma matrices was presented in Eq. (3.42). Applying
this to the interpolating field derived in Sec. 4.1, one finds

B® = cptlic—t = —%Tr [’ymﬁﬂ(_ ] + iTr ['ymu umH(?’)} + dTBQTr [75U7U4H(E)}

- %u+P(5) + %uwkp,@* + laf 20 uy PO (5.69)

An explicit calculation shows that the two-point functions of the fields B® and B® do indeed
agree. The interpolating field for a vector meson with a b quark will be needed in Sec. 5.3.3,
so it is convenient to present it here

B,(f) = —CB,(Cb)Cf1 = —%Tr [’YkUJrH(E)} + a—ﬁlTr [’yk'y5’ymu+umH(E)} + Q—BQTr {’ykufule(E)}

4 4
_ QUJFP]EB)* B laﬁl 0452 _

. u PO* (5.70)

(5klmumP( ) + up P b)>
The minus sign in the definition of B,(Cb) is due to the convention for charge conjugation of
vector mesons, see the definition in Eq. (3.40) which carries over to the interpolating field of a
vector particle.

5.3.1. Oy, and Oy in HM ChPT

The derivation of the operators Oy, and Oy in HM ChPT is more involved. The LO results
for Oy, [164] and Og [174], which enters in Oy, can be found in the literature, but expressions
for the NLO terms do not exist. Before starting with the derivation, it is useful to present two
symmetries which will reduce the number of independent LECs of the operators in HM ChPT.
On the one hand, one can show that the operator O defined in Eq. (2.163), which mediates
the neutral meson oscillation in QCD, transforms into its adjoint under a CP transformation:

(CP)O(t, ) (CP) ' = O (t, —T) . (5.71)

This can be checked explicitly by using the following transformation laws of spinors [70] (the
action of the matrix C' on the gamma matrices has been defined in Eq. (3.42))

PY(t, 2)P~" = yip(t, —F), PY(t,Z)P~" = ¥(t, —2), (5.72)
C(t,7)C = C Wt o)7T, Cip(t,2)C = —(t, 7)1 C. (5.73)

This property of O descends to the operators in the effective theory if one demands that the
independent HQET operators @ and Q transform into each other under charge conjugation.
It should therefore also be implemented for the analogues of Or, and Oy in HM ChPT.
Secondly, the operator Oy, is invariant under a special HQS transformation, a rotation of
the heavy quark spin around the z-axis by an angle 7. It is the same spin rotation which has
already been used in Sec. 2.3 to relate the heavy-light pseudoscalar density and the vector
current in HQET, see Eq. (2.111) for its matrix representation . Using the transformation
laws given in Egs. (2.105) and (2.124), Oy, transforms under this specific transformation as

Or, = [QM,(1 — 75)d][QVu(1 — ¥5)d] = [QTS My, (1 — 75)d][QS (L —v5)d] . (5.74)
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5.3. B-BO Oscillations

In order to prove the invariance of Or,, it is enough to compute the product of matrices directly.
One finds

5.75
5.76
5.77

(
(
(
(5.78

)
)
)
)

Plugging these results into Eq. (5.74), one sees that Oy, is indeed invariant under this spin
rotation. This fact will be used when deriving O, in HM ChPT.

This invariance also leads to a non-trivial relation between correlation functions: Apply the
same transformation to all fields in the three-point function (5.61), which is used to extract
the B%-B° mixing matrix elements. In HQET, the interpolating fields transform as

5@ — ¢158Q = —q13Q (5.79)
7:Q" — 7:SQ" = q13Q" . (5.80)

Note the sign in the first equation which is absent in the second. The same is true in the
effective theory. This then implies

<0’B(b)OLB(E)T’0>
= <0‘U‘1(8) U$)BOU(S)] [U($)0LU1(9)] [U(S)BPTU(S)] U(S)\o>

— (o 0). (5.81)

The matrix elements for pseudoscalar and vector meson oscillations which can be extracted
from the ground states of these three-point functions thus satisfy

(lonf) = (5

BY 0, B!

Ou|B*) (5.82)

a result that has already been noted in [164, 174].

With these considerations in mind, one can start deriving Or, and Oy in HM ChPT. The
procedure will be similar to the derivation of the B meson interpolating fields in Sec. 4.1. It
is useful to start by stating the transformation laws of the operators under LEFN, HQS, and
chiral transformations. For the first two, one has

Ojap — e @ @0, 58718 (5.83)

with an arbitrary HQS transformation matrix S and the phase factors which are due to the
U(1) LEN conservation. The indices o and (8 are the spinor indices of the two heavy quarks.
Since @ and Q are a priori independent fields in HQET, they transform with different phases
under LFN transformations. From this, it is clear that the operators contain one H® and
one H® field.

For the chiral transformations, it is convenient to keep the flavour of the two light quarks of
the operators arbitrary but identical. Setting the flavour index f to f = 2, one recovers the
operators for B%-B% mixing, whereas for f = 3 one obtains the B?-B? mixing operators if one
studies three-flavour ChPT. Under an arbitrary chiral rotation, one has the transformation
law (no sum over f)

Oirr = LinLsp,Oififo s (5.84)
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5. Excited States Contamination of Hadronic B Meson Matrix Elements

where L is a transformation matrix of SU(2);,. In the effective theory, the fields H® and H ®)
transform with the compensator field h under chiral transformations, but coupling them to
the Goldstone bosons u one finds the correct transformation behaviour

wH® 5 Ly ® uH® — LuH® (5.85)

At leading order in the chiral expansion, these are the only building blocks. Following [174],
the most general form for the two operators is then given by

Orfr = oy Tr [F} (uér(b))f] Te [r; (u H(b))f]
J
R RATON 50
k

where the I'js and I'ss represent any combination of Clifford algebra elements as long as
all spatial indices are contracted. As noted before, terms with -4 are redundant due to the
constraints

HO~ny = O = —4, g® (5.87)

HO~Ny = —gO — -, 7O (5.88)

But even then Eq. (5.86) is redundant: the terms with two traces and one trace are related by
the identity [175]

ATr [AB] = Tr [A] Tr [B] 4 Tr [Ays] Tr [y B] + Tr [A~y,] Tr [, B]

1
+ Tr [Av,7vs] Tr [v57,.B] + iTr (Ao, Tr [0, B] . (5.89)

It is therefore possible to drop the terms proportional to ﬁi(gz). The terms proportional to ag’oj)

on the other hand are similar to the terms encountered in the interpolating fields of the B
mesons. It is therefore not surprising that the only non-zero contributions to the operators
stem from the terms

OO = 0%(,01) Tr {7511[?(1’)} Tr [’ywH(i’)} + 041(?2) Tr {’ykuﬁ(b)} Tr [,quH(B)] . (5.90)

All other insertions of gamma matrices either vanish or are proportional to the terms presented
here. For convenience, the flavour index f was dropped, but one should keep in mind in the
following that there are two open indices. For Oy, it is convenient to evaluate the trace over
the Dirac indices and redefine the LECs so that

OII\“/IO =m (uP(b)T) (uP(E)) + 12 (uP,E,b)*T) (uP,E,B)*) . (5.91)

This is the final result for Oy at leading order, using CP transformations does not lead to
a relation between the two independent LECs. The same result has already been presented
in [174]. It will be shown later that 7y is the LO result for the matrix element (B°|Oy|B°).

