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Abstract

Predictions of heavy quark parameters are an integral component of precision
tests of the Standard Model of particle physics. Experimental measurements
of electroweak processes involving heavy hadrons provide stringent tests of
Cabibbo-Kobayashi-Maskawa (CKM) matrix unitarity and serve as a probe
of new physics. Hadronic matrix elements parameterise the strong dynamics
of these interactions and these matrix elements must be calculated nonper-
turbatively.

Lattice quantum chromodynamics (QCD) provides the framework for
nonperturbative calculations of QCD processes. Current lattices are too coarse
to directly simulate b quarks. Therefore an effective theory, nonrelativistic
QCD (NRQCD), is used to discretise the heavy quarks. High precision simu-
lations are required so systematic uncertainties are removed by improving the
NRQCD action. Precise simulations also require improved sea quark actions,
such as the highly-improved staggered quark (HISQ) action. The renormal-
isation parameters of these actions cannot be feasibly determined by hand
and thus automated procedures have been developed. In this dissertation I
apply automated lattice pertubartion theory to a number of heavy quark
calculations.

I first review the fundamentals of lattice QCD and the construction of
lattice NRQCD. I then motivate and discuss lattice perturbation theory in
detail, focussing on the tools and techniques that I use in this dissertation.

I calculate the two-loop tadpole improvement factors for improved gluons
with improved light quarks. I then compute the renormalisation parameters
of NRQCD. I use a mix of analytic and numerical methods to extract the
one-loop radiative corrections to the higher order kinetic operators in the
NRQCD action. I then employ a fully automated procedure to calculate
the heavy quark energy shift at two-loops. I use this result to extract a
new prediction of the mass of the b quark from lattice NRQCD simulations

by the HPQCD collaboration. I also review the calculation of the radiative



corrections to the chromo-magnetic operator in the NRQCD action. This
computation is the first outcome of our implementation of background field
gauge for automated lattice perturbation theory.

Finally, I calculate the heavy-light currents for highly-improved NRQCD
heavy quarks with massless HISQ light quarks and discuss the application of
these results to nonperturbative studies by the HPQCD collaboration.
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Chapter 1

Introduction and overview

Lattice quantum chromodyanmics (QCD) is the reigning approach for non-
perturbative computations in QCD, the gauge theory of the strong inter-
action. Two other fundamental forces, the weak and electromagnetic inter-
actions, are unified with QCD into the hugely successful Standard Model
of particle physics. This theory describes the subatomic constituents of the
Universe within the mathematical framework of a relativistic quantum field
theory with SU(3) x SU(2) x U(1) local gauge symmetry.

So far the Standard Model has largely withstood the challenge of exper-
imental verification. There are, however, a number of theoretical reasons to
expect the Standard Model to be an incomplete description of the fundamen-
tal degrees of freedom of the observable universe and it will almost certainly
fail at energy scales near the Planck scale. One of the great projects of 21st
Century theoretical physics is the understanding of possible Beyond the Stan-
dard Model (BSM) physics. An important aspect of this endeavour is a more
complete understanding of QCD.

QCD exhibits two features that complicate the calculation of hadronic
processes. The first is asymptotic freedom, the decreasing strength of QCD
interactions as the energy scale increases. At high energies the coupling con-
stant is much smaller than unity and is a good expansion parameter for
perturbative calculations of QCD processes. At the low energies of typical
hadrons, the coupling constant is too large for perturbation theory to con-
verge and nonperturbative techniques must be used. Secondly, quark con-
finement ensures that quarks do not occur singly, but only in colour singlet
bound states. Thus weak interaction processes cannot be measured without
first disentangling the QCD dynamics of the bound states in which they
occur. This too requires nonperturbative calculations.

Direct searches for new BSM particles have so far failed. The Large

Hadron Collider (LHC) is now collecting data and in a few years will run
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with a centre of mass energy of approximately 14 TeV. At these energies the
LHC may be able to observe new particles in the TeV regime, but, despite
hints of new particles at the Tevatron, no discovery has been announced. An
alternative approach to uncovering BSM physics studies the effect of BSM
particles on known Standard Model processes. These indirect searches require
both precise experimental measurements and precise theoretical predictions
from the Standard Model.

One particularly promising avenue for discovering BSM physics is the
weak interaction of heavy quarks. The Cabibbo-Kobayashi-Maskawa (CKM)
matrix parameterises the weak eigenstates of quarks in terms of the mixing
of the mass eigenstates. In the Standard Model the CKM matrix is unitary.
Deviations from unitarity may indicate new physics. Current tests of the
unitarity of the CKM matrix suggest that the measurements from a wide
range of observables are mutually consistent. However, the constraints on
many of these processes are poorly known and the dominant uncertainties
are theoretical

One of these dominant theoretical uncertainties comes from the CKM ele-
ment |V, extracted from B meson decays. To compute this matrix element,
nonperturbative hadronic form factors characterising the strong dynamics of
the interaction must be calculated. The HPQCD collaboration has used a
nonrelativistic formulation for heavy quarks on the lattice, NRQCD, to pre-
dict a value of |V|= (3.55 &+ 0.25 & 0.50) x 1073, where the first error is
experimental and the second is theoretical [I]. This result is in good agree-
ment with a number of other lattice calculations of comparable or larger error
size, collected in [2].

Theoretical predictions of nonperturbative quantities have improved vastly
over the last twenty years as a result of increased computer power and im-
proved simulation algorithms. Calculations of ‘gold-plated’” hadronic quan-
tities involving only one final state hadronic particle are now of a precision
that may be compared to experiment [3]. The development and refinement
of automated lattice perturbation theory has contributed considerably to the
improved precision of lattice predictions. Next to leading order perturbative

calculations have now been carried out for perturbative quantities in both
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the light [4] and heavy quark sectors [5].

Whilst progress over the last three decades has been impressive, further
work needs to be done. A recent update by the HPQCD and UKQCD collab-
orations [6] found good agreement between the lattice prediction and exper-
iment results for the decay constant fp, but a 3o difference for fp . Recent
updates by the Fermilab/MILC collaboration [7], on the other hand, obtained
good agreement with experiment for both fp and fp, [8].

Moreover, determinations of both of the CKM matrix elements |V,,;| and
|Vp| from inclusive and exclusive decays are currently in tension. Recent
studies of the B — D7v, and B — D*rv, decays, on which some deter-
minations of |V,,| are based, have suggested an almost 20 excess above the
expected Standard Model behaviour. These results, if confirmed, would hint
at the presence of new BSM physics such as a charged Higgs boson [9].

The significance of these discrepancies is currently not clear, highlighting
the need for continued progress in heavy quark physics on the lattice (for a
review of recent B and D meson physics on the lattice, see [10]). In particular,
continued improvement in the precision of lattice predictions is required to
tighten the unitarity constraints on the CKM matrix.

Lattice perturbation theory will play an important role in this improve-
ment programme. Lattice perturbation theory can be effectively employed to
calculate lattice renormalisation parameters, match lattice and continuum
calculations and compute the radiative corrections to lattice actions, all of
which are required to further improve lattice simulation results. In this disser-
tation I present a number of related lattice perturbation theory calculations
under the aegis of this improvement programme. I organise this dissertation
as follows.

In Chapter [2]T outline the lattice formulation of QCD, first for the gauge
sector and then for the fermionic sector. I briefly explore some of the problems
associated with marrying light quarks and the lattice, before describing heavy
quark effective theories for the lattice, and in particular lattice NRQCD.

I describe lattice perturbation theory in more detail in Chapter [3} T mo-
tivate the use of lattice perturbation theory as part of the programme to

extract precise results from lattice simulations. I justify the use of lattice
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perturbation theory with renormalisation group arguments. I introduce a
number of tools used in this dissertation: the HIPPY and HPSRC implementa-
tion of automated lattice perturbation theory; twisted boundary conditions;
and background field gauge.

In Chapter [T calculate the Landau and plaquette tadpole improvement
factors. I determine these factors at one-loop and reproduce results in the
literature. I then extend my calculation to the fermionic contributions at
two-loops. I combine my results with data from high-3 simulations carried
out by Lee [I1] and with results from [12] to present the first determination
of the full two-loop Landau and plaquette tadpole improvement factors for
Symanzik-improved gluons with ASQTad light quarks. I then calculate the
one-loop corrections to the O(a’p?) kinetic operators in the NRQCD action.
I perform this calculation using both analytic and numerical integration and
confirm results obtained by Miiller using a fully automated procedure [13]. T
also review the calculation of the one-loop correction to the chromo-magnetic
operator in the NRQCD action. This calculation, undertaken by Hammant
[14], is the first outcome of our implementation of background field gauge in
the automated perturbation routines.

In Chapter [5] I compute the heavy quark renormalisation parameters in
NRQCD for a number of different lattice NRQCD discretisations. I calcu-
late the fermionic contributions to the two-loop heavy quark energy shift. I
combine my results with data extracted from quenched high-3 simulations,
undertaken by Lee [11], to calculate the full two-loop energy shift. I then use
this result to obtain a new prediction of the mass of the b quark from lattice
NRQCD simulations by the HPQCD collaboration.

In Chapter [6] I calculate the matching coefficients for the temporal coeffi-
cient of the axial-vector and vector heavy-light currents in continuum QCD
and NRQCD with massless HISQ light quarks. I confirm previous results us-
ing NRQCD with massless ASQTad light quarks as a check of my calculation.
Finally, I summarise my results in Chapter



Chapter 2

Lattice QCD

Lattice QCD is a natural approximation to QCD: we replace continuum
spacetime with a hypercubic lattice, with quarks on the lattice sites and
gluons on the link variables joining those sites. Spacetime points become
lattice nodes, * — x; = n,a, separated by lattice spacing a. For a lattice of
side length L, the physical volume of the lattice is (aL)?. The lattice spacing
directly introduces an ultraviolet cutoff of 77 /a in momentum space and serves
as a nonperturbative, gauge invariant regulator of the theory.

We relate the Euclidean hypercubic lattice to Minkowski spacetime by
a Wick rotation of the temporal coordinate from Minkowski time, ¢, to FEu-

clidean time, 7:
t— —it. (2.1)

This coordinate change introduces an extra factor of 7 into the action,

which in turn propagates into the path integral exponent,

Ly = /ng exp(iSy) — g = /ng exp(—Sg). (2.3)

We can now interpret the path intergal exponent as the Boltzmann weight
factor for a field configuration with Euclidean action Sg. Moreover, lattice
fields are defined at only a discrete set of lattice nodes and links. Therefore we
can replace the functional integral over field configurations by ordinary mul-
tidimensional integrals over the set of sites and links. Thus the expectation

value of an operator O is

(0) = % / D O — % / [ de Oe5tL. (2.4)
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Here Z is the path integral normalisation factor,

Z = /m el /Hdd)esm. (2.5)

With our intepretation of the path integral exponent as a Boltzmann
weight factor, the path integral normalisation becomes the partition func-
tion for the theory. We can assign each field configuration a probability,
exp(—SEg), and consequently quantum field theory is accessible to the pow-
erful techniques of statistical field theory.

Most importantly, we can exploit the discrete nature of the lattice formu-
lation to perform lattice simulations on a computer. In particular, numerical
computations can take advantage of the statistical interpretation of the path
integral to use Monte Carlo sampling approaches and other tools imported

from statistical mechanics.

2.1 Gluons on the lattice

Our first attempt at formulating gauge fields on the lattice might proceed
by simply placing the fields themselves at each lattice site. Unfortunately
this method fails to preserve gauge invariance. Without gauge invariance,
radiative corrections renormalise each of the quark-gluon, three-gluon and
four-gluon couplings differently. Each vertex renormalisation factor would
then have to be independently tuned using different physical quantities. This
tuning would incur a computation cost much greater than that required to
maintain gauge invariance and reduces the predictive power of the lattice
theory.

Instead of transcribing the gauge fields directly onto the lattice, we build
the gauge action from link variables that run between lattice sites. I denote
a link variable between lattice sites  and x +afi as U, (x). The link variables

are elements of the SU(N) gauge group and given in terms of the gauge field,

Ay, by A
U (z) = P {exp <iag / T e Aﬂ(z))] | (2.6)
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Figure 2.1: The plaquette operator, P,,(z).

Here P is the path-ordering operator, g the bare coupling constant, and 7 a
generator of the gauge group.

Under a gauge transformation, A(x), the link variables transform as
Ulf(x) = ANz)U, ()N (z + aji). (2.7)

Gauge invariant quantities can thus be constructed from the trace of closed
loops of link variables — Wilson loops — or from a line of link variables ter-
minating in fermion fields at each endpoint lattice site.

Wilson’s original gluon action [15] is built from closed loops of link vari-

ables, called plaquettes,

Pu(z) = U (2)Uy(z + afp)Uj(z + ad) U (). (2.8)

The plaquette P, is a one-by-one loop in the (4, r)-th plane, as shown in
Figure 2.1l We can conveniently express the Wilson gauge action, Sg, in

terms of the inverse coupling 3 = 2N/g¢? as

Sg = ﬁ; (1 — %Tr [P+ P1] ) ﬁz <1 — —ReTrP) (2.9)

This action reproduces the correct Yang-Mills action in the continuum

limit. We can study the continuum limit by writing the link variables in
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terms of exponentials of the gauge potential,

U,(z) ~ exp [iagT‘Au (x + %ﬂ)] : (2.10)

and then using the Baker-Campbell-Hausdorff formula

eAeB — pATBH1/2[ABIH1/12[A A B4 (2.11)

The derivation of the continuum action is straightforward, but slightly alge-

braically involved. See, for example, the detailed exposition in [16].

2.2 Light quarks on the lattice

We have now seen that we can transcribe gluon fields onto the lattice rel-
atively easily, by replacing gauge fields with link variables. Fermionic fields
do not translate to the lattice as simply. To formulate a relativistic lattice

quark action our starting point is the continuum Dirac action:

Sp = /d‘*m;(x) (iD— m) o (x). (2.12)

We can rewrite this action as a lattice quark action that reproduces the
correct continuum Dirac action by directly replacing the covariant derivative

with the symmetrised difference operator

1

Ay(x) = % (Uu(@)d (@ + 1) = Ulu(z — v (z — ), (2.13)

and introducing Fuclidean gamma matrices that obey

{’/y\m:}\/u} = 25,111/' (214)

The result is
Sp=>Y_ ¥(z) (Z S+ am> (). (2.15)
x 12

Easy! Unfortunately this is too easy. To understand why this naive action
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fails, we can consider the form of the quark propagator, which is
G(p) ™ = (#D_ Fusin(ap,) + am). (2.16)
m

Whilst G(p)~! reproduces the correct (Euclidean) propagator in the con-
tinuum limit within one sixteenth (in four dimensions) of the Brillouin zone,
we immediately see that the presence of the sin(ap,) term introduces ad-
ditional unphysical degrees of freedom. The dominant contributions to the
propagator occur at the zeroes of G(p)~t. The expected continuum-like zero
occurs at p, = 0, but there are also zeroes of sin(ap,,) at p, = £7/a. These
extra contributions to the quark propagator represent 15 spurious fermion
“doublers” that, even if they are projected out in external states, can still
occur in virtual states by absorption of gluons with momenta O(7/a).

The presence of troublesome doublers is not a consequence of the naive
choice of discretisation procedure. Doublers arise from the invariance of the

fermion action under

v(a) = [T e "/ (a) (2.17)
where n,, = {0,1} (see, for example, [17]). In fact, solving the doubler prob-
lem is only possible by breaking chiral symmetry [18]. Under some general
assumptions about the action, such as locality and translational invariance,
the Nielsen and Ninomiya no-go theorem states that it is not possible to
formulate a chirally invariant and doubler-free fermion action on the lattice.
This celebrated theorem is one of the principal difficulties of lattice QCD.

2.2.1 Circumventing the fermion doubling problem

A number of distinct approaches exist to combat the fermion doubling prob-
lem. Wilson’s original solution was to add an irrelevant term to the action
to lift the mass of the doublers to O(x/a). In the continuum limit the mas-
sive doublers decouple from the theory. Wilson’s extra term introduces O(a)

errors, which can be removed by including yet another operator of the same
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dimension, the “clover” term [19]. Whilst Wilson’s solution overcomes the
doubling problem, it does so at the expense of explicitly breaking chiral sym-
metry. Preserving chiral symmetry forbids additive mass renormalisations,
prevents operators with different chirality from mixing (which simplifies the
calculations of matrix elements for weak interactions) and allows the Ward-
Takahashi identities to be fully exploited in computations [17].

A distinct approach evades the no-go theorem by modifying the definition
of chiral rotation. The usual continuum prescription for chiral transforma-
tions is 0 = ieys), 0 = ier)ys. The chiral symmetry of the massless Dirac
operator, D, under this rotation can be expressed by {D,75} = 0. If we
redefine chiral rotation on the lattice for quark and antiquark fields as

b = evs (1 _ %D) b, 0% —iep (1 _ %D) s, (2.18)

then we can retain a remnant of the original symmetry. The operator D now

satisfies the Ginsparg Wilson relation [19] 20]
{D,~5} = aDv;D. (2.19)

One implementation of this relation is Neuberger’s “overlap” operator
[19], which necessarily preserves the modified chiral symmetry on the lat-
tice, but at the cost of being nonlocal and consequently computationally
very expensive. A second realisation extends the hypercubic lattice to five
dimensions. Gauge fields are constant in the fifth dimension, whilst massless
fermions of opposite chirality are bound to the four-dimensional “domain
walls”. Chiral symmetry breaking terms die off exponentially in the fifth
dimension and the full theory reduces to an overlap-like four-dimensional ef-
fective theory as the fifth dimension grows large. This domain wall realisation
is also computationally expensive and only preserves exact chiral symmetry

as the size of the fifth dimension tends to infinity.

10
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2.2.2 Staggered fermions

An alternative approach to reducing the number of doublers that does not
attempt to implement an action satisfying the Ginsparg-Wilson relation is
the “staggered fermion” formulation. In this approach, the fermion fields are

locally transformed under

Y(z) = D(a)x(x), ¥(z) = x(=)l(2), (2.20)

to give a spin-diagonalised action in terms of the four-component field x(x).

We can write the lattice action as

8§ =3 X(@)T @) 3l (@ + 1) [Up(@)x(x + ) — Un(x — i)x (o — )]

x

+m 3 (@)X (@)

x

=Y X@)au(@) [Uu(@)x(@ + i) = Uule = i)x(z = @] +m Yy x(@)x(x),

xT

where, for the choice of transformation I'(x) = v5°77" 75?73, the vector o, ()

o () = { ! iy =0, (2.21)

18

(—1)motrit+2u-1 otherwise.

We now interpret the sixteen degrees of freedom as four copies of four-
component Dirac spinors. By simulating only one component of the field we
reduce the degeneracy of the degrees of freedom to only four “tastes”[[] These
tastes are not independent, but can transform into each other by exchanging
high momentum gluons with momenta O(7n/a) [20]. The staggered formu-
lation has a remnant of the original chiral symmetry and the spin degrees
of freedom have been been removed, leaving only colour degrees of freedom
at each site. Generating gauge configurations with staggered sea quarks is
therefore very cost efficient and this allows simulations to be performed near
the physical light quark masses.

There are a number of formal objections to the use of staggered quarks

L An obvious kin to flavour.

11
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as an ab initio method for calculating nonperturbatice QCD quantities. In
staggered quark simulations, the remaining four tastes are removed by divid-
ing each quark loop by four, equivalent to taking the fourth root of the quark
determinant. Without taste-changing interactions this procedure is formally
valid, as the determinant is block-diagonal in taste-space. However, taste-
changing processes do occur and it is not yet clear if the “rooting trick”
leads to a lattice action with the correct continuum limit. At finite lattice
spacing rooted staggered fermions are nonlocal and not unitary.

The issues are reviewed in some detail in [2I] and more recently, albeit
more briefly, in [22]. Current numerical evidence, combined with some theo-
retical justification, seems to suggest that rooted staggered fermions have
the correct continuum limit at zero temperature and chemical potential
[21, 22] 23], 24]. This conclusion is far from undisputed and is unlikely to
be fully resolved without progress towards a formal proof that the rooted
staggered fermions have the correct physical continuum limit.

The dispute over the formal validity of rooted staggered fermions notwith-
standing, staggered fermions have been widely used in precision lattice simu-
lations (see for example, [3], [25] and [20]) and are amenable to the techniques
of lattice perturbation theory. I use the staggered quark discretisation for rel-
ativistic quarks thoughout this dissertation, in Chapters and [6]

2.3 Improving lattice QCD

Using a lattice with finite lattice spacing to perform QCD calculations in-
troduces discretisation errors that occur because the lattice regularisation
scheme removes all momenta larger than 7/a.

In principle, we could simply reduce the lattice spacing until we’ve de-
creased the errors to our desired level of precision. Unfortunately this method
is currently prohibitively expensive. We must fix the physical lattice size to
be larger than the correlation length of the lightest particles in the simulation
or the improvement of the discretisation errors is swamped by unmanageable
uncertainties from finite size effects. In general, finite size effects are esti-

mated to be < 1% if the lattice size, L, is large enough for the pion mass

12
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to obey m,L > 4. For current lattice pion masses of ~ 300 MeV, this cor-
responds to lattice sizes of L ~ 2.5 fm. Thus we need ever-increasing lattice
sizes as the continuum limit is approached. Since simulation cost scales as
approximately 1/a® [27, 28], this solution remains computationally unfeasible
in practice.

A more sophisticated approach is to “improve” lattice actions by including
new terms in the action that directly remove discretisation errors. I outline

this process, generally referred to as Symanzik improvement, below.

2.3.1 Symanzik improvement

The Symanzik improvement procedure systematically removes both discreti-
sation and cutoff errors at finite lattice spacing by adding irrelevant operators
to the lattice action. These operators are arranged according to their mass
dimension, using power counting rules. For example, we can remove the dis-
cretisation errors at O(a?) in Wilson’s gauge action by introducing operators
built from six-link loops. I explain the construction of improved gauge actions
in more detail in Section 2.3.3

We replicate the high-momentum contributions removed by the lattice
cutoff by adding local operators that give the same contribution to physical
amplitudes as modes with momenta larger than 7/a in continuum QCD [27].
These operators are nonrenormalisable but do not diverge at finite lattice
spacing, because the lattice spacing serves as an ultraviolet regulator. These
new terms in the lattice action are local in the sense that they are polynomials
in the lattice fields and in the derivatives of the fields. We can always Taylor
expand any nonlocal contributions in the external momentum, which is much
less than the lattice cutoff, leaving only local interactions. Our use of local
operators makes sense physically, because the additional terms correct for
high momentum modes, These additional operators therefore represent highly
virtual interactions, which, owing to the uncertainty principle, must be local
in extent [27]. I review the construction of such a Symanzik-improved effective
theory, NRQCD, in Section [2.4.1]

We fix the coupling constant for each additional operator by perturba-

13
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tively matching the lattice theory with its continuum counterpart order-by-
order in the strong coupling constant. Radiative corrections induce errors at
O(asa?) and these higher order contributions modify the tree-level improve-
ment coefficients. We can calculate these corrections using nonperturbative
tuning or with lattice perturbation theory. I discuss lattice perturbation the-
ory in greater detail in Chapter [3| and present a perturbative improvement
calculation — for the kinetic operators in the NRQCD action — in Section

2.3.2 Tadpole improvement

In an important paper from 1993, Lepage and Mackenzie [29] showed that
a significant proportion of the radiative corrections to operator coefficients
can be removed by dividing each link variable by its mean field value. Until
the early 1990s lattice perturbation theory had been plagued by unexpect-
edly slow convergence. Lepage and Mackenzie demonstrated that this was a
byproduct of a poor choice of expansion parameter and that by dividing the
link variables by their mean field value, the convergence of lattice perturba-
tion theory was greatly improved.

We formulate gluon actions in terms of link variables, which give rise to
vertices with an arbitrary number of gluons. These vertices are suppressed by
powers of the lattice spacing, but the gluon fields can be contracted together
to give tadpole loops with ultraviolet divergences that precisely cancel the
powers of the lattice spacing. Tadpole diagrams are therefore only suppressed
by powers of the coupling constant, not the lattice spacing, and lead to
large scale-independent renormalisations of lattice operators relative to their
continuum counterparts.

Divergent tadpole contributions arise from the high momentum modes
and are largely process independent, so we can remove these contributions
by integrating out the high energy modes. We split the link variables into

low momentum and high momentum modes

U, (z) = 9@ = gl AR @HATY @) 40 0109450) = 0T (). (2.22)

In lattice simulations, each bare link variable in the action is divided

14
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by wug. There are a number of choices for the calculation of ug, the only
condition being that the process chosen is dominated by high momentum
modes. Two common options are the expectation value of the link variable
in Landau gauge or the fourth root of the plaquette. We fix the value of g
by requiring that the value measured in simulations agrees with the value
of the parameter in the action. Unfortunately the numerical tuning that
this self-consistency requires is computationally expensive. Alternatively we
can use lattice perturbation theory to calculate the tadpole factor to a given
order in the coupling constant. I calculate the two-loop Landau and plaquette
tadpoles in Section [4.1]

Without tadpole improvement the operator renormalisations lead to large
logarithmic shifts in the coupling constant. Consequently the bare lattice cou-
pling constant is a crude choice of expansion parameter. Perturbative series
convergely poorly because the bare coupling constant is anomalously small
at the scales ~ 7/a that dominate the renormalisation constants (which ac-
count for momenta excluded by the lattice cutoff). The bare lattice coupling,
ar(m/a), deviates considerably from, for example, agrg(7/a).

Instead of using the bare lattice coupling, we define an improved cou-
pling constant. We first fix the scheme, for example the “V-scheme”, defined
through the heavy quark potential, and then choose a characteristic scale
at which to evaluate the coupling [30]. It is natural and convenient to tie
the scale to the coupling of a gluon with momentum equal to the loop mo-
mentum flowing through the graphs. Brodsky, Lepage and Mackenzie (BLM)
developed a systematic procedure for determining the appropriate scale in
[30], which was then extended to higher orders in [31]. I briefly discuss the
BLM procedure as my work in Chapter 5| employs both the V-scheme and
scale setting using the BLM procedure.

We first must choose a scheme in which to define our coupling constant.
We typically choose a coupling constant defined via the heavy quark potential
[29, [30]. Defining the coupling constant in terms of a physical process is

equivalent to imposing a renormalisation scheme. In the M.S scheme, the
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heavy quark potential is [30]

dreragg(q) ayis [ 5
2 SEMS MS
=2 1+ == —=Fy—2 e 2.2
V(g% " [+ - <1Qﬁo >+ 1 (2.23)
This leads naturally to a choice of scheme for defining the coupling constant:

the effective potential,
_dmepav(q)

V() = "

, (2.24)

defines the V-scheme coupling constant, ay, which is related to the MS
scheme by ay (q) = agg(e™%q)(1—2agg/m+- -+ ) [30]. The relation between
azrs and ay has been calculated to two-loops in [32, B3] and [34].

Our next task is to set the scale. At one-loop the natural choice for the
scale ¢* is a value that replicates the effect of a fully dressed gluon within

the diagram. For a one-loop contribution, with gluon momentum g¢,

I = av(q) / dq £(q). (2.25)

In the V-scheme, the apparently natural choice of ¢* would be

v (g#) / dq f(q) = / dg oy () f(q) (2.26)

except that ay(q) is singular [29] B1].
We can see why the right-hand side of Equation (2.26|) diverges by con-
sidering the one-loop solution of the renormalisation group equation for the

running of the coupling, which is

ay (p)
! = . 2.27
VO e G o) (227
This solution has a pole at
1
=Ay = —— . 2.28
1= RV = Hep ( 2ﬁoav(u)) (2:2%)

This singularity arises because we are implicitly attempting to sum the

16
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perturbative logarithms in ay (q) to all-orders. Perturbative QCD is an asymp-
totic series, as I discuss in Section [3.2.2] and consequently it is incorrect to
undertake an all-orders summation of the series. The divergence in the cou-
pling constant can be removed by keeping only a finite number of terms in
the series.

We choose ¢* by setting p = ¢* in Equation and expanding the
right-hand side to give

av(q) ~ av(q*) — i (¢") o log ((qq*)Q) e (2.29)

which has solution

_ Jdaf(g)log(¢®) _ (f(q)log(q*))
Jda (fl)

So far this discussion has been strictly first order. There are instances in

log((¢q")?)

(2.30)

which (f(q)) vanishes or is anomalously small and ¢* is undefined. Hornbostel,
Lepage and Morningstar generalised the BLM method to cover such cases,
which are properly second order processes and require contributions from
higher moments of f(q) [31]. The scale is then set by

1/2
( 10g(¢%)) % [(/ log(¢)? = (/) (flog’(¢*))] !
(f)

The sign is chosen to ensure ¢* is continuous and physically sensible, though

log((q")*) = (2.31)

it can be obtained unambiguously using higher moments [31].

I now review some of the applications of Symanzik and tadpole improve-
ment to the gauge and light quark actions I introduce in Sections and
My discussion of improved gauge actions is largely taken from [17] and
[19].

2.3.3 Improved gluon actions

As I discuss in the previous section, the Wilson gauge action has discretisation

errors at O(a?). Gauge invariance restricts the possible operators at a given
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dimension. There is one dimension four operator,

OW = "Tr(FuFu), (2.32)
g

so the leading-order term in the expansion of the plaquette is O™Y. There are
no gauge invariant operators of dimension five, so the lattice artifacts begin
at O(a?). We can remove these artifacts by including dimension six operators

in the gauge action. There are three operators of dimension six, which are

O = " Tr(DuFuD,Fu), (2.33)
v

0y = > " Tv(D,F,,D,F,,), (2.34)
HsVsp

0y =3 Tr(D,F,,D,F,,). (2.35)
wv,p

On the lattice there are three six-link operators, the planar loop 77£6) ,
the twisted loop 732(6), and the L-shaped loop 733(,6). I show these operators in

Figure 2.2 We can then write the lattice gauge action as
5,9 (c<4>cg4> Ly cg%g@) | 236)

where £ = ReTr(1 — PY)/N and P* is the usual plaquette. Note that

the usual convention, unlike the Wilson action, is that (3 is related to the bare

coupling, ¢, by 3 = 10/g*. At tree-level we can normalise the coefficients
(9)

¢;”’ so that in the continuum limit the action reduces to F), F), /4. The

normalisation condition was first obtained by Liischer and Weisz [35], 36]:
A 489 4 8clY 4+ 1660 =1. (2.37)

We fix these coefficients by enforcing the absence of O(a?) errors in, for

example, the static charge potential. At tree-level, a convenient choice is the
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(a) (b) (c)

Figure 2.2: The three six-link lattice operators. From left to right: (a) the
planar loop 771(6), (b) the twisted loop 73§6) and (c) the L-shaped loop 73?56).

“tree-level Liischer-Weisz” action, with coefficients

054) =1, 056) = —%, cgﬁ) = cgﬁ) =0. (2.38)

The one-loop improvement coefficients were obtained by Liischer and
Weisz in [37] and then extended to include tadpole-improvement by Alford et
al. in [28]. The fermionic contributions were included by Hao et al. using the
full set of lattice perturbation theory techniques that I describe in the next

chapter [38]. The unquenched tadpole-improved one-loop coefficients are

1
M=1, V== 50 (14048050, — 0.3637(14)ny) (2.39)
Ug
1
) = — = (0033250, — 0.009(1)nsay), ) =0, (2.40)

Ug

where ny is the number of sea quarks.

Throughout this dissertation I use the term Symanzik-improved gluons to
denote the tree-level Liischer and Weisz action with improvement coefficients
defined in Equation ([2.38]). The one-loop coefficients are not required for my
calculations as the corresponding improvements are always at non-leading

order.

2.3.4 Improved staggered quark actions

Staggered quarks suffer from taste-changing interactions that arise from the
exchange of highly virtual gluons. We can suppress these high momenta pro-

cesses by adding irrelevant four-quark operators to the action in much the
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same way that Wilson corrected his original fermion action by adding a higher
dimension operator. This method, however, is not the most efficient solution
[27].

Rather than adding irrelevant operators to improve the action, we replace
the simple link variables by sums of link variables over different paths, usually
known as “fat link variables”. This modification changes the quark-gluon
coupling to suppress gluon momenta near O(w/a). A number of choices of
“smearing” operators exist, but the most heavily used choice of fat link is

the “Fat7” smearing [19]. Each link variable U, is replaced by F,U, where

2Al(/2)
fu:H(1+a 4 )

vEN

: (2.41)

sym

and a?Al” is the lattice Laplacian acting on the link U, [39]. The fattened
link variables now have discretisation errors at O(a?), which we remove by
first improving the smearing operator:
2 2
AS a*(Ay)
‘7:# Q _ F, - Z T (2.42)
v#Ep

We must also correct the covariant derivative by including a third-order

derivative
a2

6

The additional term is usually referred to as the “Naik” term. Here the ex-

A, = A=Al — —(A)°. (2.43)

tra superscript F' in AE indicates that the fattened link variables are used
in the covariant derivative instead of the simple link variables. Tadpole im-
provement of the link variables leads finally to the ASQTad (a-SQuared,
TADpole-improved) action [39],

SASQTad = Z 1/_1(]3) (’}/uAiSQTad + m) ¢<x), (2.44)

where AﬁSQTad is the AﬁSQ operator with all link variables replaced by

tadpole-improved links. The ASQTad action has tree-level errors at O(a?)
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and errors at O(a,a?) are strongly reduced.

The ASQTad action has been used extensively by the HPQCD and MILC
collaborations; see for example [3] for a review of precision results obtained
using ASQTad sea quarks. I calculate the fermionic contributions to both the
two-loop tadpole improvement factor, ug, and the heavy quark renormalisa-
tion parameters using ASQTad quarks in Chapters [4 and [5]

Whilst the ASQTad action has negligible tree-level errors for light quarks,
this is not true for ¢ quarks. Charm quarks are generally nonrelativistic in
typical mesons, so the rest energy of the quark is much larger then its mo-
mentum. The dominant errors are therefore O(a*m?). These errors can be

removed by tuning the coefficient of the Naik term

6L2 2

a
E(Au)?) -5 €)(A,)°. (2.45)

We can further reduce taste-exchange interactions by repeatedly smearing
the links. One such action is the HISQ (Highly Improved Staggered Quarks)
action [23], which sandwiches a reunitarisation operation, U, between two

smearing operations,
FEISQ _ FﬁSQTadUFﬁSQTad. (246)

The reunitarisation operator projects the smeared link variables back to
SU(3). The resulting HISQ action is

SASQTad = Z 1;(.1’) (’YHAZHSQ + TTL) '(ﬁ(&?), (247)

where

a2

AEISQ _ A;A [fEISQUN(IL‘)} 5 (1 + 6)(AM)3 [UfiHSQUu(xﬂ . (248)

In the first derivative, the HISQ-smeared link variables are used, whilst in
the second, only one-level of smearing is used.
The HISQ action is particularly suited to the simulation of charmed

mesons (see, for example, [6] for some recent ¢ quark results). HISQ smear-
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ing reduces taste-splittings by approximately another factor of three. The
relative simplicity and low computational cost of the HISQ action allows the

simulation of sea quarks near their physical masses [6, 23], 25].

2.4 Heavy quarks on the lattice

Current HPQCD and MILC lattice simulations use physical lattice spacings
from around 0.18 fm down to 0.05 fm, generally referred to as “extracoarse”
and “ultrafine” respectively [22]. Unfortunately for heavy quark physics,
these are too large to reliably simulate the b quark, which has a Comp-
ton wavelength of ~0.01 fm. We can overcome this difficulty by introducing
an effective theory for the heavy quarks that separates the long and short
distance physics. Recently, the HISQ action has been used to simulate b
quarks on the lattice, but this result incorporated an extrapolation up to
the physical b quark mass, because simulaion at the b quark mass is not yet
possible [25]. Effective theories remain the prevalent method for heavy quark
physics on the lattice.

There are two commonly used effective theories: heavy quark effective
theory (HQET) and nonrelativistic QCD (NRQCD). HQET requires non-
perturbative renormalisation, as I discuss in greater detail in Section [3.2.2]
so the role of lattice perturbation theory in HQET is very limited. In this
dissertation I use the NRQCD action for perturbative calculations involving
heavy quarks.

Heavy quark bound states are characterised by the small relative velocity
of their constituent quarks. In heavy quarkonium bound states, such as the
n, and T mesons, the relative velocity is approximately v? ~ 0.1. The relative
velocity naturally induces three well-separated energy scales in heavy bound
states. These are the mass, O(M), the momentum, O(Mwv), and the kinetic
energy, O(Mv?). In NRQCD we decouple the quark and antiquark fields and
then expand the quark fields using a nonrelativistic expansion. We then inte-
grate out the high energy modes of O(M) to obtain an effective theory with
nonrelativistic, low energy degrees of freedom. We can systematically correct

discretisation and nonrelativistic errors at each order in 1/M by adding ir-
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relevant operators to the action using power counting rules. Power counting
rules are presented in detail in [40] for NRQCD and in [41I] for a discretisation
of NRQCD appropriate for a moving reference frame (mNRQCD).

NRQCD is not renormalisable, even at leading order, because the O(1/M)
corrections are already included in the propagator and the non-leading terms
are all higher order in the inverse heavy quark mass. There are consequently
an infinite number of divergences that cannot be absorbed into the low en-
ergy constants. However, at finite lattice spacings, the theory is regularised
by the lattice cutoff and the cutoff dependence of physical quantities can
be reduced by including terms of sufficiently high order in the action. In
practice, NRQCD simulations are restricted to a range of lattice spacings
given by 1/M < a < 1/Agep, where Agep is the scale parameter of QCD
characterising nonperturbative behaviour.

My presentation of the derivation of the NRQCD action largely follows the
development laid out in the excellent review in [40]. Historically, NRQCD was
developed from nonrelativistic QED [42] by Peter Lepage and others in [43]
and [44]. Improved NRQCD followed shortly after in [45], with the first full
analysis of heavy quarkonium annihilation and production using improved
NRQCD given in [46]. An alternative derivation of NRQCD, more suited to
the extension to mNRQCD, is presented in [41] and [47].

2.4.1 Building the NRQCD action

To build NRQCD we start by constructing a nonrelativistic Lagrangian de-
scribing free quark fields. We then add interaction terms to the desired order
of accuracy, using power counting rules to systematically organise the extra
terms as an expansion in the relative quark velocity v.

We first decouple the quark and antiquark fields using the Foldy-Wouthuy-

sen-Tani (FWT) transformation (see, for example, [48]). In the continuum,

the lowest order action is just the nonrelativistic Schrédinger action

SO = / d*z 't (2) (z’Dt + ;;@) (). (2.49)
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One possible discretisation of the Schrodinger action is the Davies and
Thacker action [49]

5 AAL
Sor=a® Y wi(x,1) (Ai” -> W) Y(x,t), (2.50)

j=1

where the elementary forward and backward difference operators are

Ajib(x) = Upth(x + afi) — (), (2.51)
Ay dh(z) = ¥(x) - Ult(a - af). (2.52)

I define the link variable U, in Equation ([2.7). Alternative discretisations are

possible, such as
Sy =a® > i) [¢(x, £) — Ul(x,t — 1) (1 + Ho)(x,t — 1)] . (2.53)

where the leading order kinetic term is

Hy=) —L -1 (2.54)

I use the Davies and Thacker action in the calculation of kinetic renor-
malisation coefficients outlined in Section 4.4] and derive Feynman rules for
both actions in Appendix [B]

So far so good. We now have a leading-order NRQCD action, Sy, which we
systematically improve by specifying the desired symmetries of NRQCD. A
partial list of these symmetries includes: gauge invariance; parity; rotational
and translational symmetry; locality and unitarity (a more complete list is
given in [40]). These symmetries severely constrain our choice of additional
irrelevant operators at a given order in v. Power counting rules for NRQCD
are discussed in detail in [40] and [45] (and for mNRQCD in [41]) so I will not
repeat them here. Rather, I will discuss the origin of each of the correction
terms in the full action, which is correct to O(a?,v*, 1/M?).

The nonrelativistic expansion introduces relativistic errors that we can
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correct by including the next-to-leading order contribution from the nonrel-

ativistic expansion of the relativistic energy-momentum relation

A(2) 2
0Hyin = _01(8a3—M)3’ (2~55)
where
A® =3 APAL), (2.56)
j=1

We first need to remove the leading order discretisation errors. In principle
we could reduce discretisation errors by improving A to A® in the leading
order kinetic operator H,, but in practise it is preferable for performance
reasons to leave Hy alone and to include this improvement in a term 0 H that
includes all correction operators [47].

We therefore include the correction term

A
24aM

SHy = cs (2.57)

in dH. This correction removes discretisation errors up to O(a*p?) in the

spatial direction. The operator A® is defined by

AW =3 (A§+>A§.)>2 . (2.58)

Jj=1

Similarly, we improve the temporal derivative by including the correction
term ( (2))2
A
0H, = —c6—————. 2.59
’ *16na2M? (2:59)
Our formulation of the NRQCD action uses the fact that we are chiefly
interested in onshell quantities. We can therefore use the Shrodinger equation

to replace the temporal derivative with the approximate expression

D2

D, o~ 2
it 2aM’

(2.60)

through a field redefinition. This field redefinition method is a general ap-
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proach applicable to all field theories and allows us to remove operators that
vanish by the equations of motion.

Removing the temporal derivatives from the action using this expression
greatly reduces the complexity of the numerical evaluation of quark prop-
agators. Since the Schrodinger equation is linear in the time derivative the
quark propagator obeys an evolution equation that can be specified as an
initial-value problem. The initial conditions on a single timeslice of the lat-
tice are specified and the system simply evolved time step by time step.
This configuration update method is computationally far cheaper than the
relativistic case. For the relativistic Dirac equation, the temporal difference
operator is constrained by Hermiticity to be the symmetric forward and back-
ward operator, which means that the evolution of the quark propagator is
a boundary-value problem, requiring multiple sweeps through the lattice for
each configuration update.

Finally, we include the spin-dependent terms, the “Darwin” term,

_ ig A (£ +
5HD_@%ﬂﬁ(A<%E—ELAU), (2.61)

the “spin-orbit” interaction

(SHSO = —C3

0 (AW XE-ExA®), (2.62)
a

and the chromo-magnetic contribution,

1 ~

5HO"B = —C42aMO' -B. (263)

The improved chromo-electric and chromo-magnetic fields are given in terms
of the improved field-strength tensor by

-~ - ~ 1 ~

Ei = E4, Bz = _éeiijjk' (264)

I give an expression for the full improved field-strength tensor, taken from
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[50], in Appendix [A] The O(a*v*) improved derivatives are

1

The §Hp, 6Hso and 0H,.p corrections are the O(v?) chromo-electric
and chromo-magnetic interactions. The terms containing the Pauli matrices
o; break the spin symmetry of the unimproved NRQCD actions in Equation
and (2.53), which are invariant under the SU(2) mixing of the heavy
quark spin components [40]. These Pauli matrix terms induce spin splittings
that scale like Mv?. Splittings of radial and orbital-angular-momentum ex-
citations occur with the introduction of higher order O(v?) correction terms
[40].

Thus the fully O(a?, v*, 1/M?)-improved lattice NQRCD action is

Sxraep = > (6, 7) [U(x, 7) — R(T)0(x, T — 1)], (2.66)

X, T

where

k() = (1 - %H) <1 - %)n Ul (1 - %)n (1 - %H> , (2.67)

and the 0 H contribution includes all interaction terms and higher order op-
erators
OH = 0Hy, + 0Hs+ 0H, + 0Hp +0Hso +0H, . . (2.68)

We introduce the stability parameter n to stabilise the time evolution of the
propagator for small quark masses. This requires |1 — Hy/2n| < 1 [45] and
typically I use n = 2 or n = 4 in this dissertation.

Throughout this dissertation I refer to the action in Equation ([2.66]),
without radiative corrections to the operator coefficients, as “highly-improved
NRQCD”. I do not include radiative corrections in the operator coefficients in
the lattice perturbation theory calculations in this dissertation because these
improvements always contribute at the next order in the strong coupling

constant.
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2.4.2 Perturbative improvement for NRQCD

In general the operator coefficients, ¢;, are free parameters of the NRQCD
action. At tree-level they are equal to unity, but at higher orders they are
modified by radiative corrections. The ultraviolet behaviour of NRQCD dif-
fers from QCD and so these radiative corrections will produce O(ay) errors
in predictions of physical observables.

In principle we could tune the parameters of the action nonperturbatively,
but this process is time-consuming, as it requires independent tuning for
each simulation, and reduces the predictive power of the theory. For lattice
NRQCD, lattice perturbation theory is a more effective way to calculate the
radiative corrections.

The operator coefficients are calculated by matching an onshell quantity
in NRQCD to a corresponding onshell quantity in QCD, order-by-order in
the coupling constant. The general procedure for the calculation of one-loop

improved operator coefficients is:

1. Calculate the one-loop radiative corrections ¢k = 1 + acgl)’Latt + -

to an onshell lattice quantity.

2. Determine the one-loop expansion of the corresponding continuum co-

- 1),Cont
efficients c¥ont =1 + oot

i

3. Correct the coefficient of the operator in the lattice action by replacing

it clatt [1 + Qg (cgl)’com — cz(»l)’Latt) 4. } .

I illustrate the conceptual basis for the matching procedure schematically
in Figure [2.3] There are two methods for extracting nonrelativistic opera-
tors at one-loop, corresponding to the the clockwise and counter clockwise
directions indicated by the arrows. The starting point for both methods is
continuum QCD in the top left.
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QCD Lattice NRQCD
- J
Improvement /_>
NR expansion W One — loop calculations
l »
( (./ > ‘\ & > Improved difference
Difference = matching /

One — loop process

Figure 2.3: Schematic representation of the matching procedure. The starting
point is continuum QCD in the top left. There are two methods for extracting
nonrelativistic operators at one-loop, corresponding to the the clockwise and
anticlockwise directions indicated by the arrows. I discuss each method in
more detail in the text in Section R.4.2

Following the arrows counter clockwise, we first calculate a process at
one-loop in continuum QCD. We then expand the result in a nonrelativistic
expansion. The second method follows the arrows clockwise. We first expand
(and discretise) the continuum QCD action to obtain lattice NRQCD. We
then calculate the same process as in the first method. The two results exhibit
different ultraviolet behaviour, represented by the failure of the “square” to
close. By improving operators we reduce the difference between the results
and bring the lattice NRQCD result, obtained via method two, closer to
the continuum result. This corresponds to reducing the gap between the two
methods, schematically illustrated by the “square” on the right of Figure[2.3

In the next chapter I discuss lattice perturbation theory in more detail
and introduce some of the techniques required to undertake such matching

calculations.
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Lattice perturbation theory

3.1 Why use lattice perturbation theory?

Lattice QCD is primarily a tool for understanding the nonperturbative regime
of QCD—so why develop lattice perturbation theory? Beyond serving as
an explicit test of simulations in the weak-coupling regime, there are three
main reasons to use lattice perturbation theory when studying heavy quark
systems.

Firstly, we can use perturbative calculations to determine the renormali-
sation of the bare parameters of lattice actions, such as the mass and wave-
function renormalisation. The lattice serves as an ultraviolet regulator by
excluding all momenta greater than 7/a and therefore we can view lattice
QCD as simply another regularisation scheme. The renormalised parameters
of the bare lattice action can be calculated relatively easily in perturbation
theory. I present this procedure in more detail for the example of the heavy
quark energy shift and the mass and wavefunction renormalisations for lattice
NRQCD in Chapter [5

Secondly, lattice perturbation theory provides a method for systemat-
ically matching regularisation schemes. Experimental results are typically
expressed in the Modified Minimal Subtraction (M.S) scheme. As with any
other regularisation scheme, the effects of excluded momenta must be in-
cluded via the introduction of counterterms in the lattice action.

To compare lattice simulations with experimental results, lattice param-
eters, such as the coupling constant and renormalisation constants, must be
related to the equivalent parameters in the M.S scheme. This matching pro-
cess is often most easily performed perturbatively. In Chapter [5]T discuss the
example of the two-loop heavy quark mass renormalisation, which relates
the bare lattice mass to the M S mass. I use the mass renormalisation and

heavy quark energy shift to extract a prediction of the b quark mass from
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lattice NRQCD simulations. As another example, I compute the matching
coefficients for heavy-light currents with NRQCD heavy quarks in Chapter
0]

Thirdly, lattice perturbation theory allows us to perturbatively improve
the bare operator coefficients of the lattice action. This forms an integral
part of the Symanzik improvement program, which I discuss in more detail
in Section [2.3.1} For example, the lattice NRQCD actions of the previous
chapter define effective theories for heavy quarks at finite lattice spacing.
NRQCD is an expansion in irrelevant operators with coefficients chosen by
matching to continuum QCD so that continuum results can be determined
from simulations on the lattice. At tree-level, these coeflicients are defined to
be unity, but beyond tree-level, radiative corrections modify the coefficients
and the ultraviolet behaviour of the nonrelativistic action differs from the
behaviour of continuum QCD. This difference introduces O(a;) errors. In
principle we could tune the coefficients of these additional operators nonper-
turbatively to reproduce the correct continuum results. In practise, however,
nonperturbative tuning is time-consuming and reduces the predictive power
of the lattice theory. Lattice perturbation theory is therefore often a better
method for determining the lattice action parameters. In Section I de-
scribe the improvement process for the specific case of higher order kinetic
operators in the NRQCD action.

Whilst these three reasons motivate lattice perturbation theory, they do
not justify its use. Lattice QCD is essentially a nonperturbative tool. We
may justifiably ask: is it reasonable or appropriate to apply perturbative
techniques to a nonperturbative formulation of QCD? A justification for the
use of lattice perturbation theory is provided in [27]: the perturbative renor-
malisation factors account for the momenta excluded by the lattice cutoff.
This hard ultraviolet cutoff is typically at least 6 GeV for current lattice
spacings of around 0.1 fm. The coupling constant is certainly small at these
energies, as(m/a) ~ 0.2, and perturbation theory is likely to be valid. We
therefore expect the effects of the excluded momenta are to be well described
by perturbation theory.

In fact, we can view lattice perturbation theory as a classic example of the
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application of the renormalisation group to separate the physics of different
energy scales. Long distance phenomena are modelled nonperturbatively on
the lattice, whilst the effects of the asymptotically free short distance modes
are simply “integrated out” and rolled up into the renormalisation parame-
ters. Lattice perturbation theory thus provides the connection between the

low and high energy regimes of QCD.

3.2 Perturbation theory and renormalons

Lattice perturbation theory is not the only method for determining renor-
malisation parameters for lattice actions. Perturbative renormalisation can,
in fact, introduce ambiguities, “renormalons”, into lattice quantities. For ef-
fective theories such as HQET, nonperturbative renormalisation is required
to avoid these difficulties. Before reviewing some of the tools of lattice per-
turbation theory that I use in this dissertation, I briefly describe some of
the issues associated with renormalons and lattice perturbation theory. In
particular I discuss the interplay between NRQCD, renormalons, and lattice

perturbation theory.

3.2.1 Mathematical preliminaries

Renormalons are singularities in the Borel transformation of an asymptotic

series [5I]. If a function has the power series expansion
flz) = Z anx", (3.1)
n=0

then we define the Borel transformation f as

n!

f(t) = Zanﬁ. (3.2)

Provided the Borel transform doesn’t have any singularities on the real pos-

itive axis of the Borel plane (the plane of the Borel parameter ¢) and is
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sufficiently convergent at large ¢, then we can recover the original function

from the inverse Borel transform,

fla) = [t exo(=t/nfo (3.3)

The inverse Borel transform has the same series expansion as the original
function and defines the Borel sum of the original function, but is not guar-
anteed to exist.

If the Borel integral has singularities on the real axis, then the inverse
Borel transform is not well-defined. There is no unique prescription for de-
forming the contour along the real axis — do we close the contour above or
below the real axis? —to avoid the renormalon poles, so an inherent ambiguity
in the Borel sum arises. The divergent behaviour of the original series is en-
coded in these singularities, referred to as renormalons. Instantons also give
rise to singularities in the Borel plane, but they are higher order ambiguities
in the perturbation series [52].

The contribution to the function f(z) from a pole at ¢ = t*, with residue
R*, is

f@) ~ —R S mE (3.4)

Renormalons are therefore associated with n! growth in the power series

coefficients of the original function [53].

3.2.2 Renormalons and NRQCD

Perturbative QCD is generally believed to be an asymptotic series approxi-
mation to nonperturbative QCD, as first argued by Dyson [54]. Purely per-
turbative calculations of nonperturbative processes are therefore likely to suf-
fer from renormalon ambiguities, though the observables themselves are of
course well-defined. We may worry, then, that renormalon ambiguities may
afflict lattice perturbation theory calculations. In particular, perturbative
parameters, such as the pole mass, suffer from such renormalon ambigui-

ties [55] 56] and we must be sure that we understand any subtleties involving

33



Chapter 3. Lattice perturbation theory

renormalons when extracting precise results from lattice perturbation theory.
I use the pole mass in my calculation of the mass of the b quark in Chapter
but I prove there that any ambiguities in the pole mass must vanish in the
final result.

In fact, renormalon ambiguities necessarily disappear from physical ob-
servables computed in effective field theories such as NRQCD and HQET.
This was first shown by Neubert and Sachrajda [57] and Luke et al. [58]
for HQET and for NRQCD by Bodwin and Chen [59]. The domain of inte-
gration of full QCD is split between the short-distance coefficients and the
long-distance matrix elements, controlled by a ultraviolet regulator that is
imposed on the matrix elements. The choice of ultraviolet regulator, which
serves as a factorisation scale, is known as the “factorisation scheme”. The
consistency of the effective field theory ensures that observables are factori-
sation scale independent, provided sufficient accuracy in the effective field
theory is maintained.

Bodwin and Chen observed that hard dimensionful ultraviolet regulators
(for example momentum cutoff and lattice regularisations) guarantee that
short-distance coefficients are infrared renormalon ambiguity free (provided,
again, sufficient accuracy in the effective field theory is maintained). Corre-
spondingly, because matrix elements are completely determined in principle
by observables and short-distance coefficients, the matrix elements are renor-
malon ambiguity free in a cutoff-like factorisation scheme. This is consistent
with the unambiguous nonperturbative definition of matrix elements in terms
of Euclidean path integrals in the lattice formulation of the effective field the-
ory. In such factorisation schemes, ultraviolet divergences appear as power
dependencies on the cutoff in the matrix elements. Dimensional regularisa-
tion, on the other hand, does not guarantee the short-distance coefficients
are infrared ambiguity free, as the infrared finite parts of the coefficients are
integrated down to zero momentum (this point was first raised in [60] and
61)).

A hard ultraviolet cutoff introduces divergences in the matrix elements
in powers of the cutoff [62]. In general we cannot subtract these divergences

perturbatively as this reintroduces renormalon ambiguities. In lattice formu-
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lations of HQET and NRQCD, the hard ultraviolet cutoff is provided by the
inverse lattice spacing a~! and the continuum limit corresponds to a diverg-
ing ultraviolet cutoff. At leading order, HQET is renormalisable, so HQET
calculations usually involve extrapolation to the continuum limit. Thus the
divergence of HQET matrix elements is a real issue and requires nonpertur-
bative renormalisation of HQET for precise results. However, this argument
does not apply to NRQCD. NRQCD is not renormalisable, so we do not take
the continuum limit, ¢ — 0. The NRQCD matrix elements do not diverge,

1 and therefore have errors

but are finite and scale as a known function of a~
that can be quantified at a given lattice spacing.

Braaten and Chen [53] studied the large-order behaviour of the short-
distance coefficients for two different quarkonium decays, J/¢ — eTe™ and
N — 7. The renormalon ambiguities of the decay coefficients are hypothe-
sised to cancel with corresponding ambiguities in the nonperturbative matrix
elements at relative order v2. To put this more explicitly, infrared renormalons
at the Borel parameter u = k/2 (with k£ an integer) give rise to ambiguities
of order (Aqcp/M)*. Braaten and Chen hypothesised that these ambigui-
ties can be absorbed into NRQCD matrix elements that are suppressed by
v? or less. They confirmed this hypothesis for the individual cases of the
J/ — ete” and n. — vy decays [53].

Bodwin and Chen [59] presented a method to explicitly calculate the in-
frared renormalon ambiguities in the NRQCD matrix elements. Combined
with the results of Braaten and Chen, this explicitly demonstrated the can-
cellation of renormalon ambiguities in physical decay rates calculated with
NRQCD [59.

Thus, whilst we should be aware that renormalon ambiguities may be
present in perturbative calculations, we generally do not need to nonpertur-
batively renormalise NRQCD to avoid renormalon ambiguities and we are
free to use lattice perturbation theory for NRQCD calculations. I now dis-
cuss some of the tools and techniques that we use in lattice perturbation

theory.
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3.3 The tools of lattice perturbation theory

Lattice perturbation theory is, unfortunately, rather more complicated than
its continuum cousin. In principle the perturbative techniques are analogous
to those in the continuum. We extract Feynman rules from the action by
splitting the action into the free-field terms — quadratic in the fields — and
the interacting terms — everything else. We build Feynman diagrams from
these rules and evaluate them by integrating over phase space. This simple
prescription rather hides the details, wherein lies the devil.

Georg von Hippel suggested that a useful “rule of thumb is that lattice
perturbation theory is ‘one-loop’ more complicated than continuum [pertur-
bation theory|” [63]. This statement indeed gives a fair reflection of the diffi-
culties involved. Lattice actions are almost always considerably more compli-
cated than continuum actions: deriving the Feynman rules by hand is rarely
possible for improved actions and automation is usually required. The result-
ing Feynman integrals are accordingly more arduous. The lattice explicitly
breaks Poincaré symmetry and consequently there are few of the handy tricks
and assorted variable changes that are available to the continuum perturba-
tion theorist. Multidimensional numerical integration is the order of the day.
VEGAS, an adaptive Monte Carlo algorithm developed by Lepage [64], is
particularly suited to evaluating lattice integrals.

Beyond the obstacle of extra lattice action terms, lattice perturbation
theory is complicated by additional vertices with an arbitrary number of glu-
ons. These interactions are generated by the use of link variables rather than
gauge fields. Finally there are lattice artifacts arising from gauge-fixing us-
ing the Faddeev-Popov determinant and integration over the invariant Haar
measure.

I now discuss the automated lattice perturbation theory routines that I
use throughout this dissertation, HIPPY and HPsrc. Calculations with these
routines proceed in two steps. We first extract the Feynman rules from the
action using the HIPPY routines. We then construct the construct Feynman
diagrams using the HPSRC routines and evaluate the resulting diagram numer-

ically with VEGAS.
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3.3.1 Automated lattice perturbation theory

Liischer and Weisz developed the original idea for automated extraction of
Feynman rules from lattice gauge actions in [65]. HIPPY is an implementation
of the Liischer-Weisz algorithm, extended to include quark actions, written in
PyTHON [66, [67]. Whilst automated methods for evaluating Feynman diagrams
exist [68, [69] [70], these tend to be symbolic algebra packages, and do not gen-
erate the Feynman rules automatically. This method undoubtedly speeds up
perturbative calculations, but the manual derivation of Feynman rules for
highly-improved actions is cumbersome. To my knowledge, the HIPPY and
HPsSRC routines are the only automated lattice perturbation theory packages
that allow fully automated calculations using modern, highly-improved lat-
tice actions such as HISQ and mNRQCD.

The gauge action is built from closed loops of link variables, or “Wilson
lines”. We expand the link variables in powers of the bare coupling constant,

g, as
Uyso(x) = exp (agAu (:1: + u)) i% (agAu <$ + g,&)) : (3.5)

and define U_,(z) = U, ;(:c — afi). By convention, the generators of the gauge

field are anti-Hermitian. In momentum space the Wilson lines are given by

L(x,y;mzz Z S AR (k) Al (k)

k1,p1,a1 K fbr,ar

X ‘/;"(kla,ulaal;-";k:’rv,umar)v (36)

where the V, are referred to as “vertex functions”. These vertex functions
are further decomposed into a matrix encoding the colour structure, C,., and
a “reduced vertex”, Y,, that depends only on the momenta and positions of

the links:

Vilky, psans .. key pr, ar) = Co(an, - .oy an)Ye (kv sk, ) . (3.7)
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Finally we write the reduced vertices as products of exponentials,
Ny i . .
Kﬂ(klaﬂl;---;kra”r) = nz:lfnexp |:§ (kl ',U§ ) + ...k’r'U,(, )>:| ) (38)

where the f, are the amplitudes associated with each term and the v are
the locations of each of the r factors of the gauge potential. Thus for each
combination of r Lorentz vertices there are n, terms, each with an associated
amplitude f,, and location vﬁ").