For Oy, on the other hand, one can use that the operator is invariant under the specific
HQS rotation introduced before. The transformation of Or, under this rotation is most easily
carried out using Eq. (5.90). Inserting the definition of the rotation matrix, see Eq. (2.111), in
the individual terms and computing the products P+S~1y; explicitly (P are the projectors

92
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in the definition of the H fields, see Egs. (3.19) and (3.38)), one finds

Tr :’yluH(E)Sfl: =Tr {’yguH@)} , Tr :’yluﬁ(b)Sfli =Tr [’yguf_[(b)} ) (5.92)
Tr :’yguH(B)S_l: = —Tr [yluH(i’)} , Tr :'yguf_l(b)S_l: =-Tr ['yluﬁ(b)} , (5.93)
Tr [’yguH@S_l} = —Tr [75uH(B)} , Tr {73u1:1(b)8_1} =Tr {75711':[(1’)} , (5.94)
Tr :75uH(E)871: =Tr [’}/3UH(E)] , Tr :’y5uﬁ(b)871: =-Tr [’yguﬁ(b)} . (5.95)
This leads to the following transformation of Or, under the HQS transformation
OIEO = aI(J) [ suH©® )} { 5uH(b)] + oz( ) Tr [,qu];’[(b)} Tr [’ykuH@)}
— —a£,)1 Tr [vku}_[(b)} Tr {vkuH( )} — oz£7)2 Tr [75uf_l(b)} Tr [75uH(B)} . (5.96)
Requiring that the operator is invariant leads to a£0)1 = —a£0)2, and after evaluating the trace
over the Dirac indices and redefining the LEC, one arrives at
OIEO =p [(uP(b)T) (uP(B)) — (uP,ib)*T> (uP,gb)*)} . (5.97)

The Minkowski space version of this result has already been derived in [164, 174].

At NLO in the chiral expansion, no results for the operators exist in the literature and one
therefore has to work them out first. The discussion in Sec. 4.1 for the B meson interpolating
fields shows that it is enough to consider inclusions of the field u,,, the reader is referred to
this section for more information. Due to its transformation behaviour under chiral symmetry,
this field can only be inserted between the H fields and u, and the most general expression for
the operators thus reads

OO = oV Tr [ysuu B Tr [yut®] + a3 Tr [ O] Tr [5ub @]
+ ol g T {’nuukﬁ(b)} Tr [fy uH(B)} +af)Tr [751&1?(1’)} Tr [wguwcH(B)}
+alt )Tr[ kuH@] Tr[ 5uukH<b)} +aly 5klmTr[ luH(lﬂ] Tr [’y uukH“’)}
+ al(j)Tr [75uu4ﬂ(b)} Tr {75uH( )} + a;g”ﬁ" [’quu4H( )] Tr {’VWH( )}
+ ag}g)Tr [75uf_1(b)} Tr {75UU4H(5)} + a§}1)0Tr {’qu-ff(b)} Tr {VkUU4H(E)} - (5.98)

Again, these terms include all possible non-vanishing and non-redundant insertions of gamma
matrices. Evaluating the traces, one finds for the operator Oy

ONFO =y [i61 (wu POT) (uP®*) + ia (wu PO (uP®) + ig32am (wun BT (uP )
+ i (uPO1) (i ) + s (uP”) (wr PO) + idhgegam (uP*T) (i V)
+ 67 (wa POT) (uP®) + g (wus PO (wP )
+ o (uPOT) (wusPO) + 619 (ub”") (UU4P,§b)*)]. (5.99)

The LECs have been redefined for later convenience. This result can now be simplified by
applying a CP transformation. As explained earlier, the operator must transform into its
adjoint under this transformation, which leads to non-trivial relations between the LECs ¢;.
In order to see how this works, consider the terms proportional to ¢; and ¢s:

AONEC =y {i(bl (uukP(b)T)< P(b ) 1¢)5(uP b)x )(uukP(b)>] . (5.100)
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P Py uw | ug | ug
C| P |-P;|ul | uf| of
P|—-P | -F; ul | ug | —ug

Table 5.1.: Transformation of the various fields under C and P transformations. The notation
P denotes the transformation into the respective anti-particle.

By using the transformation rules of the fields given in Tab. 5.1, it is possible to compute the
CP transformed of these terms

(CP)AOYC (cP) ™t =y [—iqbl (P(E)TukuT) (Péb)*uT) —igs (P,gl_))*TuT> (P(b)ukuTﬂ . (5.101)
The adjoint of AOIICI/[LO on the other hand is given by

AONOT _ m{ i (PO ) (PO — it (PO (p(b)UkuT)] , (5.102)

Comparing the two results, one finds ¢; = ¢:. This procedure can be repeated for the other
terms, and one finds ¢2 = ¢}, ¢3 = ¢§, 7 = —¢5, and ¢g = —¢],. Here, it was already used
that n; is real which follows from the fact that

:<B°’OM’BO>:<BOI(CP) H(CP)Ou(CP)H(CP)|B) = (-1)* (B°|0L,|B°)
<B°’OM‘BO> =, (5.103)

which is just a manifestation of CP invariance of QCD which is inherited by HQET. It is
expected that also the excited states of this matrix element are then purely real. From the
computation of the excited states contamination, which will be presented in Sec. 5.3.2, one
can infer that ¢1, ¢, and ¢3 have to be real valued for this to be true. For the LECs ¢7 and
¢g, no such statement can be made since they do not enter the result for the excited states of
this matrix element. The final result for the NLO terms of Oy therefore reads

ONEO = iy [i6o1 (wu PO (uP") + ion (w PLO™T) (uP®) + 632 (wun BV (uP D7)
+ i (uPOY) (we PO + iy (uP™") (e PO + iy (uPD) (w PO
+ 7 (s POT) (uP®) + g5 (wus BT (upb ")
= o5 (wPO) (s PO = 63 (uP*") (wua P)] (5.104)

The invariance under the special HQS rotation given in Eq. (2.111) reduces the number

of independent LECs of Or, even further. The effect of this transformation is best studied

in Eq. (5.98). For starters, one can notice that the terms proportional to a£1)7, agé, agé,

and ail,)lo have the same Dirac structure as the LO terms presented in Eq. (5.90). Using the

relations (5.92)-(5.95), one can infer that the equalities 041(417)7 = —aﬁ% and aﬁg) = —048)10 follow

from the invariance of Or, under this spin rotation. Furthermore, considering the ag)l, a£1)2,

aﬁi, and 043)5 terms with index k = 3 for ug and 7, one can derive from the same relations

that a£1)1 = a£1)2 and a}ﬂ = ai% The terms with & = 1, 2 relate these coefficients to a(ng,) and
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Figure 5.14.: Feynman diagrams contributing to the matrix elements (B°|Or,| B®), (B°|Oy|B?),
and their respective excited states contamination. The filled square represents
the operators Or, and Oyg, the diamond the interpolating field of a B meson and
the triangle of a B meson. The other symbols have the same meaning as before,
see the caption of Fig. 5.1.

a£)6 For example, one finds that

O‘(Ll,)1T1‘ 75551127(1’)571} Tr [71§H(b)571} = —a(L1)1Tf {73§§1f1(b)} Tr [72§H(b)}

= a£ )16132TI' [ngflg(b)} Tr [’72£H(b)} s (5105)
from which it follows that aﬁ)l = aﬁ%, and from a similar relation one can infer that ozgjl = Oq(jé-
All in all, the invariance of Oy, under the special HQS transformation has already brought
down the number of independent LECs to four. From here, one can use the same steps which
were already undertaken for the NLO terms of Oyr: one evaluates the traces over the Dirac
indices, performs a CP transformation and demands that the result is the adjoint of Oy,. This
reduces the number of independent LECs by another factor of two. After redefining the LECs,
one can write the final result in the form

OELO = p[iwl (uukP(b)T) (uP,gB)*) + iwq (uukP,gb)*T) (uP(B)) + W1 Eklm (uukPl(b)*T) (uP(B)*>

+ iwy (up(bﬁ) (uukP,EB)*) + iwq (uP(b)*T) (uukP(E)) + w1 Ekim (uPl(b)*T) (uukP,g’)*)
o PO (u0) ) )
— wj (uP®") (wua PO) + w3 (ub”") (u us PO 9] (5.106)

This concludes the derivation of the operators Or, and Oy to NLO in the chiral expansion in
HM ChPT.