Written in this form, the Feynman rules can be encoded in ordered lists

of “entities”, E, which have the form

E =, fr;2,y;01, ..., 05 f). (3.9)

The complete set of entities at all orders in the expansion of a path is referred
to as a “field”, F{E}.

The reduced vertices are stored as list of entities in the “vertex file”
generated by HIPPY. HIPPY generates the vertex file by repeatedly applying
the convolution formulae derived in [71]. For example, for an action of the
form Y AB1), the Feynman rule for one-gluon emission is the convolution of
the Feynman rules for one-gluon emission from operator A with no-gluon
emission from B plus the corresponding convolution for no-gluon emission
from A with one-gluon emission from B. In some cases, for very complicated
actions, such as the highly-improved mNRQCD action, the convolution is
performed within the HPSRC code to avoid very large vertex files, which would
otherwise lead to memory leak issues.

The colour structure is handled in the HPSRC routines, when the Feynman
diagrams are constructed. All derivatives can be obtained by algebraic ma-
nipulation of the reduced vertices, so no numerical derivatives are required.
This avoids possible numerical instabilities that might arise when using finite
derivatives to approximate derivatives and ensures the same vertex files can
be used for both periodic and twisted boundary conditions. I discuss twisted
boundary conditions in more detail in the next section.

I construct and evaluate all Feynman diagrams using HPSRC, a set of
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FORTRAN routines described in [66, [67]. The routines build the fundamental
vertices from the vertex files. For example, the function vert_ggg(k_i,a_i)
returns the vertex function associated with the three-gluon vertex. In this
case, the arguments of the routine are the set of initial and final momenta,
k_i, and the set of colour indices, a_i, associated with the gluons. The func-
tion vert_ggg returns a TaylUR object, which carries the derivatives of the
function with respect to the particle momenta 72} [73].

One subtlety of the HIPPY /HPSRC routines that is pertinent to the cal-
culations in this dissertation is the inversion of the gluon propagator. The
HPSrC module vert_gg constructs the gluon propagator by inverting the two-
point function from the vertex files. In Feynman gauge, this inversion can be
carried out directly. For singular gauges, such as Coulomb or Landau gauge,
the two-point function is not invertible. To overcome this difficulty, an in-
termediate gauge correction added, the two-point function is inverted and
then the correction is subtracted. The inversion routines in HPSRC can be
cumbersome for a large number of iterations, so to speed up the code hard-
wired propagators exist for a variety of gauge actions, including Wilson and
Symanzik-improved gluons. I use the hardwired propagators in my calcula-
tions of the Landau tadpole parameter in Section 4.1} and of the wavefunction
renormalisation in Sections and [6.3]

Finally, I evaluate the Feynman diagrams using the adaptive Monte Carlo
algorithm VEGAS. VEGAS generates points in the interval (0, 1) with a distribu-
tion that is inversely proportional to the magnitude of the integrand to be
evaluated. Initially the distribution is uniform, and a new distribution is iter-
atively refined to reflect the structure of the integrand. For this algorithm to
work, the integrand must be neither too peaked nor exactly uniform. These
exceptions notwithstanding, the VEGAs algorithm is applicable to a very wide
range of integrands. Infrared divergences in the integrand can be handled by
introducing an infrared subtraction function, which I discuss in more detail
in Sections [5.1 and [6.3] Alternatively, we can handle the infrared behaviour

by introducing twisted boundary conditions, to which I now turn.

39



Chapter 3. Lattice perturbation theory

3.3.2 Twisted boundary conditions

The inverse lattice spacing serves as an ultraviolet regulator in lattice pertur-
bation theory, but infrared divergences may still occur. In fact, in effective
theories, such as NRQCD, the infrared divergences are guaranteed to match
those in continuum QCD. In many calculations, such as the vector current
matching computation of Chapter [6] we can introduce a gluon mass as an in-
frared cutoff. However, if there are ghost contributions, then this is no longer
possible. In this case twisted boundary conditions, introduced by ’t Hooft in
[74] and first applied to lattice calculations in [65], can serve as an infrared
regulator for lattice Feynman diagrams. For example, Hao et al. used twisted
boundary conditions to understand the effect of including fermionic loops
on the improvement coefficients of the Liischer and Weisz gluon action (see
Section [2.3.3)). My presentation is mostly based on [16] and [75].

For twisted boundary conditions we replace the standard link variables

with periodic boundary conditions,
Uz + L) =U,(x), (3.10)
with twisted link variables that satisfy
Uu(z + LD) = Q,U, ()], (3.11)
The twist matrices are field-independent SU (V) matrices that obey

QlQQ = ZQQQl, (312)

where z = e2m/N

is an element of the centre of the group, Z(V). This relation
only fixes the twist matrices up to a unitary transformation, which guarantees
that any choice of twist results in the same physical amplitude. A second
useful property of the twist matrices is that any matrix that commutes with
both €y and 25 is a multiple of the identity matrix.

The twisted gauge fields satisfy the same twist algebra as the twisted

links. Introducing twisted link variables corresponds to expanding the gauge

40



Chapter 3. Lattice perturbation theory

fields in a new basis of twisted periodic plane waves

1

Aﬂ<x> = L3TN

> T(k)et eivkul2 A, (k) (3.13)

The I'(k) are complex N x N matrices in SU(N) that obey the condition
QI(k)Q = ™ LT (k). (3.14)

Condition (3.14) has a nonzero solution if

k, = (%) n, = mn,,. (3.15)
Here the twist vector n, is defined modulo N. We can conveniently split the
momentum into an untwisted component ¢, which is a multiple of 27 /L and
a twisted component (27/NL)n,. For two twisted directions, we can write
the twist vector as

n, = (n1,n9,0,0), (3.16)

where n; and ns take values between 0 and N — 1. The gauge fields must
be traceless and this imposes the condition that (ny,ns) # (0,0). Twisted
boundary conditions therefore act as an infrared regulator by removing the
zero momentum modes. This condition also ensures that the number of de-
grees of freedom is unchanged. The sum over the colour indices of the gluons,
in the range a € [1,..., N? — 1], is replaced by the sum over the (N? — 1)
possible twist vectors.

The matrices I'(k) depend only on the twist vector n,, so I follow the usual
convention of writing I'(k) as I',,. The general solution of Equation is

T, = Q™ (3.17)

where ¢ is a complex phase. There are a number of choices for the phase
factor and I present them in Table [3.1]

Three useful properties that are independent of the phase factor choice
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are

I,,=T, ifn]i=n; andn,=mny (modN),
Lo =1,
Trl, =0 unlessn = 0.

Two more phase-dependent properties are important: the “dagger phase”
relating I'l to T'_,,,
I =d,I_,, (3.18)

and the “composition phase” defined by
Fn/Fn = ann’+n- (319)

These phase factors may be conveniently written in terms of the symmet-

ric and antisymmetric products

(n,m) = nymy + nams + (ng + mq)(ng + my), (3.20)

(n,m) = nymy — namy. (3.21)

I present a number of values for the dagger and composition phases for various
choices of ¢ in Table [3.1]} T updated the twisted colour factor routines in the
HPsSRC code to use the phase factor given in the bottom row of Table
Twists can be extended to more than two directions. In general the twist
matrices then satisfy
Q,0, = 2,0,Q,, (3.22)

: _ 2ming, /N
with z,, = e minu

an element of the centre of the SU(N) gauge group [47].
We can also include fermionic variables by introducing an additional SU(N)
“smell” group. Quark fields are represented by replacing the usual SU(N)
spinors with N x N matrices in colour-smell space.

Automated lattice perturbation theory and twisted boundary conditions
are two characteristic tools of lattice perturbation theory. Before I introduce

one final piece of lattice perturbation theory machinery, background field
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Phase factor ¢~ Dagger phase d,, Composition phase z,

1 ~n1ng Snama
P 1 Zf(n,m)
Jna-+na][(n1-+na—1]/2 ()2 ()= (n.m)] /2
Zf[n1+n27n1n2}/2 1 Z(n,m)

Table 3.1: Phase factors for twisted boundary conditions. The first three rows
are taken from [75]. I give the dagger phase (Equation (3.18))) in column two
and the composition phase (Equation ) in column three. The symmet-
ric and antisymmetric products are defined in Equations and

respectively.

gauge, | set the scene and motivate the use of background field gauge by
surveying its conceptual underpinnings, grounded in the quantum effective

action.

3.4 The quantum effective action

My discussion of the quantum effective action is taken primarily from [48] and
[76]. For a quantum field theory defined by the action S[¢], the complete set
of vacuum-vacuum amplitudes of fields, ¢"(z), coupled to external classical

currents, J"(x), is

Z[J] = /nggbexp (—S[gb] —I—/d%qf)r(x)Jr(x)) : (3.23)

We relate the sum of connected vacuum-vacuum amplitudes, W[J], to Z[J]
by
Z[J] = exp (iW[J]). (3.24)

[ denote the vacuum expectation value of the operator ®"(x) in the pres-

ence of a current J as ¢;(x). We obtain the vacuum expectation value by
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functional differentiation of W[J]:

¢l (x) = 5T() (3.25)

To define the quantum effective action, I'[¢], we use the Legendre trans-
form of W[.J],

rig) =~ [ @t dr(a) gy (o) + WL (3.20

where J, (x) is the current for which ¢”(z) has the value ¢"(z), that is

¢5(x) = ¢"(x) it J(x) = Js, (2). (3.27)

In the absence of external currents, the external fields are given by the

stationary points of I'[¢], since

oT[¢]
6¢" ()

= —Jy, (2). (3.28)
We can conveniently express the effective action as

il'[po] = " D ¢pexp (S[o + ¢o)) - (3.29)
The “1PI” indicates that only one-particle irreducible connected diagrams are
included in the integration. This notation is schematic. There is no way to
calculate such a path integral beyond perturbation theory. If the one-particle
reducible diagrams were included in the path integral then all dependence on
¢o would vanish, by simple change of variable in the integration. We interpret
the field ¢ as a background field, conjugate to an external source.

We can calculate the functional W/[.J] using the tree-level expansion of the
vacuum-vacuum amplitude if we replace the quantum action, .S, by the quan-
tum effective action, I". This replacement is possible because any diagram
can be constructed from a tree-level expansion of one-particle irreducible
diagrams.

The quantum effective action carries all the quantum information of a

quantum field theory. Therefore, when we match different effective theories,
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we are interested in comparing the quantum effective action associated with
each theory. If two quantum theories have the same quantum effective action,
they will give the same prediction for physical processes. But what are the

symmetries of the effective action?

3.4.1 Symmetries of the effective action

The symmetries of the original quantum action are also symmetries of the
quantum effective action, provided the transformations are linear in the fields.

Under an infinitesimal field transformation

¢(z) — ¢(z) + eF'[z; 9] (3.30)

that leaves the original action invariant (that is, S[¢ 4+ €F] = S[¢]) the

quantum effective action is invariant under the associated transformation

¢(x) = ¢(x) + e(Flz; 9]) s, - (3.31)

The angled brackets (...); indicate the quantum average in the presence of

source .J. For linear transformations, we have

(Flz; 8])s, = Fla; ¢, (3.32)

so the quantum effective action is invariant under the same transformation
as the original action.

Perturbative calculations require gauge-fixing. This naturally obscures
the underlying gauge symmetry of the theory, which we can no longer use to
constrain the form of the effective action. However, if we include new, non-
linear transformations of the ghost fields, we can preserve a reduced form
of gauge symmetry in the theory — BRST invariance (named after Becchi,
Rouet, Stora and Tyutin). The quantum effective action is not automatically
invariant under the BRST symmetry, because of the nonlinear ghost field

transformations. However, we can overcome this obstacle by introducing new
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auxiliary sources, K, that couple to the BRST-transformed fields, s * ¢,

exp (W11, K]) = [ Do exp ( - slol + [ dteo @)
+ / dz s * gbr(m)KT(x)) (3.33)

In this form, the effective action is constrained by the Zinn-Justin equa-
tion

(IL,T) =0, (3.34)
where we define the Zinn-Justin anti-bracket as

5¢r OK" SKT o0

The Zinn-Justin equation does not constrain the effective action to a
simple form. However, the Zinn-Justin equation is sufficient, when coupled
with power-counting arguments and various other symmetries such as Lorentz
and global gauge invariance, to show that the divergent terms in the quantum
effective action are related by Ward identities. These Ward identities imply
that the divergent terms are in fact gauge invariant.

Furthermore, the renormalised quantum effective action, I'r = I" — T'y;y,
also satisfies

(C'g,T'g) =0. (3.36)

Thus Ward identities relating the renormalisation parameters will also hold
for the renormalised quantum effective action. This logic reverses the usual
argument, which is presented in, for example, [48]. This argument requires the
renormalised quantum effective action to be repackaged in a gauge invariant
manner, from which requirement we derive the Ward identities.

We obtain the renormalised quantum effective action from the original
action by multiplicative field and coupling constant renormalisation. This is

equivalent to the traditional view of renormalisation as adding counter-terms
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to the original action. The renormalised fields are

AR - Z?jl/QAOa 77R = 251/2?707 ﬁR = Z?:l/zﬁ(b
Vr =2y o, Op=25 Mg gr = Zip 225", (3.37)

Here I denote the gauge fields by A; the quark and antiquark fields by ¢ and
1 respectively; the ghost and antighost by n and 77; and the coupling constant
by g. We define the renormalisation constants through the quantum effective

action, which we write, before imposing Ward identities, as

1
DlAo, o, 7o) = 5Tr( 23 (DuAas — 0, Aou) (9 A5 — 0,48) + Af*[Ad
= 2027 (9, A0, — 0, Av,) [Af, AG) + 62 [ Aoy, Ao )45, A7)

— Zy oo + gZpohoto — Z mapgibg
+ 75 0,100" 00 + 927 0, Al Foe. (3.38)

The gauge-fixing functional in this expression is f[A].

The Ward Identities for the divergent terms in the quantum effective

action are _
ar _ 4 _Z_ é = constant. (3.39)
Za Zs o 7

The value of the constant is theory-dependent. In QED, the constant is equal

to unity, so that only the photon field renormalisation renormalises the cou-

pling constant g. The combination gA is automatically renormalised and we

need only subtract the wavefunction renormalisation to render the quark-

antiquark-gluon vertex finite.

Thus, for the case of quantum electrodynamics (QED) and nonrelativistic
QED (NRQED), we can match relativistic lattice calculations with numerical
NRQED calculations in the continuum limit to determine matching coeffi-
cients without ultraviolet divergences causing a problem. In QCD, however,
the coupling constant is gauge dependent and the cancellation of ultraviolet
divergences is not guaranteed. The extra constraints provided by background

field gauge simplify such calculations in QCD.
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3.4.2 Background field gauge

Background field gauge is a choice of gauge that preserves a form of gauge
invariance in such a way that the divergences in the unrenormalised quantum
effective action are tied together in a gauge invariant manner. This ensures
that the constant in the Ward identity is equal to unity, reducing the com-
plexity of many calculations, such as the computation of the quark-antiquark-
gluon vertex renormalisation factor. In a general gauge, three independent
calculations must be carried out to separate Z,p from Z;, Z, and Zs, as is
done, for example, in [48]. On the other hand, in background field gauge, only
one renormalisation constant is required, the wavefunction renormalisation,
Zs, as demonstrated in [76].

For the particular case of NRQCD, we require background field gauge to
constrain the number of operators that appear in the quantum effective ac-
tion. In lattice perturbation theory, background field gauge greatly simplifies
calculations such as the perturbative improvement of the chromo-magnetic
operator in the NRQCD action [14], which I discuss in greater detail in Sec-
tion [4.5]

In background field gauge we only require the renormalisation factor Z3
to calculate the coupling constant renormalisation for the chromo-magnetic
operator. This ensures that all the relevant diagrams are finite, since we
calculate only one-particle irreducible diagrams. The continuum QCD pro-
cess can therefore be calculated in any scheme, which allows us to perform
the continuum calculation numerically on fine lattices. If the diagrams were
not finite, then the matching calculation would introduce logarithmic terms
log(pa) that involve the continuum regularisation scale, u, and the lattice
spacing, a.

More generally, the Zinn-Justin equation guarantees that only gauge in-
variant operators appear in the effective action for any operator of engineering
dimension four or less. NRQCD is an expansion in irrelevant operators with
dimension greater than four, so without background field gauge we cannot
guarantee that we can expand the NRQCD action on a gauge invariant oper-

ator basis. In matching calculations, such as the computation of the radiative
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corrections to the chromo-magnetic operator in the NRQCD action, we would

need to include gauge non-invariant operators with scale-dependent logarith-

mic coefficients. This would seriously complicate the matching procedure.
We introduce background field gauge by decomposing the gauge fields

into a smooth external source field, B, and a quantum field, ¢,
A, (z) = Bu(x) + gq,. (3.40)

We calculate the quantum effective action I'[B,v,n,7] by expanding the
original action, S[B + q,¥ + ¢',n + 1,77+ 7] up to quadratic terms in the
fields and integrating over the primed quantum fields.

We are free to choose the gauge-fixing function as we wish, so we take
f* = D, (3.41)
where D is the background field covariant derivative,

Dyl = 0uqs + [ B (3.42)

We can view this gauge as parameterised by the background field, B. The
gauge-fixing term, f®f®, is invariant under the formal transformation
5Ba _ a Ea _ fabchBc
B TR H
5qh = — [, (3.43)
where € parameterises the transformation. This formal transformation is not
a true gauge transformation, which would not act on the classical field B.

However the original action is only a functional of the sum of fields, (B + q),

which does transform as a true gauge transformation
0(BL 4 q) = Oue” — (B, + ¢). (3.44)

The sum of the matter fields, (i) + /'), also transforms according to a true

gauge transformation, so the original action is invariant under our formal
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gauge transformation.

We assume the path integral measure is invariant under the formal gauge
transformation and since this formal transformation is linear in the fields, the
quantum effective action is also invariant. Thus we can expand the unrenor-
malised quantum effective action on a basis of gauge invariant operators.
This is the key to the success of background field gauge. We demand gauge
invariance in the quantum effective action before renormalisation and this
ties the renormalisation constants together in such a way that the constant
in the Ward identities expressed in Equation (3.39) is just unity. Background
field gauge is the only gauge that guarantees all higher order terms are gauge
invariant, which strongly restricts the number of terms that need to be in-
cluded in the action. Such higher order terms are necessarily generated in an
effective theory such as NRQCD.

The lattice formulation of an SU(3) gauge action in background field
gauge is much the same as the continuum case and was first presented in
two companion papers, [77] and [7§]. In the lattice formulation of lattice
background field gauge, we split the link variable into the external field,
B,,(z), and the quantum field, ¢,(z) and define the link variable as

Uu(x) — e90au(e+i/2) Bu(z+p/2) (3.45)

We then build the gauge action from plaquettes as usual.
On the lattice, we replace the background field gauge covariant derivatives
with lattice operators that act on (Lie algebra valued) lattice functions, f(x)

as

Dof(r) =~ {5 (o + a)e ) — f(2)}

Dif(e) = - {F(@) — P fa — aj)eP )} (3.46)

The full lattice QCD action in background field gauge is the sum of the

usual Wilson gauge action, defined in terms of background field gauge pla-
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quettes

= %ZZReTr{l (1)} (3.47)

a gauge-fixing term,
SER[B.q) = —Xoa" > Tr {D}q.(z)D}q,(z) } (3.48)

and the ghost contribution,

Sep[B, q,¢,c] = —2a* Z Tr {D,e(x) [J (90qu()) " D, + goAd[q,](z)] c(z)} .
' (3.49)

In the above expressions I define the adjoint representation of a vector
field X, which takes values in the Lie algebra su(N), as

Ad[X]-Y = [X,Y], (3.50)

for all Y in su(N). Equivalently, in terms of the structure constants, the

matrix (Ad[X])® associated with a given basis T is
(Ad[X])ab — _fabcxc (351)

or

(Ad[X] - Y)* = fabexbye, (3.52)

The functional J(X) is the exponential of the differential mapping, which
we define through the linear mapping J(X) : su(N) — su(N), with

d
J(X) Y =e X —XtY (3.53)
dt t=0
for all Y in su(N), and is given explicitly by
+ i ﬂAd[X]’“ (3.54)
— (k+1)! ' '

51



Chapter 3. Lattice perturbation theory

Thus the complete lattice QCD action in background field gauge is

SP[B.q. e, = S [U] + SGr[B, q] + Spp [B. ¢, ¢ c]. (3.55)

3.4.3 Background field gauge in HiPPY and HPsgrc

We have extended the HIPPY and HPSRC code to include background field
gauge [79]. This was necessary to calculate the perturbative improvement
of the chromo-magnetic operator in the NRQCD action, which I discuss in
greater detail in Section [£.5]

To implement background field gauge in HIPPY routines, the identification
and ordering of the quantum and background fields is important. The routine
vert_ggg(k,a) that I introduce in Section now includes an additional
boolean argument that specifies whether gluons are background or quantum
gluons. We use the convention that the value .TRUE. represents background
fields. Thus we specify the interaction of two background fields with a quan-
tum field by calling the three-gluon vertex with the additional argument
bfg=(/.TRUE., .TRUE., .FALSE./), that is, we would call the function as
vert_ggg(k,a,bfg).

The HPsRC routines now handle the symmetrisation of the vertices sepa-
rately for both background and quantum fields. The Feynman rules for back-
ground field gauge are given in the Appendix to [78] and I independently
rederive them in Appendix [B] as part of the development of our implemen-
tation of background field gauge. The vertices with background fields have
gauge-fixing terms that we have hardwired in the appropriate HPSRC vertex
functions. These additions were extensively checked in the calculation of the
radiative corrections to the chromo-magnetic operator in the NRQCD action.

I also hardwired the ghost and antighost vertices in background field
gauge in an HPSRC module as part of our implementation of background field
gauge. I present the Feynman rules for the ghost and antighost vertices in
Appendix [B] T extended the ghost routines to include an additional boolean
argument, analogous to that of the vert_ggg(k,a,bfg) function. In this

case, however, the argument bfg is a scalar. This argument is used to deter-
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mine whether to implement background field gauge via a simple IF construct
within the routine. An array is not required for the ghost and antighost ver-
tices, because calculations planned for the foreseeable future will need vertices
with either background fields or quantum fields but not both simultaneously.
No vertices involving ghosts, quantum fields and background fields occur at
one-loop.

We plan to reproduce the results given in the collection of papers by
Liischer and Weisz [77, [78, 80, 81] for the relation between the QCD scale
parameter in the M S scheme, Ag7g, and on the lattice, A7. The QCD scale pa-
rameter characterises the energy scale of the strong coupling constant. Whilst
the energy dependence of the coupling constant can be determined from the
renormalisation group equations, the exact value of the coupling constant at
a given energy must be obtained from experimental measurements. The cur-
rent world average is agrg(M}) = 0.1184(7), which corresponds to a four-loop
scale parameter of Ay;g = 213 MeV for five flavours of sea quarks [82].

We define the beta function for a running coupling constant, a(u?) =

g*(1)/(47%), that depends on the scale y, as

Blo(m) = u?52) (3.56)

We can write the beta function perturbatively as

Blg()) = —g* (1) Y bug™ (1) (3.57)

Here the first two coefficients for N colours and ns fermion flavours are

1 11N 477,fo

by = (4@2( T3 ) (3.58)
1 (34 20

by = ) (ENQ — 3 NT; - 4Cfo) : (3.59)

and the Casimir operators are Cy = (N*—1)/(2N) and Ty = 1/2 for SU(N).
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We then define the QCD scale parameter, A, by

7 2 —b1 /262 1

A= lim p(bog”(u)) /% exp <—m) : (3.60)

The scale introduced by renormalisation, p, and the coupling constant, g,

are both scheme dependent and hence the scale parameter is also scheme

dependent, but renormalisation group invariant. For example, Ayjonm/Ams =

5.73, where Ayg is the scale parameter in the minimal subtraction scheme and

Ayiom is the scale parameter defined in the momentum subtraction scheme

[83]. On the lattice, the scale parameter also depends on the choice of gauge
and fermion actions.

We may relate the scale parameters, A and A, associated with two cou-

pling constants, g and g, via

~ aq
A=A — 3.61
e (). (3.61)
where the coefficient a; is the first coefficient in the expansion of g in terms
of g:

P =g +agt+... (3.62)

We can extract the coefficient a;, and hence the ratio between the scale
parameters in different regularisation schemes, from the gluon two-point func-
tion in background field gauge. In general the two-point functions are related
by the gluon and ghost wavefunction renormalisations but in background
field gauge the product of the renormalisation constants is unity and the
two-point functions are equal, up to O(a) corrections.

This computation will extend my work on the Ward identities of the gluon
selfenergy that I review in Appendix [C]and will serve as a cross-check of our
implementation of background field gauge for the ghosts. This calculation is
currently underway. The routines developed for this calculation can then be
easily extended to include the effects of sea quarks on the ratio of the QCD
scales.

I have now reviewed the machinery employed in lattice perturbation the-
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ory calculations: automation, twisted boundary conditions and background
field gauge. In the next three chapters I apply these techniques to several dif-
ferent calculations at both one- and two-loops. I first calculate the two-loop
tadpole improvement factors, then the perturbative improvement of higher
order kinetic coefficients the NRQCD action in Chapter [4] T calculate the
heavy quark renormalisation parameters at one- and two-loops in Chapter
and use my two-loop results to extract a new prediction of the b quark mass
from lattice NRQCD simulations. In Chapter [6] I compute the matching co-
efficients between heavy-light vector and axial-vector currents in continuum
QCD and lattice NRQCD.
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Chapter 4

Perturbative improvement

In the previous chapter I reviewed the three main reasons for developing
and implementing automated lattice perturbation theory: perturbative im-
provement, perturbative renormalisation and operator matching. With the
precision of lattice simulations now reaching the level of a few percent, the
role of lattice perturbation theory in constructing highly-improved actions,
and implementing them effectively in calculations, is increasingly important.

In this Chapter I apply the techniques of lattice perturbation theory to
three calculations that fall under the aegis of this improvement programme. I
use fully automated lattice perturbation theory to compute tadpole improve-
ment factors to two-loops. I then employ a mixed analytic and numerical
approach for the radiative corrections to higher order kinetic terms in simple
NRQCD actions. Finally I review the calculation of the radiative corrections

to the chromo-magnetic operator in the highly-improved NRQCD action.

4.1 Tadpole improvement

I first present my calculation of the two-loop fermionic contributions to the
tadpole improvement factor, ug, for both Landau and plaquette tadpoles.
I combine my results with quenched perturbative data from [12] and from
quenched high-/ simulations undertaken by Lee [11] to extract the first deter-
mination of unquenched two-loop tadpole improvement factors for Symanzik-

improved gluons with ASQTad light quarks.

4.2 Landau tadpoles

In Section I introduce two commonly-used definitions for the tadpole
improvement factor, the Landau and plaquette tadpoles. We define the Lan-

dau tadpole, uf, to be the expectation value of the link operator in Landau
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Figure 4.1: Contributions to the Landau and plaquette tadpole parameter
at one-loop. Green wiggly lines indicate gluons and the large green blob
represents the definition dependent part of the diagram.

gauge:
1
’U/g = NR‘e Tr<U,u>Landau- (41)

We choose Landau gauge because it is the axis-symmetric gauge that max-
imises the value of uy and therefore minimises tadpole contributions [27].

At one-loop there is a single diagram, given in Figure[d.I] that contributes
to the Landau tadpole. I calculated the corresponding Feynman integral us-
ing HPSRC and evaluated the integral numerically with VEGAS. The inversion
routines in HPSRC do not cope well with singular gauges, so for this calculation
I used hardwired gluon propagators. However, I generated the quark propa-
gators and quark-gluon vertices required for the two-loop contributions using
HIPPy. I discuss the combined HIPPY and HPSRC implementation of automated
lattice perturbation theory in more detail in Section [3.3.1}

I show the two-loop fermionic contributions in Figure 4.2 With the code
for the one-loop calculation in hand, the extension to two-loops is straightfor-
ward: I replace the bare gluon propagator by the “dressed” gluon propagator,
which includes the one-loop fermionic contributions. In all other respects the
calculation is the same. I calculate the one-loop gluon propagator using the
HPSRC module gluon_sigma, based on code written by Alistair Hart. I ex-
tended the module to include computation of derivatives of the selfenergy
using the Tay1URr derived-type [73], implemented numerical evaluation with
VEGAS and compatibility with background field gauge. I made extensive use
of these additions to the gluon_sigma module in the calculations set out in
Chapter [f

The gluon_sigma module evaluates the gluon selfenergy for a given set

of external gluon momenta, Lorentz indices and colours. A namelist input
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(a) (0)

Figure 4.2: Contributions to the Landau and plaquette tadpole parameter at
two-loops: (a) is the fermion “bubble” and (b) the fermion “tadpole”. Green
wiggly lines indicate gluons, red lines are light quarks and the large green
blob represents the definition dependent part of the diagram.

selects which contributions, for example the fermion “tadpole” or “bubble”
diagrams (see Figure for notation), are included in the calculation. The
full two-loop calculation is an eight-dimensional integral over the double loop
momenta.

I use zero gluon mass in all calculations that I describe in this section and
regulate the low momenta behaviour with the external gluon momentum, aq.
I confirmed that all results were independent of the gluon momentum for a
wide range of values between ag = 0.01 and aqg = 0.9.

Throughout this chapter I use the convention for both Landau and pla-

quette tadpoles that

up=1-— u(()z)ozL — u[()4)oz% —O(a}). (4.2)

4.2.1 Landau tadpole results

I present my results for the one- and two-loop Landau tadpole parameters
in Table for both unimproved Wilson gluons and for Symanzik-improved
gluons. I obtained the one-loop results with 10° function evaluations and 10
VEGAS iterations, which took about five minutes wall-clock time on six pro-
cessors. In this dissertation, whenever I refer to the time elapsed for a given
calculation this should be understood to refer to wall-clock time and not CPU

time. I carried out these calculations on the Cambridge High Performance
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Figure 4.3: The Light quark mass-dependence of the two-loop Landau tad-
poles. I plot the fit to a function quadratic in the light quark mass in blue.
I use Symanzik-improved gluons with ASQTad light quarks. Note the small
scale on the y-axis.

Computing Cluster, which consists of 2094 3.0 GHz Intel Woodcrest cores.

I calculated the two-loop contributions on 128 processors, with 107 func-
tion evaluations and 15 VEGAS iterations, which took approximately 2.5 hours
for the unimproved fermions and five hours for the ASQTad fermions. I
present results for six different light quark masses, from am, = 0.005 to
am, = 0.10 and extrapolate these results to zero light quark mass using a
function quadratic in the light quark mass. Including quartic terms did not
alter the result at zero quark mass within the quoted errors. I plot my data
and the quadratic fit for the light quark mass extrapolation, shown by the
blue line, in Figure

I quote uncertainties for each result that are the statistical errors from
numerical integration of the Feynman diagrams, except in the massless light
quark two-loop result. In this case, I give the uncertainty from the fit to the
light quark mass.

I present a large number of tables of data in this dissertation and, unless
otherwise stated, the uncertainties I quote for my results are the statistical

errors from numerical integration.
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(4),L
Action u(()Q)’L am, Yo
Unimproved — ASQTad
0.005  -0.0703(3)  -0.1238(3)
0.01 -0.0704(3)  -0.1238(3)
0.03 -0.0701(3)  -0.1238(4)
Wilson  0.9739(2) 0.05 -0.0698(3)  -0.1241(6)
0.08 -0.0692(3)  -0.1230(4)
0.10 -0.0688(3)  -0.1226(4)
0.20 -0.0651(3)  -0.1195(3)
0.0 -0.070287(56) -0.1238(1)
0.005  -0.0461(3)  -0.0726(3)
0.01 -0.0460(3)  -0.0727(3)
0.03 -0.0458(3)  -0.0725(4)
Symanzik 0.7503(2) 0.05 -0.0456(3)  -0.0727(5)
0.08 -0.0450(3)  -0.0720(3)
0.10 -0.0447(3)  -0.0716(3)
0.20 -0.0422(3)  -0.0694(3)
0.0 -0.0460(1)  -0.0727(1)

Table 4.1: Landau tadpole corrections at one- and two-loops for Wilson and
Symanzik-improved gluons. The two-loop results are the fermionic contri-
butions only, with unimproved staggered light quark results presented in
column four and ASQTad quarks in column five. The two-loop result at zero
light quark mass result is an extrapolation; one-loop results are fermion mass
independent. The uncertainties quoted are statistical errors from numerical
integration, except in the massless light quark two-loop result. In this case,
the uncertainty is from the fit to the light quark mass.

4.2.2 Comparison to the literature

We can compare the one-loop fermionic results given in Table with pre-
viously published results for the Landau tadpole. In [12], Nobes et al. report
a value of

Ul |ny—0 = 1 — 0.9738(2)a;, — 3.33(1)} (4.3)
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for the quenched Landau tadpole for Wilson gluons and
Ul |n,—0 = 1 — 0.7501(1)ar;, — 2.06a7 (4.4)

for Symanzik-improved gluons. My one-loop results are in perfect agreement
with the one-loop values given in [12]. In common with the quenched results,
my two-loop coefficients are smaller for the Symanzik-improved action than
for Wilson gluons. This is what we would expect: the improved action is
designed to be more continuum-like, with smaller lattice artifacts, and hence
requires less tadpole improvement.

I combine the fermionic contributions given in Table [4.1] with the two-loop
quenched results in Equations and to present the first perturbative

calculation of the unquenched Landau tadpole at two-loops. I find
uy =1—0.7503(2)ar, — (2.06(1) — 0.0733(4)ns) a7 (4.5)

for Symanzik-improved gluons with ASQTad sea quarks of mass am, = 0.01,
which corresponds, for example, to the light quark mass on the MILC “fine”

ensembles [84].

4.2.3 Three-loop estimate

I estimate the three-loop contribution to the Landau tadpole by subtracting
the full two-loop perturbative results in Equation from the nonper-
turbative Landau tadpoles measured on the MILC collaboration’s ASQTad
ensembles. Data for ensembles with (2+1) flavours of sea quark are pre-
sented in [84] and [85] . For the “fine” ensemble, the Landau tadpole was
measured to be uf = 0.8461(1). This ensemble has light quark bare masses
am,, g = 0.0124, strange quark mass am, = 0.031 and bare coupling 3 = 7.09.

I use the relation between the bare lattice coupling and the (3 values listed

in Table 1 of [85],
D

213’

to compute a value of the coupling constant. In this case I obtain ap, = 0.1122.

ay = (46)

61



Chapter 4. Perturbative improvement

Using this value of the coupling constant, I obtain
U ad ~ b — (1 —uPa; + ug‘*ﬂaz) — 0.057(1). (4.7

My estimate of the three-loop perturbative contribution to the Landau tad-
pole for Symanzik-improved gluons and ASQTad light quarks is therefore

WO ~ —40.4(7). (4.8)

In [86], Hart et al. found that measurements of the Landau tadpole from
quenched high-3 Monte Carlo simulations were well described by the two-
loop Landau tadpole calculated in perturbation theory. By fitting the high-/3
results to a polynomial in the coupling constant, they inferred the size of the
three-loop contribution to the Landau tadpole. Direct comparison with my
results is not possible because the action used in [86] is anisotropic, but the
O(a}) contributions to the Landau tadpole were found to be uéﬁ)’L ~ O(1).
This is an order of magnitude smaller than my estimate, but, since a3 ~
0.001, both results support the claim in [86] that the two-loop perturbative
calculation of the Landau tadpole provides a very good estimate of the full

nonperturbative Landau tadpole.

4.3 Plaquette tadpoles

The plaquette tadpole, ul’; is defined to be the fourth root of the expectation
value of the plaquette:

. 1 1/4
Uy = NTTPW , (4.9)

where the plaquette P,, is the one-by-one gauge invariant loop defined in
Equation ([2.§]).

My calculation of the plaquette tadpole closely parallelled the method I
used for the Landau tadpole factor. At one-loop there is again a single con-
tributing diagram, which I give in Figure I calculated the corresponding

Feynman integral using the HPSRC routines and evaluated the integral numer-
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ically using VEGAS. I show the two fermionic contributions to the two-loop
factor in Figure [4.2]

4.3.1 Plaquette tadpole results

I present my results for the one- and two-loop plaquette tadpole parameters
in Table for both Wilson and Symanzik-improved gluons. I extrapolate
the results to zero light quark mass. I obtained results with 10° function
evaluations and 10 VEGAS iterations on six processors, which took about 40
seconds for the one-loop contributions. For the two-loop contributions I used
10% function evaluations and 15 VEGAS iterations on 128 processors, taking
approximately 40 minutes. I verified that both one- and two-loop results
were gauge-independent for three different choices of gauge parameter. I plot
my data and the quadratic fit for the light quark mass extrapolation, shown

by the blue line, in Figure 4.4}

0,062
0.0693}
0.0694
S -0.0695|

-0.0696 -

-0.0697 -

am

Figure 4.4: The light quark mass-dependence of the two-loop plaquette tad-
pole. I plot my fit to a function quadratic in the light quark mass in blue.
I use Symanzik-improved gluons with ASQTad light quarks. Note the small
scale on the y-axis. The smaller errors for the results at am, = 0.01 and
amg = 0.03 are due to better statistics.

In Table I present results for the quenched plaquette tadpole from

63



Chapter 4. Perturbative improvement

Action uéQ)’P am,

Unimproved ASQTad

0.005  -0.06451(4
0.01 -0.06450(4 -0.13576
0.03 -0.06443(4 -0.13570

(4)  -0.13583(5)
(4) (1)

(4) (1)

0.05 -0.06427(4) -0.13563(4)
(4) (4)

(4) (4)

(

5
1
Wilson  1.04717(2) L

0.08 -0.06389(4 -0.13532(4
0.10 -0.06355(4 -0.13502(4

0.0 -0.0645121(21) -0.135769(69)

0.005  -0.03674(2)  -0.06976(
0.0l  -0.03674(2)  -0.06971(

. 0.03  -0.03667(2)  -0.06967(
Symanzik  0.76708(2) 05 03659(3)  -0.06964(
0.08  -0.03637(3)  -0.06946(
(3) (

0.10 -0.03617 -0.06930
0.0  -0.0367294(55) -0.0697147(72)

3
1
1
3
3
3

)
)
)
3 )
3 )
3 )

Table 4.2: Plaquette tadpole corrections at one- and two-loops for Wilson
and Symanzik-improved gluons. The two-loop results are the fermionic con-
tributions only, with unimproved staggered light quark results presented in
column four and ASQTad quarks in column five. The two-loop result at zero
light quark mass result is an extrapolation; one-loop results are fermion mass
independent. The uncertainties quoted are statistical errors from numerical
integration, except in the massless light quark two-loop result. In this case,
the uncertainty is from the fit to the light quark mass. The smaller errors
for the ASQTad results at am, = 0.01 and am, = 0.03 are due to better
statistics.

Lee’s high-3 simulations [IT]. T extract the two-loop correction by fitting
these results to a polynomial in ay, including terms up to a7}, with the one-
loop coefficient constrained to the value obtained using perturbation theory.
I plot the quenched results in Figure and the fit to a function quadratic in
the light quark mass. Including higher order terms in the fit did not improve

the extrapolation to zero light quark mass. For the two-loop coefficient I
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obtain

u§? | =0 = 2.12(6). (4.10)

The two-loop coefficient is, coincidentally, in agreement with the Landau
tadpole coefficient. Whilst we would expect the one-loop terms to be close,
because both methods attempt to smooth the gauge field, there is no partic-
ular reason to expect the two-loop values to be similar.

I incorporate these results with my fermionic two-loop values to present
the first perturbative calculation of the unquenched plaquette tadpole at two-
loops. For Symanzik-improved gluons with ASQTad sea quarks with mass
amy = 0.01, I find

ud =1—0.76708(2)a, — (2.12(6) — 0.06971(1)n;) a2

B ar U(I)D|nf:0 ‘ B ar U(I)D|nf:0

9 0.08841941 0.90818796 | 32 0.02486796 0.97970155
10 0.07957757 0.92121955 | 38 0.02094144 0.98306826
11 0.07234316 0.93072830 | 46 0.01729945 0.98615808
12 0.06631456 0.93807324 | 54 0.01473657 0.98827436
15 0.05305165 0.95283073 | 62 0.01283508 0.98984548
16 0.04973592 0.95627124 | 70  0.01136821 0.99103890
20 0.03978874 0.96610563 | 80  0.00994718 0.99217890
24 0.03315728 0.97230232 | 92 0.00864973 0.99322698
27 0.02947314 0.97561108 | 120 0.00663146 0.99482774

Table 4.3: Plaquette tadpole contributions extracted from quenched high-g3
simulations by Lee [LI]. The bare coupling constant is given by ay = 5/(20).

4.3.2 Three-loop estimate

I estimate the three-loop contribution to the plaquette tadpole by subtracting
the full two-loop perturbative results in Equation (4.11)) from the nonpertur-
bative plaquette tadpoles measured on the MILC collaboration’s ASQTad en-

sembles. Results for ensembles with (2+1) flavours of sea quark are presented
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Figure 4.5: Plot of the fit to a function quadratic in the light quark mass for
the quenched plaquette tadpole parameter.

in [22]. For the “coarse” ensemble, the plaquette tadpole was measured to be
ul’ = 0.8677(1). This ensemble has light quark bare masses am,, 4 = 0.010,
strange quark mass ams = 0.050 and bare coupling 3 = 6.760.
I use the relation between the bare lattice coupling and the plaquette
tadpole
ar = —1.303615log u}), (4.12)

to compute a value of the coupling constant from the measured values of u}’
listed in Table 1 of [22]. This relation arises from the one-loop definition of the
coupling constant in terms of the one-by-one Wilson loop, i.e. the plaquette.
I obtain a; = 0.1850. Using this value for the strong coupling constant, I

obtain
WOP3 oy b (1 — P, — ug4>7Pa%> = 0.080(1). (4.13)

Thus my estimate of the three-loop perturbative contribution to the plaquette

tadpole for Symanzik-improved gluons and ASQTad light quarks is

u®F ~12.6(2). (4.14)

66



Chapter 4. Perturbative improvement

For the fermionic contribution, I use my value of u(()4)’P at light quark mass
amg = 0.01. I estimate the error from the dominant quenched contribution
at two-loops, multiplied by a2. This result is the same order of magnitude
as my estimate of the three-loop Landau tadpole, Equation (4.8§)).

Equations and are the first determination of the unquenched
Landau and plaquette tadpoles at two-loops for Symanzik-improved gluons
with ASQTad light quarks. These new results allow me to estimate the three-
loop contributions to both tadpoles. State-of-the-art lattice simulations by
HPQCD now use HISQ light quarks, for which the two-loop tadpoles must
be calculated. Although the tadpole calculation is complicated by the reuni-
tarisation of the fattened links in the HISQ action, my code can be relatively
easily extended to include HISQ) sea quarks. This extension is currently un-
derway.

In the next section, I report on my second perturbative improvement

calculation, for the higher order kinetic terms in simple NRQCD.

4.4 NRQCD kinetic operator improvement

The higher order kinetic terms in the NRQCD action correct errors arising
from the nonrelativistic expansion of the heavy quark fields. At tree-level,
the coefficients of the kinetic terms are equal to unity. Quantum fluctuations
renormalise the coefficients and these radiative corrections must be calculated
to achieve high precision in lattice NRQCD simulations.

Nonperturbative lattice studies of heavy-heavy mesons using NRQCD
have found large energy splittings between states with spatial momenta of
equal magnitude but different individual components, for example, states
with momenta p = (0,0,3) and p = (2,2, 1) [47]. One contribution to these
energy splittings is the renormalisation of cubic symmetry breaking terms
in the NRQCD action, which first occur at O(a*p?). Based on the work
of [71], [87] and [88], Miiller computed the renormalisation parameters of
the O(a*p*) kinetic energy terms for the full NRQCD action in Equation
(2.66]) using automated lattice perturbation theory [47]. My calculation of

the corresponding renormalisation parameters for a simple NRQCD action
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served as a cross-check of Miiller’s numerical code.

In the course of my calculation I discovered that the radiative corrections
are infrared divergent unless the action is improved to include higher order ki-
netic corrections. Whilst the justification for this result is clear in retrospect,
we did not anticipate the divergent behaviour initially. Before presenting my
results, I derive expressions for the radiative corrections to the kinetic oper-
ators of a simple NRQCD discretisation. My derivation largely follows that
given in [47] and [87], tailored to my choice of NRQCD action.

4.4.1 Simple NRQCD

I use the simple discretisation of NRQCD given in [49], the “Davies and

Thacker” action,

3 A(.—HA(»_)
Spr =a* Y vl(x.1) (Afﬁ - W) (1), (4.15)

Jj=1

In momentum space the tree-level quark propagator for this action is

4 .
Gyl(w,p) =e ™ — 1+ 5] Zsin2 (%) : (4.16)
J

where w = —ip, is the energy in Minkowski space. I derive the Feynman
rules associated with this action in Appendix . I expand Gj'(w,p) for

small momenta as

Gyt (w,p) = —aw + 2a4M Z (<%>2 - % (%)4) +... (4.17)

J

The position of the tree-level quark pole, awr(p), is the zero of Gy (w, p).
In this case the pole is given by
a2p? a‘p?

_ 6,6
=50 20l + O(a’p). (4.18)

awr(p)

The one-loop propagator is related to the tree-level propagator via the

68



Chapter 4. Perturbative improvement

selfenergy ¥ (w, p):
Gyl (w, p) = Gy (w, p) — a.X(w, p), (4.19)
and so the dispersion relation at one-loop is

w(p) = wr(p) — aX(wr(p), ). (4.20)

The NRQCD quark selfenergy is invariant under interchange of any two
spatial momentum components ap; < ap;, under spatial momentum reflec-
tions ap; — —ap; and transforms into its complex conjugate under ap, —

—apj [87]. Hence the small-momentum expansion of the selfenergy is

a’p o )a(p)

aX(w,p) = Xo(w) + El(w)ZaM + Yo (w S

+ S3(w)a'p! + ... (4.21)

We can compute the expansion coefficients, 3;(w), which are functions of the

energy, w, by taking appropriate combinations of partial derivatives of the

selfenergy:
Yo(w) = aX(p = 0), (4.22)
i(w) = aM S(SZZE)Z , (4.23)
Dafu) = M 5 ]z)%?ipzﬂ B (4.24)
1 0*(aX) B 0 (aY)
240 = 31 (o o~ Tt ) 4

I expand the ¥;(w) functions as a Taylor series in w,

Si=> v, (4.26)

J=0

and combine this expansion with the expression for the selfenergy in Equation

(4.21)) and for the dispersion relations in Equations (4.18)) and (4.20)) to obtain
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the one-loop dispersion relation:

0l21f’2 1 0 a4p4 1
aw(p) = 537 (1 % (E‘() '+ 3] )>> " 24aM (1 - as% ))
(50 4 (95® 4 oy @) PP 0 a0 o
Qs | 2 + 0 T 221+ 2 RS2 s 4P (4.27)

I extract the renormalisation parameters by requiring that the one-loop
dispersion relation has the renormalised form
B a’p> a‘pt
"~ 2aM,  24aM,

aw(p) as (Fo + adw(p)) . (4.28)

We can immediately read off the mass renormalisation from the coefficient of
the O(a?p?) term by comparing Equations (4.27) and (4.28). Thus the mass

renormalisation is given by
Z7 =1—a, (zg” + Z§0)> . (4.29)
We obtain the heavy quark energy shift from the one-loop coefficient:
Ey =3, (4.30)

I discuss the mass renormalisations in more detail in Chapter [, where I
also derive an expression for the NRQCD wavefunction renormalisation. For
now we need only the energy shift and the kinetic correction coefficients. The

kinetic corrections are:

a'(p?)* 4,4
adw(p) = Wy YIVE + Wha'p®, (4.31)
Wi =2 (=0 +3(") + 5, (4.32)
(0)
by

For consistency with, and comparison to, the literature (see, for example,

[47], [71] and [89]), I also introduce the €); parameterisation functions, which
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are related to the 2? ) (w) functions by

Q = Re 2" = %(0), (4.34)
o%
O = —ReXV) =Im = (4.35)
Ip4
p=0
2%
Qy =ReX” = aMRe 5 (4.36)
z p=0

I use the relative simplicity of the Davies and Thacker action to compute
the correction coefficients W; using a mix of analytic and numerical methods.

I now outline these calculations.

4.4.2 Calculating the kinetic correction coefficients

In continuum QCD only one Feynman diagram contributes to the selfenergy
at one-loop, whereas in lattice NRQCD there are contributions from four di-
agrams. On top of the lattice artifact tadpole diagrams, the non-relativistic
formulation distinguishes space and time and this distinction introduces two
different Feynman rules, one for temporal gluons and one for spatial gluons.
The Feynman rules associated with the Davies and Thacker action, Equation
, are given in [49] and I have checked these Feynman rules by hand.
I have also computed the Feynman rules for an alternative discretisation of
simple NRQCD. My derivation of both sets of Feynman rules are presented
in Appendix [B] I show the four diagrams that must be evaluated in Figure
Each diagram represents a four-dimensional Euclidean integral that, in
principle, can be evaluated numerically. However, the integrands are strongly
peaked around poles in the complex kg plane. Numerical Monte Carlo inte-
gration methods, such as VEGAS, generally do not cope well with strongly
peaked integrands. To speed up the calculation, I evaluated the ky-integral
analytically and then computed the less strongly peaked three-dimensional
k-integral using VEGAS.

I illustrate the basic steps of the calculation using the example of the

temporal gluon “rainbow” diagram, illustrated in the top left corner of Figure
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Figure 4.6: The four selfenergy diagrams contributing to the renormalisation
of the NRQCD kinetic operators. Double blue lines are heavy quarks, wiggly
green lines indicate spatial gluons and green dotted lines are temporal gluons.
The commonly used names, “rainbow” for the upper pair of diagrams and
“tadpole” for the lower, arise from the shape of the gluon propagators.

diagram (a). The full expression for this rainbow diagram with arbitrary
external quark spatial momenta p (all vertex momenta defined as incoming)
is A
yrbow _ a39202/ d3(ak) _ 1
P2m) 2 1 a2n?
where Cy = 4/3 is the colour factor and I have introduced the conventional
lattice shorthand

Go(we ™ k — p), (4.37)

k, = 2sin (‘%") . (4.38)

The heavy quark propagator for the Davies and Thacker action, Gy, is given
in Equation (4.16]).

I transform the ky integral with the standard change of coordinates aky —
z = e g0 that the integral becomes

rbow __ 2 L d3<ak> % 1
2=y Can/ (2n)? f{ P ey pepmpepy e S G

and the contour of integration is now the unit circle. The gluon poles lie at

kE+ VK2 -4

: (4.40)

Z4+ =
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where
K=k +a?\? + 2, (4.41)

and the heavy quark pole occurs at

29=1- ! > (k—p),. (4.42)

I evaluate this integral by closing the contour at infinity: the condition
that zf(z) — 0 as z — oo ensures that the contour at infinity gives no

contribution. In this case we have

[(z—2-)(z=2:)(2=20)] ' = 27 [(1—2—27 ) (1—24 27 ) (1—202 )], (4.43)

which indeed tends to zero in the z — oo limit. I close the contour to the

right to isolate the pole at z = z,. The result is just

rbow __ 2 d3(a’k) 1
=G [ R e 4)

I extracted the temporal rainbow contribution to W; and W5 by differen-
tiating this expression according to Equations or respectively. 1
evaluated the result at p = 0 and computed the remaining three-dimensional
integral numerically with VEGAS. I present all results in Section [4.4.3] In par-
ticular T demonstrate that the O(a’p?) renormalisation parameters for an

NRQCD action correct only to O(a?p?) are infrared divergent.

4.4.3 Numerical results

In Table[£.4]T show results for the energy shift and the renormalisation param-
eters for the higher order kinetic corrections in simple NRQCD. I give results
for the Davies and Thacker action, in Equation (4.15)), and a minimally-

improved action given by

- A(2)
Sor=a® Y wi(x,1) (Afﬁ — QA M) Y(x,b). (4.45)
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This action is the Davies and Thacker action with the unimproved Laplacian

replaced by the improved Laplacian,

A® — —?—Z[A(”A ] . (4.46)

DO

J

I outline the derivation of the renormalisation parameters for the im-
proved action in Appendix [D] T used a gluon mass of a?A? = 107 and fixed
the gauge to Feynman gauge. Extrapolation to zero gluon mass is not re-
quired [47]. In Table I present my results for the heavy quark energy
shift, Ey, and the correction coefficients W; and W5 for five different heavy
quark masses between aMg = 4.00 and aMg = 5.40. I do not present re-
sults for masses smaller than aM = 4.0 as this would require introducing the
stability parameter that I discuss in Section [2.4.1]

For W5 I give only the finite contribution for the Davies and Thacker ac-
tion. For the improved action, W5 is infrared finite. [ obtained all results with
10* function evaluations and 20 VEGAS iterations, which took approximately

10 minutes on a single processor for Fy and 40 minutes for W; and Ws.

NRQCD action aMg Ey Wy Wy
5.40 -2.277(2) 0.0546(1) -0.00122(1)
Spr 5.00 -2.332(2) 0.0551(1) -0.00118(1)
4.70 -2.381(2) 0.0555(1) -0.00116(1)
4.00 -2.498(2) 0.0562(1) -0.00110(1)
N 540 -2.145(2) 0.0398(1) 0.00153(1)
Spr 5.00 -2.190(2) 0.0391(1) 0.00161(1)
4.70 -2.230(2) 0.0385(1) 0.00167(1)
4.00 -2.320(2) 0.0372(1) 0.00182(1)

Table 4.4: Higher-order kinetic improvement factors for two different simple
NRQCD actions. I give results for the finite part of the Davies and Thacker
action in the second column and the full results for the improved NRQCD
action of Equation in the third column. Errors for the uncertainties
associated with the finite part of W5 for the Davies and Thacker action are
from the fit to the gluon mass.
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I extracted the infrared divergent contribution to W5 using four different

heavy quark masses between aM = 4.00 and aM = 5.40. I obtained
‘ 1
Wiy = 0.00875(10)@—]\/[ log(a®\?), (4.47)

in good agreement with expected analytic result

1
log(a®)\?) ~ 0.008842—— log(a®\?). 4.4
T— og(a“A*) ~ 0.0088 i og(a“\?) (4.48)

I explain the origin of this infrared divergence in the next section.

4.4.4 Infrared divergences

The infrared divergent behaviour exhibited in the results of Section [£.4.3]
is not unexpected: the renormalisation parameter for the O(a’p?) term in
the selfenergy gains a infrared divergent contribution from the wavefunction
renormalisation, which is removed by including O(a*p*) improvement in the
action. We can understand the occurrence of this divergence in general terms
by examining the form of the selfenergy. At tree-level we can express the

selfenergy, at small external momenta, as

2,2 4,4
a a
p+ p

6,6
5arl T 2a0d + O(a’p®). (4.49)

Yip ~iapg +

The O(a'p') term arises from the Taylor expansion of the kinetic term
sin(ap). The quark self-interaction induces O(a*p*) contributions to the self-
energy at one-loop and each term is multiplicatively renormalised. Therefore

we can write the one-loop selfenergy as

a2n? At ‘
p 4 p )+Zp4a4p4} +O(a6p6>

Y~z i A
¥ {Zpo oM (2aM 2aM

2,2

4,4
= (14 as0Zy) |ipo+ (1 + as0Zyr) (a P + ap > + a35Zp4a4p4] )

2aM  2aM

(4.50)
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We can read off the O(a'p*) renormalisation coefficient from this expression

for ¥, The one-loop contribution is
Qs (02 + 0Zp4) . (4.51)

The wavefunction renormalisation is infrared divergent in Feynman gauge,
so this expression is manifestly infrared divergent. In fact, we can obtain the
infrared divergence analytically. The long wavelength behaviour of NRQCD
must match that of continuum QCD by construction, so the infrared di-
vergence in the wavefunction renormalisation is just that of the continuum
wavefunction renormalisation for massive quarks, which I discuss in more

detail in Chapter [6] The logarithmic infrared divergence is given by

2 A2
ZH =~ og ( ) . (4.52)

3T M?

To obtain the analytic result for Wi in Equation ([4.48)), we must also include
the factor of 1/24aM from the derivative definition of W5 in Equation (4.33)).

My results for the infrared divergence in Equation , obtained using
the mixed analytic and numerical approach described in this chapter, are
in full agreement with my results presented for the NRQCD wavefunction
renormalisation in the next chapter. These results were obtained using a
fully automated process and their agreement with both each other and the
analytic result provides confidence in both methods.

We now consider the selfenergy in the case of the simple action, but with

an improved derivative. Here the tree-level selfenergy takes the form

2,,2

2aM

Sr o~ iapg + + O(a®p®). (4.53)
Notice that the inclusion of an improved derivative removes the O(a'p?)

contributions from %p. Thus U is

a2p2

2aM

SO~ (14 0,0Zy) |ipo+ (14 0:0Zn) 5z + a0 Zpsa’pt | (4.54)
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and we can again easily identify the one-loop renormalisation of the O(a*p?)
contribution. In this case the renormalisation of the p*-term is simply given
by

g0 Zps. (4.55)

We see this parameter is no longer infrared divergent or, at least, not mani-

festly so.

4.45 Comparison to the literature

In Table [£.5] T compare my results to those obtained by Miiller using a fully
automated procedure. I compare the individual diagram contributions to
the energy shift, Fy. I used a heavy quark mass of aM = 4.0 and a gluon
mass of a?\? = 107 All calculations were performed in Feynman gauge.
All the results are in good agreement with each other. As a further cross-
check, Miiller reproduced the results for the correction coefficient in [87]. The
mutual agreement between my results and those of [47] and between [47] and

[87] support our confidence in the validity of both calculations.

Rainbow Tadpole

Temporal Spatial ~ Temporal  Spatial

E,  -3.1194(15) 0.2965(1) 1.2984(7) -0.9735(3)
Ref. [A7] -3.1218(15) 0.2964(2) 1.2986(6) -0.9740(4)

Table 4.5: A comparison of results for the heavy quark energy shift Ej for the
Davies and Thacker NRQCD action. I give my results in the first row and
Miiller’s results in the second row [47]. All results obtained with aM = 4.0
and gluon mass a2\ = 1074

446 QObservations

Simulations of heavy-heavy mesons using lattice NRQCD have found large
energy splittings between mesons with equal spatial momentum, p, but with

different Z?Zl pi, for example states with p = (0,0,3) and p = (2,2,1)

17
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[47]. One contribution to these energy splittings is the radiative corrections
to the leading cubic symmetry breaking term, which is csA® /(24aM). At
tree-level céo) = 1. The coefficient cél) cancels the radiative corrections at one-
loop and is related to W5 by cél) = 24aMW,. The energy splittings can be
removed by tuning c; nonperturbatively to a value of ¢5 = 2.6. Unfortunately
this large renormalised value is inconsistent with the relatively small values
obtained using automated lattice perturbation theory in [47] and [90], which
give a one-loop value of cél) ~ (.4 for a range of heavy quark masses between
aM = 2.0 and aM = 3.4. My computation of the correction coefficients,
and extraction of the correct - but unpredicted - infrared divergence, for
the simple Davies and Thacker action confirms that the automated lattice
perturbation theory was implemented correctly. Therefore we must conclude
that the one-loop radiative corrections to c; are not the sole source of the
mesonic energy splittings.

There are a number of other sources that could contribute to the dis-
crepancy between the correction coefficient calculated using nonperturbative
tuning and using automated lattice perturbation theory. The first possibility
is a large two-loop correction to the perturbative result. A correct choice of
scale should reduce second order contributions, but may come at the expense
of large higher order contributions. Two-loop perturbative results would be
required to confirm this hypothesis, but unfortunately the complexity of two-
loop lattice perturbation theory is formidable.