5.3.2. Excited States Contamination of B°-B° Mixing Matrix Elements

The computation of the three-point function defined in Eq. (5.61) requires to evaluate the
diagrams shown in Fig. 5.14. The explicit expressions for the interpolating fields are given in
Eqgs. (A.20) and (A.22), whereas the expansions of the operators Op, and Oy to first order
in the pion field are given in Egs. (A.33) and (A.34). The interaction vertices coupling two
heavy mesons to a single pion can be found in Egs. (A.9) and (A.35). In the following, the
excited states contamination up to NLO in the chiral expansion will be presented. Diagrams
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(b) and (c) only start to contribute at NNLO and are therefore neglected in the following.
Diagram (m) is also of order p*, but it will be kept in the results since it partially cancels a
contribution of the two-point function in the ratios.

The LO results for the three-point functions receive contributions from diagram (a) and
read

~2
Cap(tt) = =L (5.107)
Csnilt,tr) = 5‘24771 (5.108)
from which the LO result for the matrix elements can be extracted from ratio (5.63):
<B°‘OL’BO> —pt..., (5.109)
(B°|Om[B®) =mi + ... (5.110)

The ellipsis stand for higher order corrections in the chiral expansion and 1/mp.

The excited states contamination of the ratio was defined in Eq. (5.65). First, the excited
states contamination of the ratio used for extracting the matrix element (5°|O,|B%) will be
investigated. The explicit results for the coefficients in Eq. (5.65) read

b1,1.(P) = ba,1.(P) = gé(ﬁ)g(g + B1Enp+ 2w Er ), (5.111)
capt,L(P) = gﬁ(ﬁ)(g +B1Er5), (5.112)
cL(P) = c3pt,L(D) — copt(P) = —%g(ﬁ)(g + B1Er5)%. (5.113)

The coefficient cap,¢ and the function £ have been defined in Eq. (4.29).

The unknown LEC wq of the operator Oy, is also present in the result, a suitable correlation
function from which it might be determined in a lattice simulation is presented in Sec. 5.3.3.
For the following numerical evaluation of JR{"™™, one has to take recourse to dimensional
analysis in order to estimate its impact. In analogy to the estimate of the NLO LEC « in
Sec. 5.1, it will be assumed that —A;l <w < A;l is a reasonable guess for the value of wy. In
Fig. 5.15, a plot of 0 R{"™(t) can be found for three different values of w; and 51 = 1. Since
the excited states contribution is a linear function of w; (to NLO in the chiral expansion),
it is clear that larger values also lead to a larger value of R{"™. In the worst case scenario
considered, which is w1 = Ay L the excited states contamination is roughly 4% at ¢ = 1.3 fm.
On the other hand, for wi; = —A;l it is around 1%.

In Fig. 5.16, the dependence of  R{"™ on the smeared LEC 31 for wy = 0 is presented. It is
clear from that plot that smearing can indeed help in reducing the excited states contamination.
For 3y = —A; 1 the contribution of the excited states is more than halved. But even for
B = —0.2A7 1 the excited states are already notably suppressed.

Next up is the discussion of the excited states contamination of the ratio involving Oy,
IRYP™. The result for the coefficients in Eq. (5.65) reads

ba(B) = bai(F) = €93 +0) + B+ )i Brp + 10E,5), (5110
capeM(P) = —25(13)(9 + B1Ex5)°, (5.115)
em(P) = espem(P) — capt(P) = —(ngf () (g + B1E5)?. (5.116)
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_ pA-1
— wy =N,

SR™ (1)

— w; =0

Figure 5.15.: The excited states contamination of the ratio R{"™ defined in Eq. (5.67) as a
function of time ¢ for three values of the unknown NLO LEC w; and 81 = (.
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Figure 5.16.: The excited states contamination of the ratio R{"™ defined in Eq. (5.67) as a
function of time t for w; = 0 and three different values of Bl.

97



5. Excited States Contamination of Hadronic B Meson Matrix Elements

0.20

0.15

(t)

0.10|

SR

0.05}

0.00

-0.05 L L L L L )
0.8 1.0 1.2 1.4 1.6 1.8 20

t/[fm]

Figure 5.17.: The excited states contamination of R{f™ as a function of time ¢ and for B1 = fi.

A

The band enclosed by the solid lines includes only the uncertainty due to 7, ¢
is set to zero. For the dashed lines, also the uncertainty due to ¢ is taken into
account.

This result depends on two unknown LECs. At LO, the ratio /) = n2/m enters. The LEC
m has already been identified with the LO result for the matrix element (B°/Oy|B%). A
straightforward computation reveals that 7 is the LO result for (B*°|Oy|B*9). It is not clear
which of the two matrix elements is larger, so varying 7) in the range —2 < 7} < 2 seems
reasonable and has already been used in [174]. For the sum of NLO LECs ¢ = (¢1 4 3¢2)/4, the
same estimate will be used as for wi: —A} T« 45 <Ay L. Since there are two unknown LECs,
one of which is a ratio of LO LECs which is naively expected to be large, the result for 0 RYj™ is
associated with large uncertainties. Fig. 5.17 shows a plot of the excited states contamination
which confirms this. The band enclosed by the solid lines is due to the uncertainty of 7 alone,
Qg is set to zero. The NLO LEC of the interpolating field was set to 3, = 1. The plot shows
that the uncertainty due to the LO LEC is larger than the uncertainty due to wy in JR{"™,
compare with Fig. 5.15. At t = 1.3fm, JRY™ can be as large as 5%. Including the effect of ®,
which is illustrated by the dashed lines, it can be larger than 6%. On the other hand, values
close to zero are possible as well, depending on the values of 7} and (ﬁ A meaningful evaluation
of the excited states contamination is only possible after determining the two LECs in a
lattice simulation. In the next section, a strategy is outlined to extract them from correlation
functions.

5.3.3. Correlation Functions for the Determination of the LECs w;, 7, and qg

The results for the excited states contamination of the matrix elements (5°)Op|BY) and
(B°|On|BY) depend on LECs which are at present unknown. For the matrix element involving
O, one has to determine only a single NLO LEC, w;. For the other matrix element, one
needs to determine a ratio of LO LECs, /) = n2/n1, and a linear combination of two NLO
LECs, ¢ = (¢1 + 3¢2)/4.

Computing the ratio of LO LECs seems to be the easiest task. To leading order in the
chiral and 1/mp expansion, it is given by the ratio of matrix elements

<Bm(%43m>_[2 (5.117)
<§0%)Mw30> =t :

Due to heavy quark spin symmetry, this can also be written as the ratio of the three-point
functions from which the matrix elements are extracted since the two-point functions drop
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Figure 5.18.: Feynman diagrams for the correlators (5.120) and (5.122). For the correlator
considered in Eq. (5.123), the interpolating fields need to be adjusted accordingly.

out (no sum over the spatial index k)
J 3 a3y (BY(t, )Om(ts, )B] (0,
J d87 3 (BO(t, #)Ow(t1, §)BH (0,

=X
~—"

)igj+.... (5.118)

Here, the ellipsis do not only stand for the higher order corrections, but also include the
excited states contamination of the correlation functions. One could also use the summation
method by integrating over the insertion time t¢; of the operator Oy, and then taking the
derivative w.r.t. t. If possible, computing the three-point functions for different values of ¢
and ¢1 can also help to estimate the effect of excited states.