A second possibility is that O(a®p®) corrections strongly influence the
correction coefficient c5. Miiller found that including the tree-level O(a%p®)
improvement term A(® /(180aM) did indeed significantly reduce the renor-
malisation of c5, by a factor of 5-10. This is of particular concern in light of
the fact that I found the O(a’p?) renormalisation parameters were not only
non-negligible but infrared divergent for an action that wasn’t fully improved
to O(a’p?). Obtaining higher order kinetic corrections may prove necessary
in the future and in Appendix [D] I briefly discuss extending this work to
O(a’p%) to investigate the feasibility of further radiative improvement. How-
ever, this may not prove necessary. In the nonperturbative simulation, the

O(a®p®) improvement term was included with the tree-level value of the co-
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efficient. The fitting process, whereby the O(ap®) was fixed to its classical
value and the coefficient of the O(a’p?) term nonperturbatively tuned, may
not be optimal and indeed could be another source of the difference between
the perturbative and nonperturbative results for cél).

One final source of error may be the relatively large lattice spacing of
the lattice used in the nonperturbative simulations. NRQCD is not the only
constituent of the lattice simulation and other contributions to the energy
splittings might be reduced on finer lattices.

Further work is clearly needed to clarify this discrepancy. Nonpertur-
bative simulations on finer lattices are being explored and these may shed
light on the issue. Extending the perturbative renormalisation calculation to
O(asa%p®) and O(a2a'p*) could also illuminate the problem more brightly.
However, the computational complexity of this extension is impressive and
not to be underestimated. Implementing the sixth-derivatives numerically is
highly nontrivial and the two-loop perturbative lattice calculation would re-
quire the evaluation of around 30 diagrams. Whilst calculation is possible in
principle, it is not yet feasible in practice.

In the final section of this chapter I review the calculation of the radia-
tive correction to the chromo-magnetic operator in highly-improved NRQCD.
This calculation was undertaken by Hammant [14], and represents the first
outcome of our implementation of background field gauge in the HIPPY and

HPSRC routines.

45 NRQCD chromo-magnetic operator improvement

The calculation of the radiative corrections to the chromo-magnetic oper-
ator in the highly-improved NRQCD action is an important component of
the improvement programme for lattice NRQCD simulations. The chromo-
magnetic contribution and four-fermion spin-spin interaction both contribute
to the hyperfine structure of heavy quarkonium states in NRQCD.

Gray et al. determined the T — 7, hyperfine splitting using NRQCD va-
lence quarks, with Symanzik-improved gluons and ASQTad sea quarks in [85].

This calculation did not include radiative corrections to the chromo-magnetic
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operator in the NRQCD action and obtained results that were dependent on
the lattice spacing and in disagreement with the world experimental average
of 69.3(2.8) MeV [§].

Updated nonperturbative simulation results using a radiatively-corrected
NRQCD action have not yet been completed, but early indications suggest
that including the chromo-magnetic corrections and four-fermion contact
terms in the NRQCD action remove all lattice spacing dependence in the
T — 1, hyperfine splitting and bring the result into line with the experimen-
tal average [14].

As I discuss in Section background field gauge greatly simplifies the
matching calculation for the chromo-magnetic operator. In continuum QCD,
the renormalised effective action includes the fermion terms

Lqep[Vr, VR, Al = YDV R + ba‘I’RUZm PO, (4.56)
R

where o is the anticommutator [y*,~"]/2, F),, is the field strength tensor

and mpg is the renormalised mass. The coefficient b, is given by
b, = 025757, (4.57)

where §Z,, is the renormalisation of the second term on the right-hand side of
Equation . We can expand b, as a power series in the strong coupling
constant. The leading correction to this coefficient occurs at O(ag) and comes
from 67,.

To match this term to the relevant contribution in lattice NRQCD, we

first perform an FWT transformation to obtain

‘B
(14 bo) Vi, (458)

where g is a two-component Pauli spinor. There are two diagrams that

contribute to this term in continuum QCD (see [14]) and the result is

3 w13
= —log =+ = 4.
7 (2# o8 m 67T> s (4.59)
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where p is an infrared cutoff scale.
In lattice NRQCD, the quantum effective action contains the spin-dependent

term

c-B

- NRQCD
Panacn[tn, U, A] = e ZyRP 23R Z3macny| 7
R

Vg (4.60)

We require the anomalous chromo-magnetic moment to be equal in both

QCD and NRQCD, which gives us, by comparing Equations (4.58]) and (4.60)),
the matching condition

(14 by) = ¢ ZYRQOP ZTRACD ZARQOD, (4.61)
The tree-level and one-loop coefficients are therefore

cgo) 1 (4.62)
6511) —bgl) B 6ZUNRQCD’(1) B 5Z;\IRQCD,(1) _ 62717\11RQCD,(1). (4.63)

There are four extra diagrams that contribute to the lattice NRQCD
calculation. Both NRQCD and QCD contributions to cfll) are logarithmically

divergent and the overall divergent contribution is

iv 3
(DA —2—0‘ log(alM). (4.64)
T

Including tadpole corrections, the final expression for the coefficient cfll) is

0511) :(15_3 _ 5’Z“UNRQCD,(1) . 5’ZV§RQCD,(1) . 62717\11RQCD,(1)
T

where the tildes indicate that the infrared divergence has been subtracted off.
I denote the tadpole correction factors with the superscript uy- The tadpole

correction factors are

. 2 3
sZue® = (g + W) ul?) (4.66)
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and

13 13 3 3
5200 — (? * Jail ~ S@E 1P M3) ul?, (4.67)
In [T4] we use Landau tadpoles, with the value of u((]Q) given in Table u for
Symanzik-improved gluons.

The results for each contribution to cfll) in Equation are collected
in Table 1 of [14], with data for three different heavy quark masses. We also
provide an estimate of the effect of the radiative correction to the chromo-
magnetic operator and four fermion interactions on the T — 7, hyperfine
splitting. Although these estimates are no replacement for full nonperturba-
tive simulations, the results are encouraging and indicate that using a fully-
improved action will bring lattice NRQCD results for the hyperfine splitting

into line with the current experimental world average.
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Perturbative renormalisation

The precise theoretical and experimental determination of quark masses is
an important component of high-precision tests of the Standard Model. One
current focus for tests of the Standard Model is the unitarity of the CKM
matrix, which describes flavour-changing quark transitions. Quark masses
serve as an input into the tests of CKM matrix unitarity; for example, the
mass of the b quark is used in the extraction of the CKM matrix element
|Vip| from inclusive semileptonic decays of B mesons [91].

Recent high-precision calculations of the b quark mass using realistic
lattice QCD simulations [25] and perturbative QCD combined with experi-
mental results [92] are in good agreement, obtaining values of my(my, ny =
5) = 4.165(23) GeV and my(my) = 4.163(16) GeV respectively.

The lattice result was obtained using relativistic HISQ valence quarks
with ASQTad sea quarks. However, most current lattice studies of b quarks
use an effective field theory, such as NRQCD. Simulating both valence and sea
quarks with relativistic actions allows a much greater precision, but is only
now becoming possible with the advent of finer lattices and highly improved
actions. Lattices are not yet fine enough to directly simulate at the physical
b quark mass: even on the very finest lattices with HISQ heavy quarks an
extrapolation to the heavy quark mass is required [25]. Precise results from
effective theories for heavy quarks therefore still serve an important role in
precision tests of the Standard Model.

In this chapter I discuss the derivation and calculation of the heavy quark
renormalisation parameters in NRQCD. I calculate the wavefunction renor-
malisation, energy shift and mass renormalisation at one-loop for several
different NRQCD actions. These results are a useful cross-check of my code.
I then calculate the energy shift for highly-improved NRQCD at two-loops.
I use the two-loop results to extract a precise prediction of the mass of the

b quark from lattice NRQCD simulations. This result improves on a previ-
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ous determination of my(mp) = 4.4(3) GeV from unquenched lattice QCD
simulations using NRQCD valence b quarks [85]. The dominant error in
that calculation arose from the use of one-loop perturbation theory in the
matching between lattice quantities and the continuum result. I calculate
the fermionic contribution to the two-loop energy shift and mass renormali-
sation and discuss the quenched contributions calculated by Lee using weak
coupling (high-() simulations [I1]. This mixed strategy, incorporating high-/3
quenched simulations and automated lattice perturbation theory, is the first

ever two-loop calculation in NRQCD.

5.1 NRQCD renormalisation parameters

I first derive an expression for the NRQCD wavefunction renormalisation. I
derive the mass renormalisation and energy shift in Section and so do
not repeat the analysis here. An equivalent derivation of the wavefunction
renormalisation for mNRQCD is given in [47] and [88]. In this section I set
the lattice spacing to unity, that is a = 1.

5.1.1 Wavefunction renormalisation

I calculate the wavefunction renormalisation by comparing the tree-level and
one-loop quark propagators. At tree-level the heavy quark propagator is given
by Equation 4.16] which I write, for small momenta, as

Gy (w,p) = wr — w, (5.1)

where w = —ip, is the energy in Minkowski space. The tree-level onshell value
of w is wy. Following the derivation outlined in Chapter [ I include one-
loop quantum corrections to the tree-level propagator via the heavy quark
selfenergy, asX(w, p). I show the one-loop contributions in Figure

I write the one-loop propagator as

G1_1<w7p) = Gal(wap) _asz<w;p)7 (52)
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and define the wavefunction renormalisation, Zy, such that the renormalised
quark propagator has the same form as the tree-level propagator, multiplied
by the wavefunction renormalisation. The new onshell value of w is w;, the

root of G(w,p) = 0. Thus G(w, p) at one-loop is
Gfl(wv p) = ZJl(’wl - 'UJ), (53)

where the onshell value w; is obtained by setting G(wy, p) = 0.

I expand the selfenergy around the new onshell value wy,

00X
Y(w,p) = B(wy, p) + (wy — w)a_w S (5.4)

and substitute this expression into G(w, p) to give

6 wp) = (o —w) (1= S + 5| )4 69

8w w=w1

We compare Equations (5.3)) and (5.5)) to read-off the wavefunction renor-

malisation and use the relation 3 (wq, p) = 3(wr) + O(as) to obtain

ox

Zw = 1+Oés [Z(wT,p)—i—— :| = 1—1—045 (Qo+Ql) (56)
8w w=wr

The wavefunction renormalisation is infrared divergent in Feynman gauge,

so I extract the gluon mass dependence of the wavefunction renormalisation

using an infrared subtraction function, Zf/}Ub:

4 [ d*k M?
Z5"t = —/ == - . (5.7)
3 2m)" (k2 4 iMko)2(k2 + A2)

Here M is the heavy quark mass and A? the infrared cutoff scale.

I fit Z;)“b to a logarithmic function of the gluon mass squared to obtain
73" = —0.05259(10) + 0.10614(19) log A*, (5.8)

using VEGAS with 5x 107 function evaluations and 20 iterations for 12 different
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Subtraction function

1e-08  1e-07  1e-06  1e-05 00001 0001  0.01
Gluon mass”™2

Figure 5.1: Logarithmic fit of the gluon mass dependence for the wavefunction
renormalisation subtraction function. I plot the fit in blue and the data from
VEGAS as red crosses.

values of the gluon mass between \> =1072 and A\?> =107%. I plot the results
in Figure[5.1] with the fit shown by the blue line. We expect the long-distance
behaviour of the NRQCD wavefunction renormalisation to match that of the
massive wavefunction renormalisation in continuum QCD. The logarithmic
divergence of the subtraction function is in good agreement with the expected

behaviour, which is given by

2
Zyt = —5log A~ —(.212207 log A. (5.9)

5.1.2 Zero point energy shift and mass renormalisation

I derive expressions for the heavy quark energy shift and the mass renormal-
isation in Section [4.4.1] by examining the dispersion relation for the heavy
quark. I do not repeat the analysis here, but rather collect the resulting

expressions for convenience. The mass renormalisation is

Zl=1—a, (Z(()l) n Z§O)> =1—a,(Q—Q), (5.10)
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and the heavy quark energy shift is
Ey = o, S = a,Q. (5.11)

I compute the heavy quark energy shift, wavefunction renormalisation
and mass renormalisation using a fully automated procedure. I wrote new
HPSRC routines to evaluate the one-loop heavy quark selfenergy. The rou-
tines specify the external quark momentum and action type and select which
diagrams and parameters to evaluate using a namelist, which is read at run-
time. I implemented the Tay1Ur derived-type for the vertices and propagators
in order to extract the necessary derivatives of the diagrams. I generated all

the necessary vertex function files using HIPPY, which I discuss in greater
detail in Section [3.3.1]

5.1.3 One-loop results

I present numerical results for the one-loop energy shift and mass renor-
malisation for the “onlyH0” action in Table [5.1] This action corresponds to
the NRQCD action of Equation ([2.66) without improvement, that is, with
0H = 0. I derive the Feynman rules for this action in Appendix [B] I use
unimproved Wilson gluons and evaluate the results with 10° VEGAS iterations
and 10 function evaluations, which took approximately 55 minutes on 12

Processors.
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aMpg B, Zr

500 -2.6233(35) 0.6439(16)
470 -2.6619(39) 0.6484(18)
400 -2.7535(39) 0.6594(18)
2.80 -3.0316(37) 0.8996(19)
2.50 -3.1414(38) 0.9291(19)
2.35 -3.2112(39) 0.9433(19)
1.95 -3.4376(46) 0.9933(20)
1.88 -3.4867(41) 1.0010(20)
1.80 -3.5444(39) 1.0146(20)
1.50 -3.8305(41) 1.0619(20)

Table 5.1: Heavy quark energy shift and mass renormalisation for the “on-
IlyHO” action. Results for masses aM > 4.0 use stability parameter n = 1,
whilst all other results use n = 2.

I give results for highly-improved NRQCD with Symanzik-improved glu-
ons in Table I use 12 VEGAS iterations and 5x10* function evaluations
(15x10* for Z);), which required about 20 minutes on 12 processors.

I use a gluon mass of a?\? = 107% as an infrared regulator for the in-
frared finite mass renormalisation and energy shift. Extrapolation to zero
gluon mass is not required, as my results exhibit no dependence on the gluon
mass for a?A\? < 107 T show only the infrared finite contributions to the

wavefunction renormalisation in Table [B.1]

5.1.4 Tadpole improvement

The one-loop analytic results for the tadpole corrections to the heavy quark

energy shift, £, are given in [47] and [89]:

64+cs 3 c1 Co 2
o _ |y __< > (2)
0 T oanr 2 \@ars T 2nazarz) | M0
3 c c c
200 _ [y _ G 3< L : ) @) 5.12
M onat 3 2 \aza T onanr )| M0 (5.12)
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aMg n  E Zar Zfinite
540 1 -2.128(3) 0.551(3) -0.015(2)
500 1 -2.167(3) 0.585(3) -0.019(2)
400 1 -2.224(3) 0.719(3) -0.145(2)
400 2 -2.222(3) 0.730(3) -0.144(2)
2.80 2 -2.366(3) 1.030(3) -0.333(3)
250 2 -2.424(3) 1.150(3) -0.400(3)
250 4 -2421(3) 1.163(3) -0.394(4)
1.95 2 -2.562(3) 1.522(4) -0.605(4)
1.95 4 -2.550(3) 1.524(4) -0.599(4)
1.88 2 -2.580(3) 1.584(4) -0.636(4)
1.88 4 -2.574(3) 1.592(4) -0.629(4)
1.60 4 -2.670(3) 1.920(4) -0.800(4)

Table 5.2: NRQCD renormalisation parameters: Ey, Z; and the infrared
finite contribution to the wavefunction renormalisation, Z,. I show results
for highly-improved NRQCD action with Symanzik-improved gluons.

The tadpole improvement factor vanishes for the wavefunction renormalisa-
tion.
I show tadpole improved results for highly-improved NRQCD in Table
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aMQ n EO ZM

540 1 -0.918(3) -0.026(3)
500 1 -0.904(3) -0.032(3)
4.00 1 -0.870(3) 0.078(3)
4.00 2 -0.850(3) 0.089(3)
2.80 2 -0.765(3) 0.243(3)
250 2 -0.741(3) 0.290(3)
250 4 -0.715(3) 0.303(3)
1.95 2 -0.691(3) 0.430(4)
1.95 4 -0.642(3) 0.432(4)
1.88 2 -0.682(3) 0.447(4)
1.88 4 -0.637(3) 0.455(4)
1.60 4 -0.608(3) 0.541(4)

Table 5.3: Tadpole corrected NRQCD renormalisation parameters, Eqy, Z;.
The tadpole correction vanishes for the wavefunction renormalisation. I show
results for highly-improved NRQCD action with Symanzik-improved gluons
and include tadpole improvement corrections.

5.1.5 Comparison to the literature

In Table [5.4] 1 show results for the heavy quark energy shift, mass renormal-
isation and infrared finite contribution to the wavefunction renormalisation,
taken from [47]. The data in Table|5.4{use the “onlyH0” and highly-improved
NRQCD actions. We can see that my results, in Tables and are in

excellent agreement with the results of [47].

Action E, Zu Zg“ite

“onlyH0” -2.9851(24) -0.1232(34) 1.1348(38)
highly-improved -2.36685(40) -0.3364(74) 1.0183(14)

Table 5.4: NRQCD renormalisation parameters from [47] for comparison. I
show only the infrared finite contribution to the wavefunction renormalisa-
tion, Zfznite. All results use aM = 2.8 and n = 2.
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Mass n E, VAT, Zjrite
540 1 0.917(1) -0.026(4) -0.016(3)
400 2 0850(1) 0.082(4) -0.142(3)
280 2 0.767(1) 0.235(4) -0.338(3)
210 4 0.666(1) 0.387(4) -0.539(3)
195 2 0.689(1) 0.421(4) -0.611(3)
195 4 0.646(1) 0.428(4) -0.603(3)
160 4 0.609(1) 0.543(4) -0.797(3)
120 6 0.609(1) 0.732(4) -1.184(3)
100 6 0.758(1) 0.859(4) -1.545(3)

Table 5.5: NRQCD renormalisation parameters from [89] for comparison. I
show only the infrared finite contribution to the wavefunction renormalisa-
tion, Zf}}nite. All results use the fully improved NRQCD action with Symanzik-
improved gluons and include tadpole corrections to Fy and Z,;.

In Table [5.5 T show results for the heavy quark energy shift, mass renor-
malisation and infrared finite contribution to the wavefunction renormalisa-
tion from [89]. These results use highly-improved NRQCD with Symanzik-
improved gluons and include tadpole corrections. We can see that my results,
in Tables[5.1|and are also in excellent agreement with the results of [89).

I use the wavefunction renormalisation results as part of my matching

calculation of the heavy-light current in Chapter [6]

5.2 Renormalisation parameters at two-loops

The one-loop results presented above are a preliminary cross-check of the
routines I wrote to obtain the main result of this chapter: the heavy quark
energy shift at two-loops. Combined with my verification of the Ward iden-
tity for the fermionic contributions to the gluon selfenergy, which I discuss
in Appendix [C] these two tests provide a stringent check of my two-loop rou-
tines. This computation is, to the best of my knowledge, the first two-loop
calculation undertaken in NRQCD.

91



Chapter 5. Perturbative renormalisation
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Figure 5.2: Fermionic contributions to Ey and Z);, calculated using auto-
mated lattice perturbation theory. Blue lines are heavy quarks, green are
gluons and red are sea quarks. I give numerical results for each of these
diagrams in Tables to[5.8 I denote each contribution using column head-
ings in those tables as follows: diagram (a) is the Rainbow-Bubble column;
diagram (b) the Rainbow-Tadpole; diagram (c) the Tadpole-Bubble; and di-
agram (d) the Tadpole-Tadpole.

5.2.1 The fermionic contributions

I show the two-loop fermionic contributions to the heavy quark selfenergy in
Figure Applying the same method as the two-loop tadpole improvement
factor calculation in Chapter [}, I extended the one-loop routines to two-loops
using the HPsrc module gluon_sigma. I describe this module in more detail
in Section .1 and review the gluon selfenergy more fully in Appendix [C]

I calculated the heavy quark energy shift, Ey, at three different heavy
quark masses, aM = 2.50, aM = 1.88 and aM = 1.72. The heaviest mass
corresponds to the “coarse” lattices used by the HPQCD collaboration [93]
and the lighter two masses correspond to the “fine” lattices used by the
HPQCD collaboration in [85] and [93] respectively.

5.2.2 Energy shift results

I used three different sets of actions to calculate the energy shift, with either

five or nine different light quark masses, between am, = 0.01 and am, = 0.30,
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for each set of actions. I extrapolated the results to zero light quark mass
using a function quadratic in the light quark mass. I plot the light quark mass
dependence and the extrapolation to zero mass for each set of actions listed
below in Figure [5.3] T plot results for a single heavy quark mass aM = 2.50
to serve as an illustration of the extrapolations. I use the ABCBA NRQCD
operator ordering for the results with ASQTad and HISQ light quarks. The
uncertainties are smaller than the size of the data points in Figure I also
show the light quark mass fits for corresponding to each set of actions.

I used a gluon mass as the infrared regulator, which, in general, should
be avoided for two-loop calculations. However, in this case a gluon mass
regulator is appropriate because there are no ghost contributions. The sets

of actions I used are as follows:

e Davies and Thacker NRQCD action, Equation , with unimproved
Wilson gluons and unimproved staggered light quarks, Table[5.6] I used
107 function evaluations for the tadpole results in columns three and
four, which took approximately 1.5 hours on 128 processors, and 10®
function evaluations for the rainbow results in columns five and six,
which took about eight hours on 128 processors. I describe my notation,
that is, my use of the terms “rainbow”, “tadpole” and “bubble”, in the
caption to Table |5.6

e Highly-improved NRQCD, Equation ([2.66)), with Symanzik-improved
gluons and ASQTad light quarks. I used 107 function evaluations for
the tadpole diagram results, in columns two and three of Table
and three and four of Table [5.9 T used 25x10% function evaluations
for the rainbow diagrams in columns four and five of Table |5.7] and fix
and six of Table|5.9l The tadpole diagram contributions took about six
hours on 32 processors and the rainbow contributions approximately 23
hours on 64 processors. I give results for both the kernel ordering shown
in Equation (2.66)), which I denote ABCBA, where A = (1 — 6H/2),
B = (1—Hy/2n)" and C = U, in Table|5.7/and an alternative ordering
BACAB in Table 5.9} The ordering BACAB corresponds to the action
used by the HPQCD collaboration in their lattice NRQCD simulations
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[93].

e Highly-improved NRQCD with Symanzik-improved gluons and HISQ
light quarks, Table . I used 108 function evaluations for the tadpole
diagram results, in columns two and three, and 25x10® function evalu-
ations for the rainbow diagrams in columns four and five. The tadpole
diagram contributions took around three hours on 128 processors and

the rainbow contributions about 18 hours on 256 processors. The action
kernel ordering was ABCBA.
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aM am, Tadpole Rainbow Total
Tadpole Bubble Tadpole Bubble
0.30 0.4985(3) -0.40691(8) 11.934(3) -11.860(3) 0.166(4)
0.20 0.5127(3) -0.41332(8) 12.280(3) -12.194(3) 0.185(4)
0.15 0.5182(3) -0.4156(3) 12.408(3) -12.315(3) 0.196(4)
250 0.10 0.5221(3) -0.4167(3) 12.505(3) -12.406(3) 0.204(4)
0.05 0.5244(3) -0.4176(3) 12.560(3) -12.455(3) 0.212(4)
0.01 0.5251(3) -0.41728(8) 12.579(3) -12.468(4) 0.219(4)
0.0 0.5250(2) -0.4176(2) 12.575(3) -12.470(2) 0.2217(8)
0.30 0.5845(3) -0.4766(3) 11.866(2) -11.799(2) 0.176(3)
0.20 0.6012(3) -0.4841(3) 12.210(2) -12.131(3) 0.196(3)
0.15 0.6077(3) -0.4863(3) 12.337(2) -12.251(3) 0.207(3)
1.88 0.10 0.6123(3) -0.4878(3) 12.430(2) -12.373(3) 0.212(3)
0.05 0.6149(3) -0.4886(3) 12.488(2) -12.389(3) 0.225(4)
0.01 0.6158(3) -0.4886(3) 12.506(2) -12.402(3) 0.231(4)
0.0 0.6157(2) -0.4891(2) 12.502(3) -12.418(1) 0.233(1)

Table 5.6: Light quark rainbow and tadpole diagram results for the heavy
quark selfenergy at heavy quark mass aM = 1.88 and aM = 2.50 for six light
quark masses. Uncertainties for the individual diagrams in columns three to
six are statistical errors from numerical integration, whilst uncertainties for
the totals given in column seven are the errors from each contribution added
in quadrature. The results with am, = 0.0 are extrapolations to zero light
quark mass. All results use the “onlyH0” NRQCD action with unimproved
staggered light quarks. I give the diagrams in Figure[5.2] The main headings
“Tadpole” and “Rainbow” refer to the one-loop structure of the Feynman
diagrams, whilst the secondary headings “Tadpole” and “Bubble” indicate
the structure of the fermionic insertions in the dressed gluon propagator.
Thus the four contributions in Figure correspond to the column head-
ings as follows: diagram (a) is the Rainbow-Bubble column; diagram (b)
the Rainbow-Tadpole; diagram (c) the Tadpole-Bubble; and diagram (d) the
Tadpole-Tadpole.
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amy Tadpole Rainbow Total
Tadpole Bubble Tadpole Bubble

0.30 0.5528(3) -0.3900(1) 11.498(2) -11.426(2) 0.235(3)
0.25 0.5593(3) -0.3930(2) 11.630(2) -11.553(2) 0.243(3)
0.20 0.5649(3) -0.3953(2) 11.741(2) -11.658(2) 0.253(3)
0.15 0.5693(3) -0.3970(2) 11.828(2) -11.740(2) 0.260(3)
0.10 0.5726(3) -0.3980(3) 11.891(1) -11.797(2) 0.269(3)
0.08 0.5734(3) -0.3982(3) 11.911(2) -11.814(3) 0.272(3)
0.05 0.5744(3) -0.3984(2) 11.931(2) -11.830(3) 0.277(3)
0.03 0.5748(3) -0.3984(2) 11.939(2) -11.836(3) 0.279(3)
0.01 0.5750(3) -0.3984(2) 11.943(2) -11.838(3) 0.282(3)
0.0 0.5750(5) -0.3988(2) 11.9416(8) -11.8422(8) 0.285(1)

Table 5.7: Light quark rainbow and tadpole diagram results for the heavy
quark selfenergy at heavy quark mass aM = 2.50 for nine light quark masses.
All results use the full NRQCD action, but with operator ordering ABCBA,
with ASQTad light quarks. See the caption beneath Table for full expla-
nation of the data.

amy Tadpole Rainbow Total
Tadpole Bubble Tadpole Bubble

0.30 0.3674(3) -0.3766(3) 11.377(3) -11.434(1) -0.066(3)
0.25 0.3715(3) -0.3798(3) 11.505(3) -11.557(1) -0.060(3)
0.20 0.3750(3) -0.3823(3) 11.609(3) -11.658(1) -0.056(3)
0.15 0.3777(3) -0.3841(3) 11.692(3) -11.736(1) -0.050(3)
0.10 0.3795(3) -0.3850(3) 11.751(3) -11.790(1) -0.046(3)
0.08 0.3802(3) -0.3855(3) 11.769(3) -11.809(1) -0.045(3)
0.05 0.3809(3) -0.3857(3) 11.783(3) -11.822(1) -0.044(3)
0.03 0.3811(3) -0.3857(3) 11.794(3) -11.826(1) -0.037(3)
0.01 0.3812(3) -0.3857(3) 11.799(3) -11.828(1) -0.034(3)
0.0 0.38119(4) -0.3860(1) 11.7961(9) -11.8346(9) -0.035(1)

Table 5.8: Light quark rainbow and tadpole diagram results for the heavy
quark selfenergy at heavy quark mass aM = 2.50 for nine light quark masses.
All results use the full NRQCD action with HISQ light quarks. See the cap-
tion beneath Table for full explanation of the data.
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aM am, Tadpole Rainbow Total
Tadpole Bubble Tadpole Bubble
0.30 0.5600(3) -0.3905(2) 11.493(2) -11.425(2)  0.237(3)
0.25 0.5626(3) -0.3935(2) 11.625(2) -11.552(2) 0.242(3)
0.20 0.5681(3) -0.3958(2) 11.735(2) -11.657(2)  0.250(3)
0.15 0.5726(3) -0.3974(2) 11.823(2) -11.738(2)  0.260(3)
9 50 0.10 0.5758(3) -0.3984(2) 11.886(2) -11.797(3)  0.266(4)
’ 0.08 0.5767(3) -0.3986(2) 11.905(2) -11.813(3) 0.270(4)
0.05 0.5777(3) -0.3988(2) 11.925(2) -11.830(3) 0.274(4)
0.03 0.5782(3) -0.3988(2) 11.934(2) -11.835(2) 0.278(3)
0.01 0.5784(3) -0.3983(2) 11.938(2) -11.837(2) 0.281(3)
0.0 0.5779(6) -0.3991(1) 11.9363(8) -11.8411(8) 0.2823(6)
0.30 0.6477(4) -0.4549(3) 11.413(2) -11.356(2)  0.250(3)
0.25 0.6554(4) -0.4584(3) 11.543(2) -11.483(2) 0.257(3)
0.20 0.6618(4) -0.4610(3) 11.625(2) -11.558(2)  0.268(3)
0.15 0.6670(4) -0.4629(3) 11.740(2) -11.669(2)  0.275(3)
1.88 0.10 0.6708(4) -0.4640(3) 11.803(2) -11.727(3) 0.283(4)
' 0.08 0.6718(4) -0.4643(3) 11.822(2) -11.743(3) 0.287(4)
0.05 0.6730(4) -0.4645(3) 11.842(2) -11.760(3) 0.291(4)
0.03 0.6735(4) -0.4645(3) 11.850(2) -11.765(3)  0.294(4)
0.01 0.6738(4) -0.4645(3) 11.854(2) -11.767(3)  0.296(4)
0.0 0.6737(1) -0.4649(2) 11.852(4) -11.767(6) 0.2991(7)
0.30 0.6814(4) -0.4787(3) 11.382(2) -11.331(2)  0.254(3)
0.25 0.6895(4) -0.4823(3) 11.512(2) -11.457(2) 0.262(3)
0.20 0.6963(4) -0.4852(3) 11.622(2) -11.562(2) 0.271(3)
1.72 0.15 0.7017(4) -0.4871(3) 11.709(2) -11.644(3) 0.280(4)
0.10 0.7038(4) -0.4883(3) 11.772(2) -11.701(3)  0.288(4)
0.08 0.7056(4) -0.4886(3) 11.790(2) -11.717(3)  0.290(4)
0.05 0.7080(4) -0.4888(3) 11.810(2) -11.733(3) 0.296(4)
0.03 0.7088(4) -0.4888(3) 11.818(2) -11.739(3) 0.299(4)
0.01 0.7086(4) -0.48388(3) 11.822(2) -11.740(3) 0.302(4)
0.0 0.7082(3) -0.4892(2) 11.821(1) -11.745(1) 0.3041(3)

Table 5.9: Light quark rainbow and tadpole diagram results for the heavy
quark selfenergy at heavy quark mass aM = 1.88 and aM = 2.50 for nine
light quark masses. All results use the full NRQCD action, with operator
ordering BACAB, with ASQTad light quarks. See the caption beneath Table
for full explanation of the data.
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Figure 5.3: Plot of results for the light quark contributions to the heavy quark
energy shift. The solid lines are the light quark mass fits corresponding to
each set of results. I plot results for each set of actions, using the NRQCD
operator ordering for the ASQTad and HISQ light quark data. I use heavy
quark mass aM = 2.5 and gluon mass a?\? = 107%. Errorbars are smaller
than the size of the data points. See the text in Section for a full
explanation of the sets of actions used in the plot.

5.2.3 Quenched high-{ simulations

Calculating higher order loop corrections grows ever more difficult with each
order, owing to the increasing number of diagrams and complicated vertex
structure. In [94], Dimm et al. suggested an alternative method for extracting
radiative corrections that avoids the difficulties associated with higher order
perturbation theory. By measuring the heavy quark two-point function in the
weak coupling regime and fitting the renormalisation parameters to a poly-
nomial in «, the radiative contributions at each order can be obtained. This
technique has been successfully implemented for a range of calculations [47],
and in particular [86] and [90] demonstrate that the results obtained from
the automated perturbative procedure match those from high-3 simulations.

To evaluate the quenched contributions shown in Figure Lee per-
formed quenched simulations on L3 x T' lattices with temporal extent T' = 3L

and spatial extents running from L = 3 to L = 10 [1I]. He implemented
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Figure 5.4: Quenched contributions to the heavy quark energy shift, extracted
from high-3 simulation. Blue lines are heavy quarks, green are gluons and
crosses are counterterms. Large brown blobs represent the five gluon selfen-
ergy diagrams. Feynman diagrams based on [95].

twisted boundary conditions to reduce finite size effects and tunnelling be-
tween QCD vacua. He used Coulomb gauge with a range of coupling values,
from B = 10 up to § = 120. The number of independent configurations for
each (0, L) was about 300. The energy shift and mass renormalisation were

extracted using an exponential fit to the two point function parameterised
by

a2p2
G(p) = Zyexp (— [Eo t } t) : (5.13)

where the ellipsis indicates higher order terms included in the fits. The one-
loop coefficient was extracted by fitting to a free parameter to compare with
the perturbative result obtained on finite lattices by exact mode summation
[96]. Table demonstrates that the simulation fits reliably reproduces
the exact one-loop perturbative results. To obtain the two-loop parameter,
the one-loop coefficient was then constrained to its exact value from lattice
perturbation theory.

Lee ran quenched simulations with and without tadpole improvement.
Tadpole improvement significantly reduced the magnitude of the coefficients,
from ~ 2.3 to ~ 0.7 at one-loop for Fjy. Results from the quenched simulations

were extrapolated to L = oo using a simultaneous multi-polynomial fit to the
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L Eglm Egel‘t. th.
4 0.5205(16)  0.5312
6 0.5988(16) 0.6020
8 0.6369(12) 0.6362
10 0.6560(11)  0.6565
0o 0.7380(63) 0.7348(3)

Table 5.10: Sample quenched one-loop results from Lee, in column one, com-
pared with the exact perturbative results computed by Ron Horgan in column
two [B (L1, [96]. These results use a heavy quark mass of aM = 2.8 with stabil-
ity parameter n = 2. There is no error on the perturbation theory calculation
as it was obtained by mode summation. The error on the perturbation theory
extrapolation to L = oo is estimated from the fit.

coupling constant, ay, and the inverse lattice spatial extent, L1

He used a fully-improved NRQCD action with radiatively improved co-
efficients in the action [II]. T present the one-loop values of the operator
coefficients, ¢;, in the fully-improved NRQCD action in Table [5.11] T define
the coefficients in Section . I do not include ¢y or ¢3 in Table , because

current simulations do not include one-loop corrections for these coefficients.

aM c; and cg Cq Cs

250 1409y (2.0/a) 1+40.78ay (7/a) 14+ 041ay (2/a)
1.72 14 0.766 ay (1.8/a) 1+ 0.691 vy (m/a) 14 0.392y (1.4/a)

Table 5.11: One-loop corrected coefficients in the fully-improved NRQCD
action used for high-# simulations by Lee [11]. I define the coefficients in
Section [2.4.1] T include both the explicit one-loop corrections and the BLM
scale of the coupling constant in the V-scheme, ay, .

The coefficients in Table correspond to the values chosen for the
NRQCD lattice simulations undertaken by Dowdall and the HPQCD Col-
laboration [93]. The values for cgl), cg) and cél) were estimated from [47] and

the value of cfll) from [14]. There is no contradiction in choosing two different
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scales for the coupling constants in the perturbative corrections to the action.
Each coefficient removes leading order errors induced by quantum fluctua-
tions and so we choose a scale that best characterises those fluctuations. The
scale of ¢* ~ 2.0 for the kinetic improvement operators was chosen based on
[87], whilst the higher scale of ¢* = 7 for the chromo-magnetic correction
reflects the short-distance nature of that operator.

For the fully-improved NRQCD action, the selfenergy is
Eo = EMay(3.33/a) + ESP02(3.33/a) + ES02(3.33/a),  (5.14)

where I give the tadpole-improved quenched coefficients, indicated by a su-
perscript ¢, in Table [5.12 T give all results at a characteristic scale given by
q* = 3.33, determined using the BLM procedure in [97].

aM E((]l)aq E(()Q)ﬂ E(()3)7(1

2.50 0.6864(5) 1.35(10) 2.2(8)
1.72  0.5873(6) 1.56(11) 2.2(8)

Table 5.12: Quenched results from high-£ simulations [I1], 96]. The one-loop
results are the exact perturbative results. Two- and three-loop results are
extracted from a simultaneous polynomial fit to the strong coupling constant
and lattice size. Uncertainties are from the fit. I evaluate all results at a
characteristic scale of ¢* = 3.33.

5.2.4 Tadpole improvement

The one-loop analytic results for the tadpole corrections to the heavy quark
energy shift, Ej°, are given in Section [5.1.4] The effects of these one-loop
contributions are included in the tadpole subtracted results from the high-/3
simulation, as are the quenched two-loop tadpole contributions. However, the

two-loop fermionic contributions are not included in the high-3 results, so I
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add these in explicitly. The tadpole correction is

T3/ 1 1
FO@ _ |4 _ 2 (4P 5.15

where I take the value of the fermionic contribution to the plaquette tad-
pole at two-loops, u(()4)’P, from the extrapolation to zero light quark mass for
the Symanzik-improved gluons with ASQTad light quarks in Table [4.2] The

quenched contribution to the energy shift without tadpole improvement, E¢,

18
E§ = 2.264(7) (5.16)

for the heavy quark mass aM = 2.50 and
Eg = 2.648(10) (5.17)

for the heavy quark mass aM = 1.72.

5.3 The b quark mass

Quark confinement ensures that quark masses are not physically measurable
quantities, so the notion of quark mass is a theoretical construction. A wide
range of quark mass definitions exist, often tailored to exploit the physics
of a particular process. One common choice of quark mass is the pole mass,
defined as the pole in the renormalised heavy quark propagator. However,
the pole mass is a purely perturbative concept and suffers from infrared am-
biguities known as renormalons [55, [56]. T discuss the role of renormalons
in NRQCD in more detail in Section [3.2] To avoid these ambiguities, ex-
perimental results are usually quoted in the modified Minimal Subtraction
(MS) scheme, which is renormalon ambiguity free. Lattice calculations use
the renormalon-free bare lattice mass. These different quark mass definitions
must be matched to enable meaningful comparison. I match bare lattice
quantities to the M S mass using the pole mass as an intermediate step. Any
renormalon ambiguities cancel in the full matching procedure between the

lattice quantities and the M.S mass as I explicitly demonstrate in Section
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5.3.2]
[ extract the M S mass from lattice simulation data in a two-stage process.
I first relate lattice quantities to the pole mass and then match the pole mass

to the M .S mass evaluated at a scale equal to the b quark mass.

5.3.1 Extracting the pole mass

I determine the pole mass by relating the heavy quark pole mass, M,
to the experimental T mass, My®" = 9.46030(26) GeV [§], using the heavy
quark energy shift, Ej:

2Mpote = MEP" — (Egm(0) — 2E)). (5.18)

Here Eg,(0) is the energy of the T meson at zero momentum, extracted from
lattice NRQCD simulations. The quantity (Fsm(0) —2Ey) corresponds to the
“binding energy” of the meson in NRQCD.

I use values of Egp,(0) obtained from lattice NRQCD simulations run by
the HPQCD collaboration on two different MILC ensembles. The first en-
semble, with a tuned heavy quark mass of aM = 2.50, is a “coarse” MILC
ensemble, with lattice spacing a = 0.605(5) GeV~'. The second ensemble,
with a tuned heavy quark mass of aM = 1.72, is a “fine” MILC ensemble,
with lattice spacing a = 0.4292(32) GeV . These heavy quark masses corre-
spond to the kinetic mass, defined through the nonrelativistic kinetic energy,
for the spin-average of the T and 7, mesons.

In these simulations, the lattice spacing was tuned using the HPQCD
value for 71, given by r; = 0.3133(23) [93][98]. Both ensembles use Symanzik-
improved gluons with 2 + 1 flavours of ASQTad sea quarks. Electromagnetic
effects were ignored. For further details of the configurations see [22], Og].

In principle we could extract the quark mass by directly matching the
pole mass to the bare lattice mass in physical units, My(a), via the heavy

quark mass renormalisation, Z,;,

Mpyole = Zyi(pa, Mo(a))My(a). (5.19)

103



Chapter 5. Perturbative renormalisation

However, it proved difficult to reliably extract the quenched two-loop mass
renormalisation from high-(3 simulations and so I do not extract the b quark

mass in this way.

5.3.2 Matching the pole mass to the MS mass

The mass renormalisation relating the pole mass to the MS mass, Mg,

evaluated at some scale p, is given by

Mizs(1) = Zeons (1 Myore) Mipoie, (5.20)

and has been calculated to three-loops in [99]. The result is

B 4 1
Z (Mpote, Mpore) = 1 — oSt (1.0414n; — 14.3323) a2 (5.21)
1 2 3
+ 3 (—0.65269n% + 26.9239n; — 198.7068) a3,

where the coupling constant is evaluated at a scale equal to the pole mass.
Although the pole mass is plagued by renormalon ambiguities, these am-
biguities cancel when lattice quantities are related to the MS mass. We can
see that the renormalon ambiguities cancel when determining the pole mass
from the energy shift, by equating Equations and and rearranging

them to obtain
2(ZyMy(a) — Ep) = ME®" — Egn(0). (5.22)

The two quantities on the right hand side of the equation are renormalon
ambiguity free: M5™" is a physical quantity and Fg,(0) is determined non-
perturbatively from lattice simulations. Any renormalon ambiguities in the
two power series, Z; and Ejy, on the left-hand side of the equation must
therefore cancel.

This renormalon cancellation is also evident in the direct matching of the

bare lattice mass to the M .S mass,

Myrs(p) = Zu(pa, MO(a/))ZC_Oilt(lu? Mpole)MO(a)a (5.23)
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as both My;g and M) are renormalon-free.

I combine Equations ((5.18)), (5.20) and (5.21]) to obtain the final expres-

sion for the full matching between lattice quantities and the M S mass as

1

Myzs(1) = 5 Zcont (Hs Mpore) [M$P" — (Egm(0) — 2Ep)] . (5.24)

5.3.3 Results

I now have all the pieces in place to extract the b quark mass and here I
collect them together to obtain my final result. First off, the perturbative

results for the heavy quark energy shift, which is given by

Eo = EWay(3.33/a) + (E((f)’q +n B ) a2 (3.33/a) + Ea3(3.33/a),
(5.25)
where the coefficients E((]i)’j are given in Table for the quenched results
and in Table 5.9 for the fermionic contributions.

To extract the b quark mass, I first express the coupling constant in the V-
scheme in terms of the coupling constant in the M S scheme, evaluated at the
same scale ¢*, using the three-loop relation in [32 [33] [34]. T used the world-
average value of agrg(M2%) = 0.1184(7) GeV, with M, = 91.1876(21) GeV,
both taken from the Particle Data Group [§], to set the absolute scale for
the coupling constant. I then run the coupling constant to the scale of the
heavy quark mass, which is yet to be determined. Finally I use Mathematica

to self-consistently solve the equation

I _ ex _
Mrro(Msrg) = §Z ne (Mirg, Myoie) [My™" — (Bsm(0) — 207 Ep)] . (5.26)

cont

where I express the energy shift, Fy, in terms of the coupling constant in the
MS scheme, evaluated at Myzg.

I summarise all the data necessary to extract the b quark mass in the M S
scheme in Tables and [5.14] In Table[5.13|1 combine the quenched energy
shift results in Table (.12 with the fermionic contributions in Table (.9l I
include the fermionic contribution to the tadpole improvement at two-loops
in column five. This contribution is given in Equation . In Table I
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aM E((]l) ESQ) E(()3):‘1 Egov(Q):f

2.50 0.6864(5) 1.35(10) 4 0.2823(6)n; 2.2(8) —0.158532(16)
172 0.5873(6) 1.56(11) +0.3041(3)n; 2.2(8) —0.166056(17)

Table 5.13: Perturbative data required to extract M S mass. The quenched
results, indicated by superscript ¢, are from high-( simulations [11], 06]. T cal-
culate fermionic contributions using automated lattice perturbation theory.
The one-loop data are the exact perturbative results extrapolated to infinite
lattice size. The two-loop results include both quenched and fermionic con-
tributions. The three-loop values include only quenched results. I evaluate
all results at a characteristic scale of ¢* = 3.33.

present the nonperturbative simulation results for Eg,,, and the corresponding

inverse lattice spacing, both expressed in GeV.

aM Egm a!

2.50  0.7397(66) 1.652(14)
172 0.96417(13) 2.330(17)

Table 5.14: Simulation data required to extract M.S mass. All values ex-
tracted from nonperturbative simulations by the HPQCD collaboration on
MILC ensembles [93].

I obtain
Mg (Myrg) = 4.185(26) GeV, (5.27)

for a heavy quark mass of aM = 2.50, and
Mg (Myrg) = 4.154(27) GeV, (5.28)

for a heavy quark mass of aM = 1.72. I quote only the uncertainty associ-
ated with statistical and perturbative errors in these results. I discuss these
uncertainties in the next section and, in particular, describe two approaches

to estimating the systematic uncertainties due to lattice artifacts.
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5.3.4 The error budget

Broadly, there are three main sources of uncertainty in my result for the
b quark mass: systematic errors, statistical errors and perturbative errors.
I expect the O(a?) perturbative contributions to dominate the error in my
result. In this section I discuss each of these sources of error in turn. I tabulate
my estimated error budget in Table I estimate all sources of uncertainty
by carrying out the analysis discussed in the previous section with a range
initial parameters specified by the uncertainties in those parameters. I take
the resulting range of b quark masses as the estimate of the uncertainty
due to the individual parameter concerned. Thus, for example, I calculate
the b quark mass with the inverse lattice spacing equal to its quoted value,
a~! = 1.652 GeV. This is my final result for the mass of the b quark. I then
recalculate the mass with the inverse lattice spacing equal to its maximum
value a! = 1.666 GeV. The difference between the new result that I obtain
for the b quark mass and my original value for the b quark mass provides an

estimate of the uncertainty due to the error in the lattice spacing.

Statistical errors  Statistical errors arise in the nonperturbative and experi-
mental input values, Fy, and My and in the contributions at each order
in the expansion of the heavy quark energy shift, Ey. I do not provide a fur-
ther breakdown of the errors in M;Xpt, because the associated uncertainties
are negligible. I do not have a breakdown of the errors associated with Ejg,
and so include the total uncertainty in this quantity as simply “statistical”
error. The corresponding relative error is ~3 MeV, which is less than 0.1% of
my final result for the b quark mass. The uncertainty in the lattice spacing
for the nonperturbative simulations leads to an error in the b quark mass of
less than 0.1%. In Table I denote uncertainty due to the error in the
value of the lattice spacing as Aa~!. This should not be confused with the
systematic error due to lattice artifacts.

Statistical errors arise from the numerical evaluation of each contributions
to the heavy quark energy shift. The uncertainty in the one-loop coefficient

is from the extrapolation to infinite volume and the associated error in the
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b quark mass is ~1 MeV or 0.1% of the final result. The uncertainties in the
two-loop and three-loop quenched coefficients of Ej arise from the simulta-
neous fit to the lattice size and the strong coupling constant. The statistical
error in the two-loop fermionic coefficient is due to the numerical evaluation

of the Feynman diagrams and the extrapolation to zero light quark mass.

Systematic errors Systematic uncertainties arise from the nonzero lattice
spacing. With data only available for two lattice spacings, there are two
methods to estimate the lattice artifact errors.

The two results in Equations and agree within the quoted
uncertainties. At this level of precision, then, I assume that lattice artifact
errors are negligible. In this case, I simply average over the two results, and

use their standard deviation as my estimate of the systematic errors. I obtain
My (Myrg) = 4.170(27)(22) GeV, (5.29)

where the first uncertainty is statistical /perturbative and the second is sys-
tematic. I assume that the statistical /perturbative errors are correlated be-
tween the results in Equations and and therefore do not combine
the two errors in quadrature, but quote a single value.

The NRQCD quantum effective action is an expansion in the lattice spac-
ing, the strong coupling constant and the inverse heavy quark mass. As an
alternative method for estimating systematic uncertainties, I assume only
that the NRQCD action is improved to sufficient order in the lattice spacing
and coupling constant that the leading order correction is a polynomial in the
inverse heavy quark mass. The leading order in this expansion is 1/(a>M?).

I then estimate the lattice artifact errors by fitting the results in Equations

(5.27) and (5.28]) to a function of the form

A

F(M) = My + —~—.

(5.30)
I then take my final result to be equal to the value of M, from my fit. I obtain
Mg (Myrg) = 4.213(27) GeV. (5.31)
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In this case I do not quote a systematic uncertainty from the fitting procedure
because I fit to two parameters with two data points.

A more systematic discussion of the leading contributions missing from
the expansion of the quantum effective action is also required. I have not
demonstrated rigorously that the leading order term in the expansion is
quadratic in the inverse heavy quark mass and a more refined analysis would
be preferable and may include non-leading terms. This, of course, requires
results from different ensembles, that is, at different heavy quark masses.

This work is underway.

Perturbative errors 1 include all known three-loop contributions in my cal-

culation of the b quark mass. These contributions come from:

e the quenched heavy quark energy shift;
e matching ay to agsg;
e matching the pole mass to the M S mass;

e perturbative running of the M S mass to the desired scale.

The three-loop fermionic contribution to the energy shift is unknown, so I

estimate the error due to this contribution as O(1 x a5~). The corresponding

75
error in the b quark mass is ~19 MeV, that is, a relative uncertainty of
approximately 0.5%.

The unknown fermionic contributions are the only unknown source of
uncertainty at three-loops in my result. In principle these effects can be cal-
culated using automated lattice perturbation theory. However, there are a
large number of diagrams to evaluate, many of which are likely to have com-
plicated pole structures and possible divergences (the energy shift is infrared
finite, but individual diagrams may have divergences that ultimately cancel).

The complexity of such a calculation would be considerable.

5.3.5 Comparison to the literature

My results for the b quark mass improves on the previous, preliminary, result

that we presented in [5] in a number of ways. In that work, we obtained a
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Estimated Estimated
Class of error FError  uncertainty uncertainty
(aM =250) (aM =1.72)

MeV % MeV %

Statistical M;Xpt 0.1 < 0.1 0.1 < 0.1

Egim 3.0 < 0.1 0.1 <0.1
Aa1 1.2 < 0.1 1.5 <0.1

EY 02 <01 03 <01
EPT 83 ~02 115 ~03
Perturbative E£*/ 03 <01 02 <01
E®T 154 ~04 150 ~04
EY 1193 ~05 ~188 ~0.5

Systematic a 31 ~ 0.7 31 ~ 0.8

Table 5.15: The b quark mass error budget: estimated uncertainties in my
calculation of the b quark mass from lattice NRQCD and lattice perturbation
theory. The entries for the “systematic” error are independent of the heavy
quark mass. I describe each source of uncertainty in more detail in Section

B34l

value of

Mz (Myrg) = 4.25(12) GeV (5.32)

for the b quark mass.

Firstly, the new results remove a number of discrepancies between the
nonperturbative data and the perturbation theory results. I used a value for
Egn based on simulations using an NRQCD action with a stability param-
eter of n = 4. The perturbation theory results, on the other hand, used an
NRQCD action with a stability parameter n = 2. I had previously calcu-
lated the fermionic contributions with HISQ light quarks, which significantly
reduced the fermionic contribution. Furthermore, the lattice NRQCD simu-

lation used Landau tadpoles [85] O8] whilst the quenched high-/3 simulations
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used plaquette tadpoles [11]. With the new results, plaquette tadpoles were
used in both simulations and I include the fermionic contributions to the
two-loop tadpole correction for the heavy quark energy shift, which had not
previously been computed. Although the error arising from these discrep-
ancies is likely to be negligible, and certainly much less than the dominant
O(a?) error, removing as many sources of error as possible is obviously de-
sirable.

The NRQCD simulations from which the value of Eg, was extracted
have also been improved. Previous results used an NRQCD action without
radiative improvements to the coefficient of the chromo-magnetic operator,
¢4, which is included in the new result. The lattice spacing determination has
also been improved [85], 98]. The new results use higher statistics and deter-
mine the value of r; /a from a combination of methods to reduce systematic
uncertainties [93].

In my new results I use simulation data from two different ensembles, al-
lowing me to estimate the systematic uncertainty arising from lattice artifact
errors under two different sets of assumptions. Both results are in agreement
within errors. This analysis was not possible with the preliminary result pre-
sented in [5].

Finally, I have analysed the uncertainties in my new result more rigor-
ously and provided an error budget for individual contributions. I had not
previously analysed the individual sources of error in detail.

My results are a significant improvement on the previous determination
of the b quark mass from lattice NRQCD simulations by the HPQCD col-
laboration [85], as can be seen in Figure 5.5 The dominant source of error
in that calculation was the contribution from the two-loop heavy quark en-
ergy shift and the total error quoted for the result was approximately seven
percent. All two-loop contributions have been included in the values given
in Equations and and the errors are reduced to less than one
percent, in line with other recent determinations.

In Figure 5.5 T also present a number of recent determinations of the
b quark mass. Two of these are from perturbative QCD sum rules, given

in [100} T01] and [92]. These results are in excellent agreement with quoted
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uncertainties of very similar magnitude, although the errors are about 30%
larger than the errors in my result. Of course, these values are not extracted
from nonperturbative simulations, but do use input from experimental data.

I show results from three different lattice simulations in Figure [5.5 All
results are in agreement within the quoted uncertainties. The most precise
determination is by the HPQCD collaboration, using HISQ quarks for the b
quark and extrapolating up to the physical b quark mass [25]. This simulation
used MILC configurations with (2 + 1) flavours of ASQTad sea quarks.

I also present the result from the ETM collaboration using twisted mass
Wilson quarks at four different lattice spacings and two species of sea quarks
[102]. The final result is from the ALPHA collaboration [103]. They quote a
preliminary result with a larger uncertainty than the other results in Figure
The ALPHA collaboration use HQET with O(1/M) corrections and two
species of sea quarks, but do not give an indication of the errors from lattice
artifacts.

The vertical line in Figure is a weighted average of results from other
work. This line serves to guide the eye only and does not include the results
of this work from [5] or from this dissertation. I do not account for any
correlations between results in this average. We can see that my new results

are in good agreement with this average.

5.4 Conclusions and outlook

I have calculated the two-loop heavy quark energy shift in highly-improved
NRQCD using a mixed approach combining quenched high-# simulations
with lattice perturbation theory. This calculation was the first determination
of any heavy quark parameter at two-loops in NRQCD and demonstrated
the effectiveness of such an approach. My predictions of the b quark mass
improves on the previous determination from lattice NRQCD simulations
by the HPQCD collaboration. I significantly reduce the uncertainties in the
final result by removing the dominant source of uncertainty in the previous
calculation: the two-loop heavy quark energy shift. My results include an

estimate of the systematic uncertainties arising from lattice artifact errors.
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This work (average)

This work (fit)

This work (2010 preliminary)

HPQCD NRQCD (2005)

HPQCD HISQ (2010)

ALPHA (2010)

ETM (2011)

Narison et al. (2009)

Chetyrkin et al. (2009)

3.9 4 41 42 43 44 45 46 4.7 4.8

M (GeV)

Figure 5.5: Recent results for the b quark mass. From top to bottom: this
work, using an averaging procedure (see Section ; this work, using a fit-
ting procedure (see Section [5.3.4); the preliminary determination from this
work [5]; HPQCD collaboration with NRQCD valence quarks [85]; HPQCD
collaboration using HISQ valences quarks [25]; ALPHA collaboration using
HQET [103]; ETM collaboration [102]; and QQCD sum rules from Narison et
al. [100, 10I] and from Chetyrkin et al. [92]. The vertical line is to guide
the eye and is my determination of the weighted average of the results, not
including data from our preliminary determination in [5] or from this disser-

tation.
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By including all two-loop perturbative effects I have brought the uncertainty
in the final result into line with a number of other recent determinations of
the b quark mass.

A complete analysis of the systematic uncertainty would require further
simulation data from ensembles at different lattice spacings. This work is
currently underway. The analysis of the high-G simulations will also be im-
proved by using a larger number of ensembles and this development will
improve further the precision of the three-loop contribution to the quenched
heavy quark energy shift and thereby reduce the uncertainty in the b quark
mass. Ultimately the three-loop fermionic contributions to the heavy quark
energy shift would be required for a complete three-loop calculation, but this

would require extensive developments of my code.
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Heavy-light currents

Electroweak processes are an important tool in understanding the Standard
Model, serving as an input into tests of CKM matrix unitarity and CP vi-
olation, and as a probe for new physics. Hadronic matrix elements, which
characterise the strong interaction dynamics of these processes, are a crucial
ingredient in the calculation of the electroweak parameters.

Lattice QCD simulations enable nonperturbative determinations of had-
ronic matrix elements from first principles. These simulations require us to
construct the electroweak lattice currents in terms of the appropriate lattice
operators. We then match the lattice currents to their continuum counter-
parts order-by-order in the strong coupling constant to extract the correct
continuum behaviour at the desired precision.

In this chapter I perturbatively match the temporal components of the
heavy-light axial and vector currents in lattice NRQCD with massless HISQ
light quarks to the corresponding currents in continuum QCD. I perform this
matching at zero external quark momentum and include only leading order
terms in the inverse heavy quark mass expansion. This calculation updates
the matching calculation of [89], which used highly-improved NRQCD with
massless ASQTad quarks for the lattice currents. My results are directly
relevant for the nonperturbative determination of the fg, fp, and fp, decay
constants by the HPQCD collaboration using MILC lattices with HIS(Q) sea
quarks.

Before describing the matching calculation in detail, I first briefly review

some of the background and motivation for this calculation.

6.1 Heavy-light decays and the CKM matrix

The three-generation Cabibbo-Kobayashi-Maskawa (CKM) matrix parame-

terises the weak interaction quark eigenstates in terms of the mixing of the
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mass eigenstates [104] [105]. The CKM matrix,

vud Vus Vub
Vakm = Vaa Vs Vo |, (6.1)
Viae Vis Vi

is unitary in the Standard Model and deviations from unitarity may indi-
cate new physics. Tests of the unitarity of the CKM matrix are therefore of
paramount importance in understanding the Standard Model. We can pa-
rameterise the CKM matrix using three real angles and one CP-violating
phase. If this phase is non-zero, then weak interactions violate simultaneous
charge (C) and parity (P) invariance. The standard choice of parameterisa-
tion for the CKM matrix is the Wolfenstein parameterisation [106], which

uses A = |V,s| & 0.22 as a small expansion parameter:

1-2 A AN(p—in)
Vokum = -\ - AN? : (6.2)
AN (1 —p—in) —AN 1

Unitarity imposes constraints on the parameters of the CKM matrix that
we can interpret geometrically as triangles in the complex plane. Only one
of these triangles is not near-degenerate and the corresponding normalised

constraint is

VudV | ViaVyy
VeV, VeaV,
I show this CKM triangle in Figure [6.1} The angle 3 is known to 1° preci-

sion from B — J/¢¥K decays and precise determinations of |V,;| and |V

+1=0. (6.3)

are therefore an integral component in over-constraining the CKM unitarity
triangle [§]. The ultimate goal is to measure the three angles and the lengths
of each of the sides and thus determine the apex of the CKM triangle (p, )
in as many ways as possible. Over-constraining the CKM triangle provides a
stringent test of the three-generation Standard Model.

The CKM matrix elements |V,;| and |V,,| are experimentally determined

from a number of different electroweak processes, including inclusive and ex-
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VoV
VeV

Figure 6.1: The CKM unitarity triangle in the complex plane.

clusive B decays and B meson mixing [8]. The CKM matrix elements must
be extracted from strongly bound states and lattice QCD is required to cal-
culate the hadronic matrix elements that characterise the strong interaction
dynamics of the decays. There is currently a 20 tension between the inclusive
and exclusive determinations of |V,| and the dominant uncertainties in these
measurements are theoretical, so an improved understanding of the theo-
retical inputs is increasingly important. This requires high-precision lattice
simulations.