For the NLO LECs, things are more complicated. All the NLO terms of O, and Oy in
Eqgs. (5.104) and (5.106) are proportional to u, = —0,7/ f, and therefore contain an additional
pion. Extracting the NLO LECs from a correlation function therefore necessitates the inclusion
of another pion interpolating field. In the following, the light axial vector current

=

Al (z) = V2f0,m (z) (5.119)

is used. The LEC w; of O, can then be obtained from the following four-point function with
a vector and pseudoscalar B meson interpolating field

C (g by, 2. 7) = / &% 2 77 (Al (2)B; (5)Ow(2)B” (0))
L3

a? -

_ _2paraqie

SE?F@

Ergte

(6E”’§tz (g + leﬂﬁ) — €E7r"7ty (9 - BlEﬂ',é’)> . (5'120)

The indices k£ and [ are spatial indices, and the Feynman diagrams, which need to be computed,
can be found in Fig. 5.18. The contributions of further states in the spectral decomposition of
the correlator as well as higher order corrections have been neglected, it is expected that they
are small compared to the result presented above. The result is the sum of two exponentials,
w1 is multiplied by the sub-leading one. As before, it is assumed that the HM ChPT result
is applicable if the time separations between all operators is at least 1.3 fm. This might be
difficult to achieve in an actual lattice simulation, so it is useful to consider the summation
estimate of the correlation function which eliminates one time interval. In order to do this,
one integrates over the insertion time of the operator Oy, and then takes a derivative w.r.t. t,.
This leads to

4 7
. / dt, C9 (ta, by, 5, 3)
tyU

_ _OPpgpge Frallty)
- 2
8E q

(@i +B)Erz+ (B1Erz — 9)Ergty) - (5.121)
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The prefactor &?p can be eliminated by dividing by the LO result of the three-point function
from which the matrix element (B°|Op|BY) is extracted, see Eq. (5.107). Evaluating the
correlation function for at least two values of ¢, and/or E 7, it is possible to extract the sum
w1 + B1 from a fit to the above analytic expression. After determining 81 and plugging it in
the result, one then has a prediction for w;. For the same reasoning as before, the excited
states contamination of the three-point and four-point functions are neglected.

The LECs ¢1 and ¢ of Oy can be extracted in a similar fashion. Using the same correlation
as before, but replacing Or, with Oy, one has

ty
d L
< / dt. / &0 2 T (AL (2)B; (5)On(2)8°1(0))
a,
0 L3
_@mgpge Frale—ty)

= —i SE2 ((9252 + Bl)Emy + (Blqu‘ - g)Eﬁﬁty) . (5.122)
Tr7§

The prefactor &2n; can be removed by dividing by the three-point function from which the
matrix element (B°|Oy|B?) is extracted. The LEC ¢ can then be extracted in the same way
as wi.

For ¢, a similar correlation function can be used. Instead of inserting a pseudoscalar at
t = 0 and a vector B meson at #,, one can insert a vector at ¢ = 0 and a pseudoscalar at ¢,,.
The summation estimate for this correlation function yields

ty
% / dt, / A3z 37 d37 £4F <A;(z)6‘(y)OM(z)B§”(0)>
Y0 L3

_ i@2n1QkQZ€*Eﬁ"7(trt9)
- 2
8E7r,ij

((¢1 — 61 Erg+il(g — Ble,;j)Eﬁ,qty) . (5.123)

In order to extract ¢, one needs to determine the ratio 7) = n2/m; first. Only then one can
apply the same strategy which has been suggested for the other correlation functions.
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6. Conclusions and Outlook

Indirect searches for BSM physics require increasing precision from experiment and theory
alike. This also requires control over systematic errors, such as the excited states contamination
of QCD correlation functions in lattice simulations. In the past, ChPT has already been
successfully applied to this problem, and analytic results for the dominant excited states
contamination of observables of the nucleon sector [19-26] have been obtained. Based on this,
this thesis presented a similar approach in the B meson sector, and presented the study of
matrix elements relevant for weak interaction processes.

The computations were carried out in Heavy Meson Chiral Perturbation Theory, an effective
theory which is defined by a double expansion in small particle energies and inverse powers
of the heavy meson mass, here mp. The high degree of symmetry of the static limit of this
theory, which is defined by neglecting all 1/mp corrections, dramatically reduces the number
of low energy constants of the heavy-light currents and densities. As a result, there is only
one LEC at LO and two at NLO. This is also true for the smeared interpolating fields of the
pseudoscalar and vector meson. Whereas the relevant LECs of the local fields were extracted
from numerical results for the B — 7 vector form factors found in the literature, no results
exist for the LECs of the smeared bilinears so far. But they can in principle be obtained from
suitable lattice correlation functions which were identified in HM ChPT. This means that HM
ChPT allows for a systematic study of smearing in lattice simulations by determining the
LECs of the smeared interpolating fields. In the future, it would be desirable to transfer this
approach to other hadronic interpolating fields in order to allow for a better understanding of
how smearing affects the excited states contamination of correlation functions in lattice QCD.

From the correlation functions considered in this thesis, several relevant quantities can be
extracted. From the two-point function, one can determine the effective mass of the B meson,
a quantity that can enter in ratios from which matrix elements are determined, see Eqgs. (2.85)
and (2.86). It therefore is not only relevant for the excited states contamination of the B — 7
vector form factors which were considered in this work, but also plays a role for other B meson
matrix elements. Another in some sense ‘universal’ quantity is the LEC g, the chiral and
static limit value of the B*Bw coupling constant. It is the only LEC of the LO HM ChPT
Lagrangian and its importance can be seen from the fact that it enters every result presented
in this thesis. Detecting any systematic errors due to excited states is therefore essential.

The other matrix elements considered are relevant for processes of the weak interactions.
They are needed for extracting CKM matrix elements by combining non-perturbative lattice
results, perturbative electroweak calculations, and experimental input. As discussed in the
introduction, CKM matrix elements are relevant for indirect searches of BSM physics, and it is
thus desirable to achieve a sub-percent level accuracy for them. Eliminating systematic errors
stemming from the excited states contamination of lattice correlators is imperative in this
endeavour. With one exception, the excited states lead to an overestimation of the true matrix
elements by a few percent, but some results depend on some yet undetermined LECs. Suitable
correlation functions from which they can in principle be extracted have been identified in HM
ChPT, but it remains to be seen if the proposed approach is useful in practice. The smallness
of the excited states contamination can be best understood in the form of Feynman diagrams:
the non-zero diagrams which contribute to B states contain an additional internal pion line.
But from the Feynman rules of ChPT, it follows that every additional pion line increases the
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6. Conclusions and Outlook

chiral dimension by two. Compared to the matrix elements themselves, they are of a higher
order and one can naively expect them to be small.

The excited states contamination of h, is quite different, it leads to a large underestimation
of the form factor. This can be traced back to the fact that an interpolating field of a pion is
needed in the three-point function from which h, is extracted. This implies that Feynman
diagrams therefore naturally have a pion line which connects the pion interpolating field to the
rest of the diagram. In the case of h, there are diagrams which contribute to the Br states,
but do not contain an additional pion line compared to the diagrams which contribute to the
form factor itself. These are diagrams (b) and (c) in Fig. 5.6. These diagrams are therefore of
the same chiral order as the form factor itself, which means that the leading order in dh
the ratio of the Br state contamination and the form factor, starts at order p¥, and therefore
is large in comparison to the order p? results for the other matrix elements. This should be
taken as a warning: whenever there is a pion interpolating field in a correlation function, large
excited states can arise in the same way as for h . That this is not always the case can be seen
from the example of : naively, one would expect that the same Feynman diagrams need to
be computed as for h; . But the form of the time-component of the heavy-light vector current
V4 is quite different from V; and simply does not allow for these kind of diagrams. Kinematics
can also play a role as can be seen from the example of g: it is extracted from the three-point
function given in Eq. (5.2), with the light axial vector current projected to zero momentum. It
turns out that for non-zero momentum, there would also be large excited states, the same that
have been found for the axial form factors of the nucleon [23]. All these considerations should
be kept in mind when lattice correlation functions with pion interpolating fields are analysed.