The matrix element |V,;| is extracted experimentally from the exclusive

semileptonic decay B — m/7,, which has differential decay rate

ar  G%
d¢g? 2473

Vi *[p= [ f+ (™) (6.4)

in the limit that the light quark is massless. Here pg is the momentum of the
B meson and p, the momentum of the pion in the B meson rest frame. The
momentum transfer is ¢ = pg — pr. The form factors f, and f, parameterise

heavy-light matrix elements of the vector current, V#,

(w(p=) V¥ Bpg)) = f+(¢) |Ps +pt — %qﬂ

m% —m?2
+ fo(QQ)BTqM‘ (6.5)

The axial vector current does not contribute to pseudoscalar-to-pseudoscalar

decays [1].
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The HPQCD collaboration has calculated these form factors using lattice
QCD [1]. These simulations were run with (2 + 1) flavours of ASQTad sea
quarks and highly-improved NRQCD valence b quarks. Using experimental
input from the BaBar, Belle and CLEO experiments, the authors obtained
V| = (3.55 % (0.25) exp £ (0.50)theory) X 1073, The uncertainties are exper-
imental and theoretical respectively and are dominated by the theoretical
input.

Leptonic decays of heavy mesons also provide experimental methods for
constraining the CKM matrix. For example, the ratio |V;;/V;s| involves the
the decay constants fp and fp,. These decays proceed via a virtual charged

W boson and the decay width of such a process is given by

NX —/¢ )——%f2 2 (1——m?)2|v |2 (6.6)
V) = m;mx , .
/X m%{ na

where X is a heavy hadron, such as a B, By or Dy meson and |V,,,,| is the
relevant CKM matrix element. In fact, leptonic decay modes occur for 7+ and
K* mesons as well, but I restrict my discussion here to heavy quark mesons.

We define the decay constant, fx, through the hadronic matrix element

(014, X (p)) = pufx- (6.7)

The HPQCD collaboration has computed the decay constants fp, and
fp. using NRQCD heavy quarks and (2 + 1) flavours of ASQTad sea quarks
[50, 107, 108, 109]. There is currently tension between the value of |V
determined from experimental measurements of B¥ — 7%, presently in
good agreement with the Standard Model, and from determinations using
global fits to the CKM parameters [110].

Recent measurements of the branching ratios of the semileptonic decay
B — D®ty, from which |V,;| can be determined, report a preliminary result
nearly 20 above the Standard Model prediction [9]. This decay proceeds via
a W¥ boson, so if this discrepancy were to be confirmed, the excess would
hint at the presence of a Beyond the Standard Model charged Higgs boson.

These results, however, are very much preliminary findings.
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Results from LHCb and the proposed SuperB factory will improve the
experimental resolution of B decays by an order of magnitude and corre-
sponding improvements in the theoretical inputs are required. The HPQCD
collaboration are therefore calculating the decay constants fp, and fp, using
NRQCD with HISQ sea quarks, which should improve the precision of the
final results [111].

The calculations of the form factors, f. and fy, and the decay constants,
fe and fp,, using HISQ light quarks both require new matching calculations
to relate heavy-light currents on the lattice and in the continuum. In this
chapter I discuss this calculation and present results for massless HISQ light

quarks using currents at leading order in the inverse heavy quark mass.

6.2 The continuum current

The continuum axial-vector current is given by

Au(z) = q(e)y57.h(z), (6.8)

where ¢(x) is the light quark field and h(x) the heavy quark field. I denote
the Euclidean Dirac matrices by 7,,. They are related to the Minkowski Dirac

matrices, 7v,, by
Fo=F=n=1", FH=F =iy=-, (6.9)
and satisfy
{30} = 20, (6.10)
The continuum vector current is

Vu(z) = q(z)y,h(x). (6.11)

Morningstar and Shigemitsu calculate the heavy-light continuum QCD
current analytically, for the temporal component of the axial vector current

in Reference [112] and for both vector and axial vector currents in [113]. They
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use massless light quarks, onshell mass and wavefunction renormalisation in
Feynman gauge and expand the current in powers of the inverse heavy quark
mass. For an incoming heavy quark of momentum, p, and an outgoing light

quark of momentum p’, the one-loop current is

(g Tulh(p))acp = T(P YW (0, p)un(p), (6.12)

where J,, indicates either the axial-vector or vector current and

ip Py ip
W[L](P/’P) = G1Fi - az—”Fé% - a3—Fi - a4—“Fb]70

M M? M
PP ipu 2
+a5mﬁ”r0% +O(1/M?). (6.13)

Here the operator I'/ stands for either the vector current operator FL/ =7,
or the axial vector current Ff} = 757,. The spinors, w;, and u,, are the stan-
dard Dirac heavy quark and light quark spinors respectively. The expansion

coefficients are given by

" 20
2 — 371"

_os (1 &M A
=T \6 9 M
ag (1 A
— S (Z19o91p 2
“4 37r(2+ nM)’
Qg A

Here A is the gluon mass. Ultraviolet divergences are regulated using dimen-
sional regularisation.
In the Appendix to Reference [47], Miiller quotes a slightly different in-

frared finite contribution to the coefficient as:

(6.15)
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(a) (0 (¢

Figure 6.2: Contributions to the continuum QCD axial vector and vector
heavy-light currents. The diagram on the left, diagram (a), represents the
vertex correction and the other diagrams, from left to right, are (b) the heavy
quark and (c) the light quark wavefunction renormalisation contributions re-
spectively. Double blue lines represent heavy quarks, single red lines indicate
light quarks, wiggly green lines are gluons and the black dots represent the
current insertion.

This discrepancy does not affect the results that I present in this dissertation,
but will need to be clarified in future work that requires as.

Three diagrams contribute to the continuum QCD currents at one-loop,
which T illustrate in Figure [6.2] The diagram on the left represents the one-
loop vertex correction and the other two contributions are the one-loop wave-
function renormalisation diagrams. Before reviewing the lattice current cal-
culation, I study the light quark renormalisation parameters. I require the
wavefunction renormalisation for massless relativistic quarks for the match-
ing calculation laid out in this dissertation. Ultimately the mass renormali-
sation for HISQ quarks will also be required for the extension of this work
to massive light quarks. As the derivation of the renormalisation parameters
for relativistic quarks is different to that for NRQCD, which I present in
Chapter o], T collect the necessary ingredients for both massive and massless
relativistic quarks here. I start by deriving an expression for the wavefunction

renormalisation.

6.3 Relativistic quark renormalisation parameters

I extract the relativistic quark wavefunction renormalisation by taking ap-

propriate derivatives of the one-loop quark selfenergy. For massive relativistic
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quarks in Euclidean space, the tree-level propagator is
Go'(p) = ip +m, (6.16)

where myq is the bare quark mass. I write the one-loop propagator in terms

of the one-loop selfenergy, 3, as

Gl (p) = ip+mo — a,X. (6.17)
I now write the selfenergy as

¥ =ipX + moXo, (6.18)

so that the propagator becomes
GiHp) = (1 — X)) ip + (1 — asXg) me. (6.19)

I multiply the numerator and denominator in the propagator by

(1 — agdg)mo — (1 — asXq) ip (6.20)

and then divide by (1 + as%;) to obtain

—’l]é + (1 — OZS(EO + 21)) mo

= e (1 ad2m - S)mp

(6.21)

The mass renormalisation is given by

. 1-— 04820
me= 1— Oészl o

that is,

= (1 — (3o — 21)) mo = Zmmo, (6.22)

Po=1tmo

Zm =1- OCS(ZO - El) (623)

We define the wavefunction renormalisation through the residue of the pole

at po = imyp. Denoting the denominator of G(p) by I'(p), the wavefunction
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renormalisation is given by

dr’
-1
ST

= |:]_ + Oé521 - 2m30ésdin (20 - 21):| . (624)

Po=1imo Po=1imo

I now apply the chain rule to take derivatives with respect to py, and write

the wavefunction renormalisation as

d

Po=1mo

For massless relativistic quarks, the corresponding expression is just

Zyt =14 a3 [py=o- (6.26)

I calculate the massless relativistic wavefunction renormalisation numeri-
cally, using both unimproved staggered quarks and ASQTad quarks. For mas-
sive HISQ quarks, the derivation and calculation is more involved. I briefly
discuss the derivation of the HISQ renormalisation parameters before outlin-
ing the calculation of the lattice current operators. My presentation for the

HISQ parameters is based on [114] and I provide a more detailed derivation
in Appendix

6.4 HISQ renormalisation parameters

I write the inverse relativistic quark propagator as

G(p)~ =Gyt (p) — =(p) (6.27)
where
G(Yl(p) = Z i sin (pu) KM(P)% + my, (6.28)
and .
Ku(p) =1+ ——sin® (p,) (6.29)
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Here I parameterise the selfenergy as

E(p) = Z i sin (pu) Bu(p)”yu + C(p), (6-30)

to be consistent with the notation of [I14]. We can see, by comparing this pa-
rameterisation with Equation , that B, corresponds to X; in Equation
(6.18) and C(p) to Xy.

To calculate the pole mass, I set p =0 and py = iE, where E is the rest

energy. Then the pole condition,

ZSiHQ (Pu) (K — Bu>2 +(mo—C)* =0 (6.31)
o
becomes
1+e ?
—sinh® B (1 — sinh® F — BO> + (mg — C)? = 0. (6.32)

Taking the positive energy solution, and expanding the rest energy E and
the parameter € in the strong coupling constant, the tree-level mass, Myyce,

at fixed bare mass my, is given by

- 1 + €tree

sinh Myree (1 sinh? mtree> = my. (6.33)

The parameter €. is fixed by requiring the mass to be equal to the

kinetic mass, defined as

0’FE
ml:i; = 59 ) (634)
apz pz:0
for an onshell particle with momentum p, = (i£,0,0,p,). The resulting

solution is [114]

12Mrce :
€iron = (4 _ \/4 + UL ) / sinh? Mo — 1. (6.35)

cosh Mree SINh Myree

We obtain the solution for my.. by plugging in this expression for €gee
into Equation ((6.33]) and solving iteratively.
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The one-loop mass is given by

1 sinh® Miyee )
Wml — aseth — By sinh myyee = —C, (6.36)

2

oF

where Zéo) is the tree-level wavefunction renormalisation:

1 1 ree .
— = <1 _ 2T Ciree sinh? mtree) cosh Myree- (6.37)
A 2

At non-zero spatial momentum, we define the kinetic mass, my,, by Equa-
tion ((6.34)). The tree-level pole condition is

1 ree 2 1 ree 2
— (sinhE — % sinh® E) + (sinpz + % sin® pz> + mg =0.
(6.38)
and the tree-level kinetic mass is
1 ree .
Miin <sinh Miree — +—6€t sinh? mtree>
1 ree .

X (1 — % sinh? mtree> cosh My yee- (6.39)

Setting myi, = Miree gives us the expression for €. in Equation (6.35)).
We define the wavefunction renormalisation through the residue of the

quark propagator at the single particle pole:

1+
I+%

T d A
/ ﬂewotG(pO,O) = Zoe ™ 5 .

- (6.40)

where the ellipses stand for poles corresponding to more complicated bound
state and multi-particle states. The final expression for the wavefunction

renormalisation is

1 d
Zyt = (1 — —2|— € ginh? m) coshm + zd— (iBsinpy + C). (6.41)
Po

At tree-level, this expression reduces to the tree-level wavefunction renor-
malisation, Zéo), given in Equation (6.37)). The one-loop wavefunction renor-
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malisation, Zg(l), is

1 1 (0) d
—— = — {1 — aye; —2— cosh Miree SINh? Miyee + i— (B sinpy + C A
Zél) ZéO){ 2 t t dpo ( ) Zy

0)

1 + €tree

(2 cosh? Myee + sinh? mtree)] Zéo) }
(6.42)

+ agmy sinh Mypee [1 -

For massless HISQ with zero spatial momentum, we immediately see that

the one-loop wavefunction renormalisation becomes
Zy =1+ a,By, (6.43)

since Meree = Mo = 0, €ree = 0 and Zéo) = 1. As we would expect, this is just
Equation (6.26)) rewritten in the notation of [114], that is, with By = ;.

6.5 The lattice current

I now derive the lattice operators corresponding to the continuum operators
in Equation , largely following the derivation in [112]. T illustrate the
extra lattice contributions in Figure As T discuss in Section [2.4] the
lattice NRQCD heavy quark field is defined in terms of a two-component
Pauli spinor, which I here denote W(x). We obtain this spinor from the Dirac
heavy quark field, h(z), using the FWT transformation, which decouples the
quark and antiquark fields.

We transform the external spinor uy(p) into a nonrelativistic Pauli spinor,
uQ(p),

i) = (1= 53779 valp) + 0021 (6.44)

Then we can decompose the continuum current in Equation (6.12)) as

(a0 (p))NraeD = Tg(P)U (1, p)ug(p), (6.45)

126



Chapter 6. Heavy-light currents

(a)

Figure 6.3: Additional lattice NRQCD contributions to the axial vector and
vector heavy-light currents. The three upper diagrams, (a), (b) and (c), rep-
resent the vertex corrections at next-to-leading order in the inverse heavy
quark mass. The lower diagrams, from left to right, are the tadpole diagrams
for (d) the heavy quark and (e) the light quark wavefunction renormalisation
contributions respectively. Double blue lines represent heavy quarks, single
red lines indicate light quarks, wiggly green lines are gluons and the black
dots represent the current insertion.

where in this case, the temporal component of Qi is given by

. 7P P
Q) (', p) =Ly —iniTy oir T Ly +O(a2,1/M?),  (6.46)

and the spatial components are

s ] ;}/\p ~s:>\/'p/ . s Pk
Q(p,p) = Ty — imT on gy 20l %mroj
s 1P
— Mgyl +O(al, 1/M7), (6.47)
Here the temporal coefficients are
nh=ay+ay =1+ a,B,
N =a1 —ay =14 a,Bj,
my = 2(as + a1 + a5) = By, (6.48)
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with

1/ A 1
Bi= —=(ln& 4 -
0 W(HM+4)’
1/ A 19
t_—_ — —
By = W(lnM 12>’
1 167 M
b= — (124 —=). 4
B; 37T< +3 A) (6.49)

The spatial coefficients are given by

778 =a; =1 +asBS’
nf = To,

1y = 2a3 = o, B3,
N5 = 2a3 = a B3,

ny = 2a4 = asBj, (6.50)

where

3 A M
4
B; = —
37 31
1 A
s — A bl
Bj o (1+4lnM) (6.51)

The lattice NRQCD currents corresponding to the nonrelativistic contin-
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uum operators in Equations (6.46)) and (6.47]) are

IO (2) = q@)TIQ(x),

JR) = — 5 AT VQU),

‘]/fl)at<x> = - ﬁﬁﬁﬁ’ % VOFZQ@),

T) = — S TIVAQ(),

Jin(@) = = 5—(2) Vi T Q(x). (6.52)

Here g(z) is the light quark field in the lattice theory, M is the bare heavy
quark mass and Q(z) is given in terms of the NRQCD heavy quark field,

¥ (x), by
Qz) = ( L) > : (6.53)

In this dissertation I am concerned only with the leading order contribu-
tion to the heavy-light current in the inverse heavy quark mass expansion.
This term is the JIS?ILt current. However, as I discuss in the next section,
renormalisation of the lattice operators causing mixing-down from the cur-
rent ‘];(jl)at‘ Therefore, at zero external momentum, there are two vertex cor-
rection diagrams that I must calculate for the leading order current. The first
diagram is diagram (a) in Figure with the J (Ol)at current insertion. The

H,
second is the same diagram, (a) in Figure , but including the J (v

Hyla
insertion. In the language of [89], these contributions are (yo and (jo. I now

. current

discuss these contributions more fully.

6.5.1 The lattice operator mixing matrix

The lattice operators in Equation ((6.52) mix under renormalisation and the

elements of the mixing matrix can be calculated using lattice perturbation

theory. I write the mixing matrix, ZZ-J]-, as
(@) P = Y Z50,0)0 W plug(p).  (654)

J
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I further decompose the mixing matrix at one-loop as
1
Zij = 0ij + o (5 (Zy + Zq) 0i5 + dinbjn + Czj) : (6.55)

In this expression, Z, is the light quark wavefunction renormalisation, Zg
the heavy quark wavefunction renormalisation, Z,; the heavy quark mass
renormalisation and (;; the vertex corrections.We can separate out the in-
frared divergences and express the renormalisation constants in terms of the
known logarithmic divergences, Z4, the infrared finite piece, Z, and, where
appropriate, tadpole improvement corrections, Z;. here the tildes indicate

infrared finite contributions. Thus we write
Zy=Zq+ Z3N + Z20
Zg=Zo+ 23"
VAV AV AT
Gij = Gij + Z'djiv + C;}O- (6.56)

The divergent contributions to the wavefunction renormalisation are

Z = ?‘f—ﬂ Ina?\?, (6.57)
and
. 2« a’\?
div __ s

The mass renormalisation arises because I have expressed the continuum

pole mass M in terms of the bare lattice mass, Mj:
M = (1 + Zy )Mo + O(a?). (6.59)

The pole mass must appear in the continuum currents, but the lattice cur-
rents are defined in terms of the bare lattice mass. I present results for the
heavy quark mass renormalisation in NRQCD in Section [5.1.4] and do not
repeat that part of my analysis here.

We are interested in constructing the continuum operators from their

130



Chapter 6. Heavy-light currents

lattice counterparts, so we invert this relation and remove the dependence

on the external states, giving
O 0.p) =3 (Z) 7 e (6.60)
J
In the rest of this chapter I focus on the temporal component of the

axial-vector current. For this case, the mixing relation becomes

Ap = (1+ agfo) I, + (1 + agpr) TS
+ ozsngOﬁfub O(a?,1/M?, a’ay). (6.61)

Here I have introduced the improved, more physical currents, J; laiub which

are defined by
JézlaiUb Jél) - asCloJéﬁlt. (6.62)

The coefficients, pg, p1 and py are given by
~ = 1= = ~
po = Bo — §<Zq + Z¢g) — Coo,
~ 1~ ~ ~ ~
p1= B1 — i(Zq +Zq) — Znm — o1 — G,

p2 = By — (o2 — Can, (6.63)

with

~ 1 1

BO = ; (IH(CLM[)) - Z) y

~ 1 19

Bl = ; (ln(aMo) - E> y

~ 4

By = —. (6.64)
™

These improved matrix elements have the O(a,/(aMy)) power law contri-
butions subtracted out [I07]. We can understand the origin of these power-
law divergences as follows. The nonleading currents, Jlgf 0), mix with the

other NRQCD currents, renormalising the leading order current Jl(a?t). We
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can determine the form of the constant of proportionality using dimensional

arguments: we must have

1 OIO
I = 7 39410 <M> +... (6.65)

The leading term on the right hand side of Equation is the power
law contribution to the matrix element. Our matching calculation should
remove these artifacts of the effective theory. We match perturbatively, so
we can only remove power law contributions at a given order in the coupling
constant. If we write Equation in terms of the uncorrected currents,

we have

Ao = (14 aupo) Ty + (14 asp) I + apa T (6.66)
where
1
po = Bo — §(Zq + Zq) — Goo — Go- (6.67)
Concentrating for the moment on the mixing of JO1 . with JO1 at» the rel-
evant terms are
(1+ agpo) I + ik (6.68)
We can rewrite the Jéi;t current using Equation (6.65]) to obtain
7)) 010 IO 1

The mixing coefficient (o represents the projection of JO1 ot onto JO Lt at one-
loop, which is precisely the one-loop contribution to Ciy/aM in Equation
(6.65). We have thus reduced the power law term, [Cio/aM — (i) Jéglt,
from an O(a;/aM) contribution to O(a? / alM ). For we convenience, we there-

fore work with the subtracted current JO1 ts ub

which is equal to the last two
terms in Equation (6.69 - ) up to higher order corrections.

In this work I calculate the leading order contribution in the inverse heavy
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quark mass expansion. This is just
Ag = (1 + agpo) Iy + O(a?,1/aM, d*a). (6.70)

I now present all my results necessary to extract the matching coefficient

po- 1 start with the relativistic wavefunction renormalisation.

6.6 Numerical results

I computed all contributions to the matching calculation using the HIPPY and
HPsRC routines. I introduce these routines in Section[3.3.1l I wrote each contri-
bution as a Tay1UR valued FORTRAN function in an HPSRC module. This allowed
me to easily extract different derivatives of the selfenergy and to specify

massless or massive quarks with a single flag.

6.6.1 Relativistic wavefunction renormalisation

Infrared behaviour T extract the logarithmic infrared behaviour of the mass-
less wavefunction renormalisation by evaluating the wavefunction renormal-
isation at different gluon masses and fitting to a function logarithmic in the
gluon mass.

I present my results for the divergent contribution to the wavefunction
renormalisation in Table [6.1] T quote the known analytic result, given in
Equation , in the first column of Table as comparison. My results
are in excellent agreement with expected analytic behaviour.

I use Symanzik-improved gluons with three different relativistic staggered
quark actions, unimproved, ASQTad and HISQ. I show results obtained
with 12 different gluon masses, with values between a?\? = 1 x 1073 and
a’)? = 1078, T used exactly massless light quarks for the massless wavefunc-
tion renormalisation.

In Figure[6.4] T plot the massless wavefunction renormalisation for unim-
proved staggered quarks, ASQTad quarks and HISQ quarks. I include the

fits to logarithmic functions of the gluon mass for each action. The data in-
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Analytic ~ Unimproved  ASQTad HISQ

0.106103 0.10611(11) 0.10587(30) 0.106095(8)

Table 6.1: Numerical results for the infrared divergent contributions to the
massless light quark wavefunction renormalisations, ZéIR), for three differ-
ent actions. I compare my results to the coefficient of the known analytic
divergence in column two, given to six significant places.

dicate that the fit is excellent and that my HPSRC routines are correctly able

to handle the logarithmic behaviour of the wavefunction renormalisation.

Finite contributions I use two independent methods to extract the finite con-
tributions to the massless wavefunction renormalisation. For the first method,
I calculate the finite contribution by computing the wavefunction renormal-
isation at different gluon masses and fitting to a function logarithmic in the
gluon mass. For the second method, I remove the logarithmic behaviour using

an infrared subtraction function, given by

sub __
Zq =

21 [ A% K- R
- 7r/ 0 (6.71)

3 ) oAk 22

I evaluate the subtraction function numerically and extract the logarith-
mic behaviour by fitting to a function of the gluon mass. The subtraction
function is very quick to evaluate: I use 10® function evaluations and 20
VEGAS iterations for each gluon mass, which took only five minutes on six
processors. In Table [6.2] I show my results for the finite contribution to the
infrared subtraction function for unimproved staggered, ASQTad and HISQ
quarks. In Figure [6.5] 1 plot my results for the wavefunction renormalisation
with infrared behaviour subtracted out. This plot clearly shows the infrared
divergences are cleanly handled by the subtraction function.

In Table I compare my results for the finite part of the rainbow dia-
gram contribution to the massless and massive wavefunction renormalisations
using the two different methods described above. I constrained the coefficient

of the logarithmic divergence to its known analytic value. The data in Table
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Figure 6.4: Plot of the infrared behaviour of the massless wavefunction renor-
malisation for three light quark actions. I plot results for unimproved stag-
gered quarks with red crosses, for ASQTad quarks with green triangles and
for HISQ quarks with blue diamonds. Errorbars are smaller than the data
points. I show the corresponding fits to logarithmic functions in the gluon
mass as solid lines. I include only contributions from the infrared divergent
rainbow diagram, not the infrared finite contributions from the tadpole dia-
gram.
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Figure 6.5: Plot of the massless ASQTad wavefunction renormalisation with
infrared divergence subtracted. I plot a fit to a constant function. Note the
very small scale on the vertical axis.
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sub sub,div
Zq Zq

-0.191617(5)  0.106099(3)

Table 6.2: Numerical results for the light quark wavefunction renormalisa-
tion subtraction function, Z,. I show both the coefficients of the logarithmic
divergence, Z5">4, and the finite contribution, Z3".

[6.3] show that, whilst both methods handle the infrared structure well, the
subtraction function method is most effective for the unimproved staggered
quark action. However, this may simply reflect the need for greater statistics
with ASQTad and HISQ quark calculations. Comparison with results in the
literature, which I review in the next section, suggests that I can more reliably

extract the infrared finite contributions using the constrained fit method.

Coefficient Unimproved ASQTad HISQ

ZP°V via subtraction -0.60394(75)  0.79615(29)  -0.8169(48)
Z1%% via fit -0.60316(20) -0.79726(61) -0.81598(24)

Table 6.3: Numerical results for the finite rainbow diagram contributions to
the light quark wavefunction renormalisation, Z,. I show unimproved stag-
gered quarks in column two, ASQTad quarks in column three and HISQ
quarks in column four.

I show my results for all infrared finite contributions to the wavefunction
renormalisation in Table [6.4] T use three different sets of actions: unimproved
staggered quarks with unimproved Wilson gluons; ASQTad light quarks with
Symanzik-improved gluons; and HISQ light quarks with Symanzik-improved
gluons.

The individual contributions are the infrared finite contribution from the
rainbow diagram, Z;bow; the tadpole contribution, Z;ad; and the tadpole cor-
rection factor, Z;°. I also show the total infrared finite result, Zq, in Table
0.4

The tadpole correction for the ASQTad wavefunction renormalisation is
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Action 1S Zbov zd Zye Z,
. 1 -0.6032(2) 1.296(1) - 0.693(1)
Unimproved o 6001137 0.973(1) - 0.973(1)
1 -0.7973(6) 1.600(1) -1.72593(5) -0.923(1)
ASQTad o 6 5001(5)  1.309(1) -1.72593(5) -0.417(1)
msq L 0SLE0(2) 0.424(1) - -0.392(1)
0 0.0001(3) 0.134(1) - 0.134(1)

Table 6.4: Numerical results for all three finite contributions to the light quark
wavefunction renormalisation, Z,, for three different actions. I use Feynman
gauge, with £ = 1, and Landau gauge, with £ = 0.

given in [89] as

1 3 9
7=~ (4 "1 5) uy == (6:72)

where, in this case, I use the value of u(()Q) for Landau tadpoles from Equation
. I do not include tadpole corrections for the unimproved light quark
action. The tadpole correction is not required for HISQ quarks, because the
high energy modes that contribute to tadpole diagrams are reduced by con-
struction as part of the improvement procedure that reduces taste-changing
interactions.

I show results for both Feynman gauge, with gauge parameter ¢ = 1, and
Landau gauge, with £ = 0. For the rainbow diagram in Feynman gauge I use
12 different gluon masses and fit to logarithmic function of the gluon mass.

In Landau gauge, the rainbow contribution is infrared finite.

6.6.2 Comparison to the literature

Gulez et al. calculate the massless ASQTad wavefunction renormalisation in
[89]. We can see, by comparing my ASQTad results for the wavefunction
renormalisation in Table [6.4] with their values in Table that T am able to

reproduce their results correctly. This agreement provides good confidence in
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both my HPSRC routines and my fits for the logarithmic infrared behaviour.

As I discuss in the previous section, this agreement also justifies my choice of

&' Zébow Z;ad Z(T],L() 7

q

1 -0.798(3) 1.600 -1.726 -0.924(3)
0 0.0003) 1.310 -1.726 -0.416(3)

Table 6.5: Numerical results for the finite contributions to the massless ASQ-
Tad wavefunction renormalisation, Z,. I take all results from [89]. The au-
thors of [89] use different notation, with C, representing the wavefunction
renormalisation and Cy* specifying the infrared finite contribution from the
rainbow diagram, that is, Z"* in my notation.

fitting to the gluon mass to handle the infrared structure, because my results
obtained using the subtraction function method do not reproduce the data
in Table [6.5]so reliably.

In [47], Miiller calculates the massless HISQ wavefunction renormalisa-

tion. I show his results in Table [6.6] We can see, by comparing my results in

Z;bow Z;ad 7

q

-0.8155(12)  0.4250(10) -0.3905(16)

Table 6.6: Numerical results for the finite contributions to the massless HISQ
wavefunction renormalisation from [47].

Table with those in Table[6.6] that my results are in excellent agreement
with those of [47]. This establishes that my wavefunction renormalisation

routines work correctly and handle the infrared structure appropriately.

6.6.3 HISQ renormalisation parameters

I give the HISQ renormalisation parameters for three different masses in
Table [6.7] and [6.8] I calculate the massive HISQ renormalisation parameters
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using exact modesummation on L* lattices, where L is the spatial extent.
I implement twisted boundary conditions, with two-dimensional twists, to
regulate the infrared behaviour. I discuss twisted boundary conditions in
more detail in Section [3.3.2] T extrapolate the results to infinite lattice volume
using a polynomial fit to the inverse lattice side length.

In Figure[6.6) I present example results for the infinite volume extrapola-
tion. I show result for both the mass renormalisation and the wavefunction

renormalisation in Feynman gauge and use light quark mass am, = 0.1.

am, L Zm Zy
=1 =0 §=1 §=0

4 0.03051297  0.04613782  -3.06231058 -4.50669680
6 0.02070912  0.03069662 -2.06558281 -2.94254494
8 0.01604188  0.02342252  -1.58606227 -2.19846734
12 0.01140586  0.01627413  -1.10484608 -1.45983861

0.01 16 0.00911651  0.01275412  -0.86284384 -1.09014261
24 0.00567171  0.00929034  -0.61847086 -0.71718699
28 0.00624375  0.00831570  -0.54751444 -0.60899295
oo 0.0142(53) 0.010085(95) -0.1159(19) 0.1791(71)
4 0.03511824  0.05076104 -0.70002402 -0.89478086
6 0.02586957  0.03586130 -0.49326654 -0.57131307
8 0.02161898  0.02900166 -0.39027728 -0.41227203
12 0.01749555  0.02236487 -0.28070367 -0.24625620

0.05 16 0.01552171  0.01916007  -0.21982997 -0.15613470
24 0.01365601  0.01607513  -0.14889542 -0.05413055
28 0.01315297  0.01522533 -0.12501221 -0.02074331
oo 0.010088(9) 0.002392(62) 0.0175(11)  0.0459(16)

Table 6.7: Renormalisation parameters for massive HISQ quarks. I extrapo-
late the results to L = co. Results at finite lattice spacing use modesumma-
tion and are therefore exact. Uncertainties for the L = oo results are from
the polynomial fit.
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amg L L Zy
§=1 §=0 §=1 §=0

4 0.04021517 0.05588301  -0.38471270 -0.42329209
6 0.03144242 0.04144233 -0.27003185 -0.24824283
8 0.02754374 0.03493137 -0.20866792 -0.15688533
12 0.02382350 0.02869585  -0.13745787 -0.05434727

0.10 16  0.02208393 0.02572454  -0.09374485 0.00631186
24 0.02046735 0.02288796  -0.03806222 0.08087924
28  0.02002501 0.02209865 -0.01821517 0.10676488
oo 0.017421(17) 0.017416(10) 0.1026(68)  0.2642(79)
4 0.05594294 0.07173053 -0.12182111 -0.05634316
6 0.04825177 0.05831329  -0.05900989  0.02925742
8 0.04514575 0.05257860 -0.01968736  0.08121890
12 0.04203358 0.04693684  0.03140938  0.14692902

0.30 16  0.04030510 0.04396936  0.06536116  0.18964292
24 0.03810375 0.04054048  0.11094060  0.24600307
28  0.03727723 0.03936478  0.12778618  0.26658286
oo 0.0.32560(58) 0.033352(23) 0.2310(11)  0.3926(74)

Table 6.8: Renormalisation parameters for massive HISQ quarks. I extrapo-
late the results to L = co. Results at finite lattice spacing use modesumma-
tion and are therefore exact. Uncertainties for the L. = oo results are from
the polynomial fit.
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Figure 6.6: Plot of the infinite volume extrapolation of HISQ renormalisation

parameters in Feynman gauge. I plot results for the mass renormalisation, in

red, and the wavefunction renormalisation in green. I use a light quark mass

of am, = 0.1.