The most pressing task for the future is the determination of the yet unknown LECs which
appear in the results presented in this thesis. These are two LECs of the NLO HM ChPT
Lagrangian which enter in ~, the (ratios of) LECs wy, $, and 7) encountered in the correlation
functions of B°-BY mixing, and the LECs of smeared B meson interpolating fields as discussed
above. Only with them, concrete NLO predictions for the excited states contamination of the
correlation functions can be made. The question which arises then is: do the formulae describe
the lattice data well enough, or are higher order terms of the double expansion in small particle
energies and 1/mp required? A naive estimate for a pion with energy F, = 800 MeV suggests
that the first term in the inverse mass expansion p/mp = 0.16, with mp = 5 GeV for simplicity,
is still smaller than the size of the fourth order in the chiral expansion, (p/A,)* ~ 0.20 with
A, = 1.2GeV. It therefore seems reasonable to concentrate on higher orders in the chiral
expansion before turning to 1/mp corrections. On the other hand, the number of LECs in
the higher order Lagrangian and interpolating fields are expected to increase dramatically
and it remains to be seen if this is feasible. Besides computing higher order corrections in
p and 1/mp, one can also use ChPT to study discretisation effects. These would also be
associated with additional LECs and would moreover depend on the chosen discretisation
(Wilson fermions, staggered fermions, etc.).

Another future research direction is to study the excited states contamination of D meson
correlation functions. The results in the static limit of HM ChPT are the same as the ones
for B mesons presented in this thesis, but the 1/mp corrections are expected to be larger.
From the size of the D meson mass, mp =~ 2 GeV, one can expect them to be only slightly
smaller than the leading chiral corrections and one should include them for a reliable estimate.
Another process which has already been studied a long time ago in HM ChPT [33, 176, 177]
is the semileptonic decay B — D/{vy. In light of the 2.5 tension between inclusive and
exclusive determinations of |V [6], it is desirable to get an estimate for the excited states
contamination of the relevant three-point function in order to exclude this source of systematic
errors as the cause of the discrepancy. This would in general require to work with HQET at
finite velocity. On the other hand, the zero-recoil limit, in which both the B and D meson are
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at rest might already give some valuable input when combined with experimental results.

The ability to compute the excited states contamination of correlation functions in an
effective theory constitutes a powerful tool for lattice QCD. The additional effort needed to
extract LECs from suitable correlation functions is offset by having a reusable and analytic
expression which makes predictions for the size of excited states. It is therefore desirable that
this approach is taken up by more researchers in the future and is also extended to other
sectors of QCD.
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A. Feynman Rules

In this appendix, the explicit form of the interpolating fields and interaction vertices is
presented. The pions enter the theory via

u=efi", (A.1)
where the pion matrix for a theory with two light quark flavours is given by

1 a0 7T+
™ = 7TaTa — ﬁ (\/E ﬂ.O) . (A2)

T T

V2

The traceless generators T of SU(2) are related to the Pauli matrices ¢ via T% = 0%/2, and
satisfy the relation

ToT? = 5—%11 + Leaberpe (A.3)
T4 ' ‘
The propagators of the light and heavy mesons are given by
ai= b\ sab = €0 P e
(r*(@0n'(@.t)) =9 2 om, (A4)
1

(P@0)PI(F.1)) = 300t = )6 (&~ §), (A.5)

. 0 ,
(Pr@nR1@, 1)) = 500 - 1)60 @ 7). (A.6)

In the HM ChPT Lagrangian, the pions enter in the combinations u, and I',. Expanding
them to up to two pion fields, one finds

i o,
U = g (uTauu — u@uuT) = ——’} +..., (A.7)
r,= . (UTa u + ud UT) = —Lfabcﬂaa T+ (A.8)
I3 2 iz iz 2f2 H

Inserting these results in the LO HM ChPT Lagrangian (3.30), one finds for the interaction
terms of two heavy mesons and up to two pions

9;

ALl = % (P,;*@kaT — PoRrPT ¢ sklmPgale;T)
i

- Fsab%aaﬂb (PTePt+ PrToPT) . (A.9)
In the NLO Lagrangian, also the combination of fields x4 defined in Eq. (3.37) enters. Setting
the external pseudoscalar field to zero and the scalar field equal to the quark mass matrix M,
one finds

2 2
x+ = 2B (uMgu+uf Myu') =48 <Mq — %Mq _ ?ng - Mq% +.. ) . (A10)
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A. Feynman Rules

The explicit expansion of the NLO Lagrangian (3.36) in powers of the pion fields shows that
it does not contain any terms with a single pion. The terms which couple two pions to two
heavy meson fields are given by

ALY = 24, (Pa’ﬂ % pi . pr 0T 8"”13,;**) — 2dy (P&m 0T pi 4 py T T e )

for for [ [
OmT Opm O Opm
: _abc a b p*x e p* m n m n
— 2d3 (15 Oy 0y PrT Pyt + ey (Pl T 2o ph— PTTP ))
? 2 T + * 2 *f
+4Bd6< LQM +qu2+2quf Pl + P} fM+qu2+2quf]P >
t o prprt s
+16Bd; (PP! + Py P;1) T My - (A.11)

For the case of mass-degenerate quarks, i.e. M, = m;13, the last two terms can be simplified
by using m2 = 2Bmy:

AL\, = 2m2(ds + 2d7)n°n* (PPT+ PEPLT) (A.12)

For the heavy-light currents and densities, g '), one also needs the linear combinations
up =u+ut =2 - ..., (A.13)
uo=u—ut =2 4. (A.14)

The results for the currents at LO and NLO order in the chiral expansion and in the static
limit read

Vi = %PI:U+ + %(Puk — Ektm P Um )uy + %Pﬁmu* , (A.15)
Vi= —%Pu, + iofl Plugu_ — a5 Puguy (A.16)
A = %P,:u_ + 10461 (Pug, — erim P um)u— + la 62 Pluguy , (A.17)
Ay = —%Pu+ + lofl Pluguy — iO;ﬂZ Pugu_, (A.18)

and the pseudoscalar and scalar density are related to the time components of the vector and
axial vector currents via (here, P denotes the heavy-light pseudoscalar density and not the
heavy meson field)

P=-A, S=V;. (A.19)

The currents and densities can be expanded in powers of the pion fields using Eqgs. (A.7),
(A.13), and (A.14). For the smeared interpolating fields of the B and B* meson, the result
with up to two pions reads

- 104/31 B
~ Tk 71'2 16‘51 * dg? *
Bk:OéPk ].—W +T(5klm.Pl 8m7r—P8k7r)+?Pk847r7T+ . (A21)
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These are the interpolating fields for heavy mesons with a b quark, sometimes also denoted by
B® . For the charge conjugated fields, one finds

_ 2 _ - - ~ 2 _
BO — (1 - 27}2) p® - lo‘fﬁ Lopr PP + 0}5227['847['P(b) T (A.22)
B 2 b iaf g By
B](C) (12F)P + fﬁl <5klm8m7rPl() +8k7rP >+f€271'847'rp’§b) + ...,
(A.23)

For the computation of the B — 7 form factors, the local vector current is needed. It is given
by

Vi = aP; <1 - 27}2> + 10}51 (Ehim Py O — PORT) + fi Pogmr +. (A.24)
i afy iy

For the determination of gp«p, and the B — m vector form factors, also the light axial
vector current AZ and pseudoscalar density P“, which are given by ¢v,7%¢ and qys7%q in
QCD, are needed. These can be obtained by taking a functional derivative of the action wr.r.t.
the external fields aj, and p“, respectively, and setting the external fields to zero (or s = M, if
needed) afterwards. Aj, and P* get contributions from the HM ChPT Lagrangian, but also
the ChPT Lagrangian (3.7) which only involves the light meson fields. Using the relation

0=23,1=20,UU"=0,UU'+U3,U", (A.26)
= 9,UU" = —Ud,UT, (A.27)

one can derive from this Lagrangian the expressions

Al = —J;T 7 (0,0t = 8,UMU)| = foum®+ ..., (A.28)
P = 1B2f2 [Ta (U UT)} = Bfr®+.... (A.29)

This is the only term which is needed for the pseudoscalar density P* in the computation of
the B — 7 form factors, the contributions from the HM ChPT Lagrangian are irrelevant. For
the determination of gp+p, on the other hand, one needs the spatial components of the axial
vector current. From the LO Lagrangian (3.30), one can derive

Ay = —2ig (PT*P;' = PET°P! + 0 PFTBT) (A.30)

and from the NLO Lagrangian (3.36)

B :
A = —d, "fjfr (PPT + B P
oy
+ 2idgebe T ; (P 1P~ BT + e, [PTR - PrToPY]) (A.31)

The charged currents are defined by the linear combinations

Ay = AL TIAL =V2f0,m + ... (A.32)
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A. Feynman Rules

In Sec. 5.3.1, the explicit form of the two operators O, and Oy, which are needed in the
computation of B%-BY amplitudes, was derived in HM ChPT. The LO part of Oy has terms
both with zero and one pion field:

OL0 — {( PO (PO) + }(W .p(b)T) (P + }( p(b.)T) (v p@))]
(PP (B + %(WP,gb)*T) (PP + %(p,g“*f) (Wp,g’ﬂ*)} . (A33)

The result for O]Ijo can be obtained by setting p = 71 = —n2. At NLO, only terms with one
pion enter, and one finds for Oy

ONLO — % [i61 (0 POT) (PO*) + i (04 P"T) (PO + i632am (00 BV (PDF)

+igo (PO )(8k7rP(b ) +io1 (PT) (0 PO + iy (B (04m P)
+ 67 (0 POT) (PO) 1 g5 (04w P ()
— 5 (PO1) (04mP®) — g5(P"T) (04 7P )] (A.34)

Setting p =11, w1 = ¢1 = P2 = ¢3, and wy = Pp7 = —¢g, one recovers the result for OELO.
Applying charge conjugation to the first line in Eq. (A.9), one finds the interaction vertices
coupling two heavy mesons with heavy anti-quarks to one pion field:

+ 172

2i b)* b b b)* b)x* b)*
ALY = }g <P,§b) [0, rP® — PO 7 PO* 4 cp PO 5 PO ) . (A.35)
The discussion of the excited states contamination of the pion and kaon two-point function
in Sec. 4.3 requires additional interaction vertices, and also terms with three pions for the
light pseudoscalar density. More importantly, one has to use ChPT with three light quark
flavours in order to include the kaons. In this case, the pion matrix reads
7 . n + +
1 V2 " 07r KO
T=mT"= — T — 5T % K , (A.36)

\/i 2_ 0 6
K- K —\/%n

but it is in fact more convenient to not use the physical basis, but the fields 7!, 72, et cetera.
In the following, the isospin limit is taken in which the up and down quark are mass degenerate
with mass m;, which means that the fields 7!, 72, and 7% all have the same mass m2 = 2Bm;.
These are the three fields from which the physical fields are formed. On the other hand, the
four fields 74, 7°, 7%, and 77, which are linear combinations of the physical kaons, are also
mass degenerate with mass myg = B(m; + ms). In the isospin limit, the correlation functions
of the three pions are identical, and the same is true for the four kaons. It is therefore enough
to specialise to the two-point functions of 7! and 4.

In order to compute the excited states of the two-point functions, one also needs the
three-particle pieces of the pseudoscalar density (A.29). For mnm and K7 excited states,
only the following terms are needed:

_ Bfxl - éjml ()2 + (@22 + (2) + ... (A.37)
= Bfrt — 63;,7'('4 ((7r )2+ ()% + (7r3)2) e (A.38)
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The relevant interaction vertices couple four fields. For the 7! correlation functions, only
7!, w2, and 73 are relevant, all other terms contribute to excited states which are stronger
suppressed. The vertices must also contain at least one 7! field so that they can be contracted

with the 7! field in P!. The result reads

1)2 19 1
(2)__(77) 24 2 39 3 _@ﬂr Oum 242 3y2
ALY = 672 (a,m Opm* + Oy OMW) 6 ((7‘() + (7 ))
ot 5l o 39 .3 m3 1\4 1\2(, 242 1\2/,3\2
32 (7r8“7r +7r3u7r)—24f2((7r) +2(m )% (7%) +2(7r)(7r)).

(A.39)

For the 7 correlation function, one needs at least one 7 field in the interaction vertices in
order to have non-zero Wick contractions with P*. Since one is interested in K7 states, the
vertices should also couple two of the light pions, i.e. 7!, 72, and 73 to two kaons. One finds

1 3

(2) — _
ALY 2477 2

{(774)28M7T“ " — 279, T 0, m + 0,19, (1)

4
a T
—i—(m?r + m%()(w4)2(7r )2} — 4702 {8#7r5(718u7rz — Wzauﬂl)

+0, 70 (720, 7t — 710, 73) + Oy (720, — 7r3(9u7r2)}

— 8“7T4 [7r5(7728 m —7xld 7T2) + 776(7718 73— 130 71'1)
4/ 1 (" 1 1
+rl (r39,m? — 7T28u77'3)} : (A.40)
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B. Higher Order Corrections of the B Meson
Two-Point Function

In Sec. 4.2, the computation of the excited states contamination of the B meson two-point
function was presented. This section summarises the results for the terms which are higher
order corrections to the single B contribution to the correlator. Some of the terms diverge when
the sum over internal momenta is performed, and one first has to introduce a regularisation for
them. This is most easily done after taking the continuum limit, because then the application
of dimensional regularisation is straightforward. In general, sums of the following form are
replaced by integrals in d = 3 — 2¢ dimensions

—*2a #25 d ﬁQa
. Ly P L) = /d ;‘9’(7. (B.1)

d Loy 2
7 (m2 4 52 (2m) m + p2)?

u is an energy scale which can be identified with the renormalisation scale. These integrals can
be solved analytically by first transforming to spherical coordinates, performing the spherical

integration using the result [178]
d
ot
/ A0y = == (B.2)
1" d

where I'(z) is Euler’s gamma function, and using the variable transformation z = |§|> /m2, to
arrive at

e g o0 d —1+a

T(a,b) = wEE mdt2a- e (B.3)
b
QdF a (1+x)2

This integral is of the the same form as an mtegral representation of Euler’s beta function [179]

! L(y)L'(z)
B = [ dt = B.4
(y,z) 0/ (1 +t)y+z F(y+ Z) ) ( )
and one finally arrives at
2, 4 r(é +a)l b_d_ a
I(a b) _ /"(’ ™ 2 md+2a*b (2 ) (2 2 ) . (B5)

r(s) r(s)
For fixed values of a and b, the result can then be expanded in powers of ¢ = (3 — d)/2,
see [178] for more details. For this appendix, the following results are needed:

Z(0,1) = My (—1 — 1+ ~g — log(47m) + log (TZZ >> +O(e), (B.6)

872 €
3

—+0(e), (B.7)

Z(1,2) =

3m2 (1 1 2
7(1,3) = 8’;’:; (-8 — 5+ 76— log(4m) + log (Zﬁ)) +0(). (B.8)
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B. Higher Order Corrections of the B Meson Two-Point Function
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Figure B.1.: Diagrams contributing to the B meson two-point function.

With these considerations out of the way, one can turn to the diagrams in Fig. B.1. For
starters, consider the full result for diagram (e) for local interpolating fields:
302g2 FleErat

(e) = 273 3
16205 | & B2,

=2 =2
15;:4—t§:jé%j (B.9)
P B p mp
The first term has already been identified as a contribution to the Bw excited states contam-
ination in Sec. 4.2. As will be shown now the third term gives a correction to the energy of
the B meson. This is not surprising since the diagram has the usual form of a one-particle
irreducible (1PI) one-loop self-energy diagram after cutting of the external interpolating fields.

In the infinite volume limit, one has
3a?g? 3a2g’m3

——Tt 4+ 0O(e). B.10

64 f2 () ( )

162

t7(1,2) =

As explained in [126], for the computation of the self-energy one has to sum up all diagrams
with any number of insertions of the 1PI diagram. In momentum space, this sum has the form
of a geometric series. In position space, the terms of the sum should rearrange themselves
into the series expansion of an exponential, since the correlation functions fall of with the
energy of the particles, exp(—Ft). Indeed, the result for two insertions of the 1PI diagram,
diagram (f) in Fig. B.1, has been checked explicitly to confirm this pattern, and one therefore
finds (including diagram (a) with no insertions)

2 2,3 2,3\ 2 2 3¢%m3
« 3g9“m 1 (3g9°m 9 Qf 39y
— |1 Tt 4+ = Tt | = —es2m? B.11
2 ( T 3o +_2!<32ﬂf2> * 2 ¢ (B.11)

This yields a mass shift for the B meson

3g2m§r

_W ) (B-12)

mp =
a result that has already been derived in [164] in momentum space.

The second term in Eq. (B.9) yields a correction to a2, the square of the B meson de-
cay constant. Evaluating the contribution in the infinite volume limit and in dimensional
regularisation, one finds

3o’

9a2g*m2 1 1 m2
1612 I(1,3) = ——=5= | —— — 5 + & — log(4m) + log il +O(e). (B.13)

128722 \ e 3

This diagram therefore leads to a logarithmic correction of the B meson decay constant f .
The 1/¢ pole needs to be cancelled by a suitable counterterm. These would arise from the
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O(p?) interpolating fields of the B meson as discussed in [29]. Two such terms can be obtained
by using x4+ which has been defined in Eq. (A.10),

Oy = 61 Pxiuy = 814BPM,+ ... = §;12m2P + ..., (B.14)
Oy = 69Tr [x1] Puy = 624BTr [My] P+ ... = 624m2P + ... . (B.15)

It was assumed that M, = m;1,. The LECs §; are then split into two parts,
§; = 0 (1) + 0i(p) (B.16)

where 6% (p) is the finite, renormalised LEC and 6;(u) a counterterm. The values of 6% (u)
need to be determined from experiments or lattice simulations to make a prediction for the
order p? corrections of the B meson decay constant.

It turns out that there are two more diagrams which yield logarithmic corrections to f . These
are given by diagrams (g) and (h) in Fig. B.1. Using only the LO terms of the interpolating
field, one finds for the sum of the two diagrams

60 1 602
h) = — E — Z(0,1

3a?m?2 1 m2
=~ ogn2/2 <_€ — 1+ g — log(4m) + log <M2>> + O(e). (B.17)

Combining this with the result of diagram (e), and also including the LO result from diagram (a),
«?/2, one finds for the B meson decay constant in the static limit

R 3+ 9g2 m2

The logarithmic corrections agree with the results found in [29, 171, 180] after squaring them
and taking different normalisations for f into account. A(u) is a linear combination of the
renormalised LECs 65 (1) and the finite parts of the loop integrals which are not proportional
to logarithms. The exact form of A(u) depends on the renormalisation scheme.

Another diagram which can in principle lead to higher order corrections of the two-point
function is diagram (i). For now, only the interaction vertices at LO are considered, which
are given in Eq. (A.9). Considering the form of the diagram, it is easy to see that it can only
contribute to the self-energy of the B meson: the propagator of the pion starts and ends at the
same point in spacetime and is therefore independent of the insertion time, see Eq. (A.4). On
the other hand, the propagator of the heavy mesons are proportional to Heaviside functions,
which means that the integral over the insertion time of the interaction vertex is given by

/ A 0(t — )0(¢') = t(t) . (B.19)

The result for the diagram is therefore proportional to ¢ and can thus only contribute to the
self-energy of the B meson. It turns out that for the LO interaction vertices, this diagram
vanishes. This can be easily seen from the fact that the pion propagator is proportional to
1/E,, whereas the derivative w.r.t. time brings down a factor of the pion energy. The sum
over the pion momentum is therefore given by

1
ﬁzp —7(0,0) =0, (B.20)
b
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B. Higher Order Corrections of the B Meson Two-Point Function

where it was used that scaleless integrals vanish in dimensional regularisation.
For the sake of completeness, the corrections to f stemming from diagrams (c) and (d) are
also presented. Adding the relevant pieces from the two diagrams, one has

5390°h1 3ga’ By 3ga?Byms
— — 7(1,2) = - —— T~ B.21
16f2L32E2 s L(12) S O (B.21)
and it follows that
. 3+ 9¢? m?2 3961
2 _ 2 2 7 2 3

Before arguing that there are no further O(p?®) pieces, one should remember that the chiral
dimension of the diagrams is given by i) the chiral dimension of the LECs of the interpolating
fields and the Lagrangian, and ii) the number of pion propagators of which each increases the
chiral dimension by two. From this consideration alone, it is clear that diagrams with two
pion lines contribute at order p* or higher.

First, consider only diagrams with the LO interpolating fields of the B mesons and insertions
of interaction vertices. The NLO interaction vertices given in Eq. (A.11) contain only terms
with at least two pions. This means, they can only enter in diagram (i) in Fig. B.1. But
it has been argued above, that those terms only contribute to the self-energy of the B
meson. A computation shows that these terms lead to logarithmic corrections of the form
dimit/ f?log(m?2 /u?). Moving to the NNLO Lagrangian, one can use simple power counting
to show that it also only contributes terms of chiral dimension 4 or higher. First, one should
notice that the NNLO Lagrangian is of chiral order 3, an odd number. This means that
the Lagrangian contains at least one derivative since the quark mass matrix is of order 2.
Derivatives of the heavy mesons are forbidden by LFN symmetry or can be eliminated using a
field redefinition by making use of the LO equations of motion. The derivative therefore has
to act on a pion which implies that the diagrams have to contain at least on pion line, this is
already an order p? contribution. The LECs of the Lagrangian on the other hand are of order
p? and all diagrams will therefore be at least of order p*. The terms of the NNLO Lagrangian
can be found in [163].

Another set of diagrams has to be considered when one inspects the contributions of the
higher order terms in the B meson interpolating fields. Throughout the following discussion,
it is assumed that one of the interpolating fields is still the LO piece, only the second is of
higher order. This means only contributions of the form

(PLO(a)PN"LO%(0)) (PN"LO(2) PLOT(0)) (B.23)

with n > 1 are considered. Here, P is the heavy-light pseudoscalar density and not the field
destroying a heavy meson. First, consider the term proportional to 82 in the NLO part of the
interpolating field. It couples two pions to the heavy meson and therefore only diagrams (g)
and (h) of Fig. B.1 are of interest. But the form of the interpolating field given in Eq. (A.20)
(the local version only differs in the LECs) shows that it contains a single time derivative
acting on a pion. It has already been discussed above that this leads to a result which is
proportional to Z(0,0) = 0 when diagram (i) with the LO interaction vertex was considered.
Turning to the O(p?) terms of the B meson interpolating fields, only diagram (a) in Fig. B.1
is of interest. All other diagrams contain an additional pion line which increases the chiral
dimension by two, leading to chiral dimension four. But the contributions of diagram (a)
with one p? and one LO piece of the interpolating field were already used to renormalise
the logarithms in Eq. (B.18), they enter in the function A(u). Finally, the order p?® piece of
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the interpolating field has to contain a derivative acting on a pion field. As a consequence,
the diagrams must contain a pion line and all contributions from this term to the two-point
function are at least of chiral dimension five. For the same reason, the 51 piece in the NLO
interpolating field contributes an order p? term to the decay constant.

The last terms to consider are of the form

(PN"LO () PNMLOT () ) (B.24)

with n,m > 1. But the three relevant cases m =n =1, m=2and n =1, and m =1 and
n = 2 do not lead to Feynman diagrams without a pion line, they therefore contribute at order
p* at best.

This concludes the discussion of the order p? corrections of the heavy-light decay constant.
The result for f (and not its square) in the static limit and including corrections up to O(p?)

is
N 3+ 9¢2 m2 391
f=a (1 ~ Tos.2 m?2 log (qu + A(u)ym?2 — 32 ms | . (B.25)
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C. Higher Order Corrections of 0h

In this appendix, the higher order corrections of 6Csj, are discussed. These can be obtained
in parts by computing diagrams (d)-(o) of Fig. C.1 (these are the same diagrams which can
be found in Fig. 5.6). These terms are of the same order in the chiral expansion as 6C¥ and
Amp . As before, only contributions which contain at most one factor of 3;, B;, or d; are
kept in the results. The latter are the LECs of the NLO HM ChPT Lagrangian, see Eq. (3.36).
An explicit computation shows that diagrams (g), (h), and (m) do not satisfy this requirement
and are thus neglected. When computing the diagrams, one encounters results of the form

> F(B%)px (C.1)
7

with some function f(?2). This sum vanishes since the sum runs over a symmetric domain
while the summand is an odd function of §. For this reason, diagrams (d), (e), and also some
contributions from other diagrams vanish. Another useful identity is given by

S @ = 5 Y5 (€2)
D P

Evaluating the diagrams and taking the ratio (5.30), one again finds terms which do not fall
off in time. These are higher order corrections to the form factors and are therefore neglected.
For the Br excited states, the result splits into

6C5k(@,1,1) = 3 [A@. e + B, e Prat] (C.3)

P

The interpretation of the two terms is the following: the first term is a tower of B states
as can be inferred from the exponential. It falls off with the energy E 5 which is a function
of the momentum which is summed over. The term proportional to the coefficient B on the
other hand describes a single pion with fixed momentum ¢, the momentum of the final state
pion. This contribution can be thought of as a higher order correction of (5h‘i°m defined in
Eq. (5.36), since it is proportional to the same exponential.

There are some complications which arise when computing the diagrams. These are due to
integrals over the interaction vertices which lead to terms of the form

tv e_EW,f)tV_Eﬂ',l_i(t_tv)fe_ W’at 3 q
o Enat ZC(Z_?'Q) /dtI e Ers= o)l = ZC(ﬁQ) E %@_Eﬁ’ﬁ | hi' ’ |(£|
7 0 7 lye "mit, [Pl = 1d]

(C.4)

with some function ¢(52). The problem here is that one has to split the result into terms for
which |p| # |q|, and others for which the two momenta are equal. There are more convoluted
integrals which yield a slightly different result for the individual terms, but they still have to be
handled in the same way due to the denominator 1/(E; 7 — E, 5). Whereas the first case in the
above equation makes it clear which term contributes to the coefficients A and B in Eq. (C.3),
it is not so clear for the second term since it mixes terms from both contributions. Nevertheless,
it is clear that the full result is finite for |p| = |G|, even if the individual contributions to A
and B are not.
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Figure C.1.: A subset of Feynman diagrams contributing to iy, i, and the Br excited states
contamination of these form factors. See the caption of Fig. 5.1 for an explanation
of the symbols.

With these remarks out of the way, one can split the result into several parts. First, the
result which falls off in time with the exponential e £~ i.e. those terms which contribute
to a tower of B states:

1 1 3B
0CS (@t ty) = { P ( - ’“q) e~ Erty

1—BiE, q/g f2L3 24F% . SED

+ > 3[ 5 :
siema L 385 5(Brg — Enp)
24 gB1Eny (3Eng 1

+9 + 91 W,p( g,q _ . )] o Exptv \ (C.5)
Erg—Eny \8E; 24E2

The terms proportional to (3 are finite at |p| = |G|, they stem from diagrams (f) and (1). The
reason is that these diagrams simply do not lead to the troublesome integrals which introduce
a factor of 1/(E; 7 — Er ). Another interesting thing to note here is that the LECs of the
NLO Lagrangian (3.36) again combine to v = d3 — d1 /4, the same combination already found
in the excited states contamination of gg+g,. The above sum has no UV divergence since the
exponential suppresses the large-|p| terms.

The second contribution combines all terms which fall off with e F=a% and for which

bl # |4l:
1 P gl Erg
3CSA (Gt ty) = { i _ o
_ . 213 ~ R " .
1 ﬁlEﬂ':fI/g ﬁ7‘1—5|7&|§| f L 3E7F,P(E7T:P vaq) Eﬂvp

24 gB1Erg [ 1 3
(90 P (L e~ Ematy (C.6)
Eﬂ—»q - Eﬂ-:ﬁ 24E7T7ﬁ 8E7T7ﬁE7ryq

It is clear that this sum is UV divergent since the exponential does not depend on § and thus
does not render the sum finite. On the other hand, it shows the same exponential decay as
§hdm. This is in some sense reminiscent of the discussion of logarithmic corrections of the two-
point function in App. B: a finite leading order result is modified by diagrams with additional
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pion lines. These additional diagrams have to be regularised and, after renormalisation, lead
to a finite correction. For this reason, it can be expected that (5C’SL ? leads to higher order,

maybe even logarithmic, corrections to the large excited state in 6h‘i°m. But in order to
renormalise these contributions, one also needs the interpolating fields at order p? and higher.
The LECs of these terms would also yield finite corrections to dh, , but the values of these
LECs are not known at present. It is therefore currently not possible to investigate the size of
the excited states at orders p? and p3.

The last pieces which are now missing are the terms of the sums for which |p| = |g]. As
exemplified in Eq. (C.4), the integrals are still finite at this point. Indeed, if one adds the
summands from Eq. (C.5) which diverge at |p| = |g|] and Eq. (C.6), one sees that the pole at
1/(Ex gz — Er ) is a removable singularity, and one arrives at the finite result

1 P2 8 9 (3 tE.;
SCSP @t t) = ———Fr 1 Y l(2+tE»)+ S
_ . 2 27302 vETq N
1—B1E, /g e |q| L3EZ . (3 E,; \4 3
5 tE.z B .
+51g <12 + v3 ’qﬂ e Bty (C.7)

The result shows in parts a linear dependence on t,, the insertion time of the vector current.
For the excited states contamination of the two-point function and gp+p,, these terms were
identified with corrections to the heavy meson mass since the diagrams which lead to these
terms had the typical form of self-energy diagrams. This is not so clear here, because these
terms arise only for one special momentum configuration, and furthermore there are also
diagrams in Fig. C.1 which do not look like a diagram with a self-energy insertion. As discussed
in App. B, it is also necessary that these terms form the leading order of a series expansion,
with the higher orders provided by Feynman diagrams with additional interaction vertices. At
the moment, this seems unlikely and one therefore should consider the result in Eq. (C.7) as a
contribution to the excited states contamination.

Finally, it should be mentioned that the diagrams in Fig. C.1 constitute only a subset of
all diagrams which can contribute at order p? and p3 to the excited states contamination
of 6h . Fig. C.2 shows the remaining ones. Comparing with the diagrams encountered in
App. B, it is clear that some of the diagrams are UV divergent and need to be renormalised.
As discussed above, a numerical evaluation of the renormalised result is not possible as long
as the numerical values of the finite parts of the counterterms is not known. For this reason,
the computation of the additional diagrams is omitted for now.
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e
] g
() (e)
()
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Figure C.2.: More diagrams which contribute to the Bw excited states contamination of the
form factors. The relevant pieces fall off with exp(—E; zty), the same exponential
which shows up in 5h‘i°m.
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