6.6.4 Lattice operator matching

I now present my results for the lattice vertex corrections. I used three dif-
ferent sets of actions to calculate the vertex corrections, with seven different
combinations of heavy quark mass and stability parameter for each set of
actions. I used a gluon mass as the infrared regulator. The vertex correction
Coo is infrared divergent in Feynman gauge, so I extracted the finite contribu-
tion using a subtraction function and a gluon mass of a?A? = 107%. T use the
subtraction function method to speed up the code because the computation
of the vertex correction is relatively computationally expensive.

The subtraction function depends on the heavy quark mass, but as an
example I plot a fit to the logarithmic infrared behaviour of the subtraction
function with heavy quark mass aM = 2.8 in Figure [6.7. This plot demon-
strates that the infrared structure is correctly handled by the subtraction
function. Using a constrained fit to the logarithmic divergence, which must
match the known analytic continuum result, I obtain

FRUvinite — —0.221626(75) (6.73)
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for the finite contribution to the subtraction function. In Landau gauge (g
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Figure 6.7: Plot of the infrared behaviour of the subtraction function, with
a constrained fit to the data. I use a heavy quark mass of aM = 2.8. Uncer-
tainties are smaller than the data points.

is infrared finite, whilst the vertex correction (i, is infrared finite and gauge-

independent. The sets of actions I used are as follows:

e The “onlyH0” NRQCD action with unimproved staggered quarks and
unimproved Wilson gluons, Table [6.9] T used 107 function evaluations
and 20 VEGAS iterations, which took about one hour on six processors

for each gluon mass.

e Highly-improved NRQCD with ASQTad light quarks and Symanzik-
improved gluons, Table [6.10, T used 5x10° function evaluations and 20
VEGAS iterations, which took about five minutes on twelve processors

for each gluon mass. I give results for the kernel ordering BACAB for
the NRQCD action (I review this issue in more detail in Section [5.2.2]).

e Highly-improved NRQCD with HISQ light quarks and Symanzik-imp-
roved gluons, Table|6.11] I used 107 function evaluations and 20 VEGAS it-

erations, which took about one hour on six processors for each gluon

mass. | use the NRQCD kernel ordering BACAB.

I am now able to extract the mixing coefficient py, which I define in
Equation (6.63)). I present my final results for massless HISQ light quarks,
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aM n Goo G1o
§=1 §=0

540 1 0.622(1) 0.1194(3) -0.1436(1)
4.00 2 0.592(1) 0.0865(2) -0.1813(1)
2.80 2 0.544(1) 0.0381(2) -0.2270(1)
210 4 0.524(1) 0.0158(1) -0.2746(2)
1.95 2 0.508(1) 0.0016(1) -0.2726(2)
1.95 4 0.517(1) 0.0093(1) -0.2853(2)
1.60 4 0.503(1) -0.0048(1) -0.3133(2)

Table 6.9: Results for the vertex corrections at seven different quark mass
and stability parameter combinations. All results use the “onlyH0” NRQCD
action with massless unimproved staggered quarks.

aM n Goo G1o
§=1 §=0

540 1 0.685(1) 0.1784(1) -0.0952(1)
4.00 2 0.744(1) 0.2371(2) -0.1235(1)
2.80 2 0.835(1) 0.3279(2) -0.1658(1)
210 4 0.932(2) 0.4242(3) -0.2100(1)
1.95 2 0.960(2) 0.4528(3) -0.2227(1)
1.95 4 0.961(2) 0.4513(3) -0.2189(1)
1.60 4 1.048(2) 0.5391(3) -0.2599(2)

Table 6.10: Results for the vertex corrections at seven different quark
mass and stability parameter combinations. All results use highly-improved
NRQCD and massless ASQTad quarks.

with highly-improved NRQCD heavy quarks and Symanzik-improved gluons
in Table [6.12

6.6.5 Comparison to the literature

In Table I show the results for the leading order vertex corrections
calculated for highly-improved NRQCD with massless ASQTad quarks in

143



Chapter 6. Heavy-light currents

aM n Goo Gio
£=1 §=0

540 1 0.622(1) 0.1147(1) -0.0615(1)
4.00 2 0.657(1) 0.1505(1) -0.0806(1)
2.80 2 0.712(1) 0.2054(2) -0.1104(1)
210 4 0.771(1) 0.2624(2) -0.1417(1)
1.95 2 0.786(1) 0.2791(2) -0.1510(1)
1.95 4 0.787(1) 0.2785(2) -0.1511(1)
1.60 4 0.838(1) 0.3291(3) -0.1789(1)

Table 6.11: Results for the vertex corrections at seven different quark
mass and stability parameter combinations. All results use highly-improved
NRQCD and massless HISQ quarks.

alM n Po G0 Po
E=1 £E=0 =1 §=0

540 1 0.243(2) -0.284(2) -0.0615(1) 0.305(2) 0.858(2)
4.00 2 0.239(2) -0.291(2) -0.0806(1) 0.319(2) -0.210(2)
280 2 0.266(2) -0.262(2) -0.1104(1) 0.377(2) -0.152(2)
210 4 0.317(2) -0.210(2) -0.1417(1) 0.458(2) -0.068(2)
1.95 2 0.350(2) -0.175(2) -0.1510(1) 0.501(2) -0.024(2)
1.95 4 0.341(2) -0.186(2) -0.1511(1) 0.492(2) -0.034(2)
1.60 4 0.421(2) -0.105(2) -0.1789(1) 0.600(2) 0.074(2)

Table 6.12: Results for the mixing coefficient p, for massless HISQ light
quarks with highly-improved NRQCD and Symanzik-improved gluons.

[89]. We can directly compare the values in Table with my results in
Table [6.10, We see my results are in excellent agreement with those of [89).
This agreement provides strong confidence in the fully automated method

that I use to extract my results.
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aM n Goo G1o

540 1 0.687(4) -0.095
4.00 2 0.746(4) -0.123
2.80 2 0.836(4) -0.166
2.10 4 0.932(4) -0.210
1.95 2 0.958(4) -0.222
1.95 4 0.961(4) -0.219
1.60 4 1.048(4) -0.259
1.20 6 1.207(4) -0.329
1.00 6 1.341(4) -0.378

Table 6.13: Results for the vertex corrections from [89] at 10 different quark
mass and stability parameter combinations. All values use highly-improved
NRQCD with massless ASQTad quarks in Feynman gauge. The authors of
[89] do not provide explicit values for (5o, but these values are easily extracted
from their data.

6.7 Conclusions and outlook

In this chapter I have computed the massless relativistic quark wavefunc-
tion renormalisation, the massive HISQ) renormalisation parameters and the
vertex corrections to the leading order heavy-light lattice currents. These
results, which I obtained for three different sets of actions, enabled me to
extract the leading order matching coefficient between the temporal compo-
nent of the heavy-light current in continuum QCD and on the lattice. My
results for ASQTad light quarks serve as a check of my code and are in perfect
agreement with the results given in [89).

My results using HISQ light quarks will serve as an input into the HPQCD
collaboration’s determination of the fz and fp, decay constants. The HPQCD
collaboration has previously calculated these decay constants using the MILC
ensembles with ASQTad light quarks [50] 107, 108, 109]. However, there is
currently tension between the value of |V,;| determined from experimental

+

measurements of B¥ — 7Fv and from determinations using global fits to

the CKM parameters [I10]. Experimental data from the LHCb and the pro-
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posed SuperB factory will improve the experimental resolution by an order
of magnitude and corresponding improvements in the theoretical inputs are
required. The HPQCD collaboration are therefore calculating the decay con-
stants fp, and fp, using NRQCD with HISQ light quarks, which should
improve the precision of the the decay constants [1T1].

My work can be progressively extended in a number of steps. As part of
the HPQCD collaboration’s calculation of the form factors for semileptonic
B decays, such as B — wl7,, the spatial components of the vector current,
including non-leading 1/M corrections, will need to be determined. For the
B — wm, B - K and B, — K decays, massless HISQ light quarks are
sufficient. Massive light quarks will be required for the B — D and By, — D
decays.

To facilitate this final extension, the massless continuum calculation will
also need to be calculated numerically using automated lattice perturbation
theory and extrapolated to the continuum limit. The analytic calculation is
complicated by the presence of two different scales and this is where the use of
a numerical calculation on fine lattices will help. The relativistic calculation
can be extended very simply by using massive light quark vertex files, with

little additional modification required.
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Conclusions and outlook

Lattice perturbation theory plays an important role in the extraction of pre-
cise predictions of physical processes from lattice simulations. Modern ac-
tions, such as HISQ and NRQCD, are highly-improved, which greatly reduces
the discretisation effects and systematic errors associated with nonperturba-
tive simulations. The price, however, is that calculating perturbative quan-
tities is no longer feasible by hand. In this dissertation I have applied auto-
mated lattice perturbation theory to a number of perturbative calculations
involving highly-improved actions at both one- and two-loops.

In the first chapter I introduce the basic formalism of lattice QCD and
highlight the important role that lattice perturbation theory plays in extract-
ing precise results from lattice simulations. In the second chapter I motivate
and justify lattice perturbation theory in more detail and introduce several
tools of the trade: automation algorithms, twisted boundary conditions and
background field gauge.

In the course of this dissertation I performed a number of calculations
using the automated perturbation theory routines HIPPY and HPSRC. I review
and summarise these calculations in the following sections. I also discuss

some open issues and indicate directions for future work.

7.1 Tadpole improvement

In Section [£.1] I calculate the tadpole improvement factors for both Landau
and plaquette tadpoles. I confirm previous one-loop results and obtain, for the
first time, the fermionic contributions to the two-loop tadpole improvement
factors. I combine my results with data from high-3 simulations carried out by
Lee [11] to present the first calculation of the plaquette tadpole at two-loops
for Symanzik-improved gluons with ASQTad light quarks. I also connect my
results with those of [12] to extract the full two-loop Landau tadpole, again
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for Symanzik-improved gluons with ASQTad light quarks. I then use data
from simulations by the HPQCD collaboration [93] to estimate the three-loop
contribution to both Landau and plaquette tadpoles. I find agreement with
the study in [86] that the nonperturbative Landau tadpoles are well-described
by the two-loop approximation.

Current simulations by the HPQCD collaboration use HISQ light quarks,
for which the two-loop tadpole improvement factors need to be calculate.
This calculation is complicated by the reunitarisation operators in the HISQ
action, but the modular nature of the HPSRC modules that I wrote to compute
the tadpole improvement factors ensures that my results can extended to
HISQ with relative ease.

7.2 Operator improvement

I calculate the one-loop corrections to the higher order kinetic operators in
the NRQCD action in Section [4.4] T use a mix of analytic and numerical in-
tegration to extract the one-loop corrections for two simple NRQCD actions.
I demonstrate that these corrections are infrared divergent unless the action
is improved to the appropriate order. I compare my results to those obtained
by Miiller using a fully automated procedure in [47] and the agreement of
our results provides confidence in both methods.

This work was motivated by the HPQCD collaboration’s discovery of large
spin splittings between mesonic states with the same total spatial momentum,
but different components of the momentum, in nonperturbative NRQCD
simulations. These spin splittings were removed by nonperturbatively tuning
the coefficient of the O(a*p*) kinetic operator in the NRQCD action to a value
of 2.6 [47]. Unfortunately this nonperturbative result is inconsistent with the
one-loop corrections, which were found to be relatively small, approximately
0.4 for a range of heavy quark masses between aM = 2.0 and aM = 3.4 [47].

There are a number of other sources that could contribute to the discrep-
ancy between these results. The first possibility is a large two-loop correction
to the perturbative result. Two-loop perturbative results would be required

to confirm this, but the complexity of two-loop lattice perturbation theory
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in this case would be formidable.

A second possibility is that O(a%p®) corrections strongly influence the cor-
rection coefficient. Obtaining higher order kinetic corrections may prove nec-
essary in the future and in Appendix [D]I briefly discuss extending my work
to O(a%®) to investigate the feasibility of further radiative improvement.
However, this may not prove necessary. In the nonperturbative simulations,
the O(a®p®) improvement term was included with the tree-level value of the
coefficient. The fitting process, whereby the O(ap%) was fixed to its classical
value and the coefficient of the O(a’p?) term nonperturbatively tuned, may
not be optimal and indeed could be another source of the difference in pertur-
bative and nonperturbative results. Finally, there may be errors introduced
by the relative coarseness of the lattice used in these simulations.

Further work is needed to clarify this discrepancy. Nonperturbative sim-
ulations on finer lattices are being explored and these may shed light on the
issue. Extending the perturbative renormalisation calculation to O(asa®p®)
and O(a?a*p*) could also illuminate the problem more brightly. However,
the computational complexity of this extension is impressive and not to be
underestimated.

I also briefly review the calculation of the one-loop radiative correction to
the chromo-magnetic operator in the highly-improved NRQCD action. This
calculation was undertaken by Hammant [14] and is the first outcome of our
development and implementation of background field gauge in the HPsrc and
HIPPY routines.

As part of the development of our implementation of background field
gauge I derived background field gauge Feynman rules. I also hardwired the
ghost-gluon vertices in an HPSRC routine. A calculation of the known ratio
between the QCD scale parameter on the lattice and in the MS scheme
using the gluon selfenergy in background field gauge will serve as a further
check of our background field gauge implementation. This computation will

build on my analysis of the Ward identities for the gluon selfenergy.
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7.3 The b quark mass

In Chapter [f§|I calculate the one-loop renormalisation parameters for a variety
of NRQCD actions. The modules I wrote for these calculations were the basis
of my computation of the fermionic contributions to the two-loop heavy quark
energy shift. To my knowledge this calculation is the first two-loop calculation
carried out for lattice NRQCD.

I combine my results with data extracted from high-3 simulations data
undertaken by Lee [II] to determine the full heavy quark energy shift at
two-loops. With this result, I then extract a new prediction of the mass
of the b quark from nonperturbative studies by Dowdall and the HPQCD
collaboration [93]. My results are in good agreement with recent studies by
three other lattice collaborations and improves significantly on the previous
determination by the HPQCD collaboration using lattice NRQCD. I reduced
the uncertainty in the prediction to approximately one percent by removing
the dominant contribution to the uncertainty in the b quark mass, which
came from the two-loop energy shift.

The dominant sources of uncertainty in my results are the three-loop
heavy quark energy shift and the systematic uncertainties arising from lattice
artifacts. Results from Lee provide an estimate of the quenched three-loop
contribution [I1], but the fermionic contribution is yet to be determined. In
principle, this is a possible extension of my work. However, there are a large
number of diagrams to compute at three-loops and in practice, it may be
more feasible to extract higher order contributions from high-£ simulations.
New simulations at different heavy quark masses are required for a more

complete understanding of the lattice artifact errors.

7.4 Heavy-light currents

Finally, in Chapter [6] I compute the matching coefficients between heavy-
light currents in continuum QCD and NRQCD with massless HISQ light
quarks. I include only the leading order contributions in the inverse heavy

quark mass expansion. As part of this process, I confirm the results of [89],
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which used highly-improved NRQCD with massless ASQTad light quarks.
The temporal component of the axial-vector and vector currents serve as
inputs into the HPQCD collaboration’s determination of the fp and fp,
decay constants.

There are a number of stages to the extension of this work. As part
of the HPQCD collaboration’s calculation of the semi-leptonic B decays,
the spatial components of the vector current, including non-leading 1/M
corrections, will need to be determined. For the B — 7, B — K and B, — K
decays, massless HISQ light quarks are sufficient. However, for the B — D
and By — Dg decays, non-zero mass light quarks will be required. This
final extension will require the continuum massive light quark calculation.
Rather than extending the analytic continuum calculation, my HIPPY and
HPsSRC code can be developed to compute the continuum results numerically,
using relativistic quarks on fine lattices with high statistics. This will simplify
the extension to massive light quarks, which would otherwise be technically

involved if performed analytically.

151



Appendix A

Conventions

In this appendix I summarise the conventions and notation that I employ in

this dissertation.

A.1 Notation

Units I use units in which A =c=1.
Indices Greek indices run from 0 to 3; latin indices run from 1 to 3.

Metric The Minkowski metric is g,, = diag(l, —1,—1, —1); the Euclidean
metric is 0, = diag(1,1,1,1).

Wick rotation I relate Euclidean four-vectors, denoted (7,x), and derivatives

to their Minkowski counterparts, denoted (¢, x*), as follows:
T = it, x;=a' =), = -2 (A.1)

I relate derivatives via

dp = 0" = —id; = —id}’, 0;, =0 = —8%/[ = @M. (A.2)
Gauge fields I define the gauge field as
Ag= A = —iAY, = —iAY, Aj=A =—-A), =AY (A3)

Chromo-electric and -magnetic fields I relate the Euclidean chromo-electric

and chromo-magnetic fields to the Euclidean field strength tensor

1
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Dirac algebra Euclidean gamma matrices, 7, satisfy

{:}/\lM:Y\V} = 26#1/- <A5)

I relate the Euclidean gamma matrices to the Minkowski gamma matrices,

Yu, as follows:

0 g

~ -~ 0 o 0 - - 0 io
_ — — , .= — = . , A6
Yo =7 —7—(0 UO> 3 =—iy <Z.U] 0 ) (A.6)

A.2 Lattice derivatives and field strength

I now give explicit expressions for the derivatives that I use in the lattice

actions throughout this dissertation. I denote link variables by U, (z).

Elementary forward, backward and symmetric difference operators

Ayib(x) = Uu(z)ip(z + 1) = p(x), (A.8)
Ay () = () = Uop(@)y (e — ), (A.9)
1
AFp(@) = 5 |Uu@)la + i) = U)o — )] (A10)
Unimproved derivative
3
AP = N (AFAT)™ (A.11)
=1
Improved derivatives
AF = AF - éAjAfAi, (A.12)
- 1 &
(2n) — = - -
AR = ;Ain AFAT. (A.13)
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Improved field strength tensor

Fuul#) = 2Eyu(0) = ¢ V@) Bl + WUL) + U () B — AU ()
— U, () Fyu(z + D) Ul (z) = U_,(2)Fu(x — 0)UT ()|,  (A.14)
where
Funle) = = 5o (Aule) = (o).
Q(2) = % {(%} Un(@)Us(e + ) o(z+a+ DU @+ 5),  (A.15)
and

{(0475)}:{(M7V>7(Va—ﬂ)v(—/%—V)v(_%/i)} for M#V' (A16)

A.3 Lattice fields in Fourier space

For the purposes of deriving Feynman rules, I give the Fourier series repre-

sentation of lattice fields.

Gauge fields Lattice gauge fields are defined on the links between lattice

sites: ) 7/a d4p ip(eti2) Ta
A%(r) = /_ e Ae(p), (A.17)
with inverse
An(p) =) e D A (). (A.18)

X
Fermion fields Lattice fermions live on the lattice sites themselves:

w/a 34 o
wm:/QJ%%ww@L (A.19)
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where

Ghost fields Ghosts have Fourier series representation

w/a d4p )
¢ (x) = /_ )

where

(o) = 3 e o)
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Appendix B

Lattice Feynman rules

In this appendix I derive Feynman rules for two simple discretisations of
NRQCD, for a quenched gauge action in background field gauge and for the
current operators used in Chapter [6] I give the Fourier series representations
of the lattice fields in Appendix [A]

B.1 NRQCD: Davies and Thacker action

One choice of discretisation for an unimproved NRQCD heavy quark action

is given in Davies and Thacker [49]:

3 A®
Spr =Y ¥l (z) <A4 - ?Tw) U ().

J=1

Here I implicitly trace over SU(3) colour generators. For all order three
vertices (and higher), there is an overall minus sign factor that must be
included because the Euclidean path integral weight is e, rather than
the Minkowskian e**. For these higher order vertices, I consider S — —S.
Throughout this appendix, I set the lattice spacing to unity, a = 1. I take
colour factors directly from [49).

The Davies and Thacker action has Green function evolution equation

(2)

Us(x,t)G(x,t + 1) — (1 + ?—M) G(x,t) = 6(t)d(x), (B.1)

with solution
(2)

G(x,t+ 1) = Ul(x, 1) (1 + ?—MG(X,IS — 1)+ 5(t)5(x)> (B.2)

and initial conditions G(x,t) =0 for ¢t < 0.

Explicitly writing out the link variables in the covariant difference oper-
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ators, the Davies and Thacker action becomes

Sor = Y {U@) Vsl lx,t +1) = (@) (@) = 7= > | = 20(@) (o)

x,t 7j=1

+ U@ U@+ 5 t) + (@) Ul = jux =30 f. (B3

In this appendix, I employ a variant of the vertex notation of [77] and

abed
uvpT

ground field legs, k quantum gluon legs and 2 ghost legs (one ghost and one

[78]. A general vertex V@D (m, p q r, s) has ¢ fermion legs, j back-
antighost). All momenta are incoming, with 6(m+p+g+r+s) = 0 and I take
the colour indices to be associated with the ordering (i, j, k,[). The Lorentz
indices are associated with the ordering (j, k,1), that is, the quarks do not
carry Lorentz indices. For example, for the vertex V1D (p ¢, r, S)le’f;lg the
associated fields are BS(p), ¢5(q), c5(r) and ¢(s).

B.1.1 Two-point vertices

We obtain the inverse quark propagator from the leading order terms in the

continuum expansion of the link variables (with no sum over pu),

2
Un() = 1 — igT*A%(x) + %T“AZT”AZ +O(g%).

We Fourier expand the heavy quark fields to give

S5 = 3 3 D e et
z,t p,p
7 1 —1ip; ipj
x [0 =14 g S e —2))

J

=Z@M%W%Mphmﬁ%2m%%]
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Hence the corresponding Feynman rule is

1
(2,0,0,0)(,, _\ab _ sab _ ~2
4 (p,—p)*" =46 ( L+ 537 >0 ) (B.4)

J

for the inverse heavy quark propagator. In this expression I have used the

common lattice notation

B, = 2sin (%) . (B.5)

B.1.2 Three-point vertices

The nonrelativistic expansion for NRQCD breaks the symmetry between
temporal and spatial directions and introduces separate Feynman rules for
temporal and spatial gluon vertices. For the temporal gluon three-point ver-

tex, only one term contributes:

V(@) Uy (2)p(x,t 4+ 1). (B.6)

We expand the link variable in terms of the gluon fields

_—ng¢ W Ao(2)(x,t + 1), (B.7)

which has Fourier series representation

St =—igy_ YW ) (p) i (Po—PhHko)t i(P—P'+10) ko /2 ipo

zt p'pk

= —ig > O (p)(p)Ag(k)S(p — p' + kel 2,

so the corresponding Feynman rule is

e L (B3
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The O(g) spatial terms in Equation (B.3|) are
Sir = —292( P+, t) + (@) Ay (x = i) (x = i) ).

which have Fourier space representation

595 = =2 S S F ) AR~ + k) (el — mitrtansf),

2M —~ &
J p,p
(B.9)
and consequently an associated Feynman rule
VERLO(p g, )2 = — I (T (5T ). (B.10)

oM

The derivations of the four-point vertices follow a similar pattern. I have

derived these expression, but only state them here. The four-point vertices

are
(2,0,2,0) abed g crpdyab i(po + qo)
V T <p7Q>r 8)00 _5<T T ) exXp T (Bll)
and
(2,0,2,0) abed _ _ 5 9 (pepd Pi+4; [1 b Ag} '
V8 gt = e (1 cos (B ) [1- 2

(B.12)

B.2 NRQCD: “onlyHQ" action

An alternative discretisation of an unimproved NRQCD heavy quark action

18

Sy = Zz/ﬁ l —Ul(x,t —1) (1 + ﬁ—;\j) W(x,t — 1)] (B.13)
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where I again implicitly trace over SU(3) colour generators. In this case the

action has an associated Green function evolution equation given by

G(x,t) — Ul(x,t —1) (1 + ?—;\j) G(x,t —1) = 6(t)d(x), (B.14)

with solution
(2)

G(x,t) = Ul(x,t —1) (1 + ?—M) G(x,t — 1) + 6()d(x) (B.15)

and initial conditions G(x,t) = 0 for ¢ < 0.
To clarify the following derivations I again write out the link variables

explicitly:

S =3 vl @) — v @)Ul (et = Delxt 1)

- ﬁ Z [W@UI(XJ —VU;(x)y(x+j,t — 1) + ¥ (2)Uf (x,t — 1)
x Uj(z — ) p(x — j,t — 1) — 201 (@)U (x, t — Da(x, t — 1)} }

(B.16)

B.2.1 Two-point vertices

For the action of Equation (B.13]), we Fourier expand the heavy quark fields
and use the leading order terms in the continuum expansion of the link

variables to give

Sip =2 D () (p)e R

z,t p,p
—1ipo

2M

X [1 —eT =y (e e - 2>]
j
—ipo

= ;JT(p’)J(p)fS(p —7) [1 Y zj:ﬁ?]
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Hence the Feynman rule for the inverse heavy quark propagator is
V(2000 () _pyeb = gab [1 e (1 + 307 2 m)] . (B.17)

B.2.2 Higher order vertices

The derivation of the three- and four-point vertices follows exactly the scheme
of the derivation for the Davies and Thacker action, so I simply state the
results here.

The three-point vertices are

V(2’0’1’0) (p, q,r )abc _ _Z-g<Tc>abe*i(p0+qo [1 - Z ] (BlS)
and
V(2’0’1’0)(p,q, )abc _ _ﬁ(Tc)abe—i;ﬁo(m)j' (B.19)

The four-point vertices are

2 : 1
V@020 (p, g 1, s)50! = — %(TCTd)ab exp (——Z(po i qo)) [1 - ﬁﬂ

2 2M -
(B.20)
and
2,0,2,0 abed _ crrdya Pj +qj 1 ~2
(B.21)

B.3 Quenched lattice QCD in background field gauge

[ discuss background field gauge in more detail in Section|3.4.2| In this section

I derive the Feynman rules. The complete quenched lattice QCD action is
SBF[B7 q,¢, C] = S\]?]F[U] + SEE[B, Q] + SI}?FIT[Bv q,¢, 6]7 (B22)
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where SgF is given in Equation (3.47), S&k in Equation (3.48) and SES in
Equation ([3.49).

In the continuum limit we can expand the action in terms of the four

fields, B, q, ¢ and c. The Wilson term becomes

1
Sw :g_(Q]Tr Z Z Re (AZ(B + 909)y — A (B + 90q)

[ TR Y

+ (B + 909),i, (B + goq)y])Q, (B.23)

whilst the gauge fixing term is

Sar = —AoIr Z (q#(x) — e’B“(x’“ﬂ)qM(x — a/l)eB“(’“"’“’l))

T

% (C]y(l’) . efBV(xfaz?)

q(r — aﬁ)eB”(x’C“))) (B.24)
and the Faddeev-Popov ghost term becomes

Ser = —2T'Y (Pl + aie ™) — (@) [nAdlg, (@)]e(a)

x

(el -+ ap)e P9 — o)) ] (14 JonAdlan(o)] - Ga(Adig,(@)])?).

(B.25)

B.3.1 Two-point vertices

There are four relevant two-point vertices: the inverse quantum and ghost
field propagators and two vertices with background field external legs. The
fifth two-point vertex is the measure term, which will not be discussed here.

The measure term is derived in, for example, [115].
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The V@020 (p —p)b vertex

The contributing second order terms in the Wilson and gauge fixing parts of

the action are

6ab
§(0.020) _ _TTrZ 2 (Mg, A g + (N — DA qAg) . (B.26)
We expand Equation (B.26]) to first order in the coupling constant gy and

use the Fourier series representation of the fields to give

5000 = g [ A2 LD 50 ) a) G + o - D55)
W,1 - (271')4 (271‘)4 P+ Q>qu b QV(CD ( pvP +( 0 )p.U«pV .
(B.27)
The corresponding Feynman rule is
VOO ()t = 5 (Pu(p) + NP ) (B.25)
where
P = 6,uD” — Dubv- (B.29)

The derivation of the two—point vertices involving background gluons
both follow exactly the calculation for the inverse gluon propagator, without

the contribution from the gauge-fixing term. The results are

VERD (p, —p)y, = 9570 P (p) (B.30)
and
VL (p, —p)it = g5 8" Pu(p)- (B.31)

163



Appendix B. Lattice Feynman rules

B.3.2 Three-point vertices

The V120 (p g r)2be vertex

The contributing term from the gauge fixing action is

S(O 1,2 0) 2/\0TI‘ Z (qu(x) _ S_B“(I_aﬁ)qu(l’ _ aﬂ)eBu(m—aﬂ))

xT

X [B,(x — av), q,(x — ab)]. (B.32)

For the purposes of updating the HIPPY /HPSRC routines to include the back-
ground field gauge, we need only consider the gauge fixing terms arising from
Sg)ﬁl’zo). The gauge fixing terms are hardwired into the HPSRC code, whereas
the other contributions are generated from the python vertex files.

The colour structure of the gauge fixing term is
1
C0120) _ Tr{Tb[T“, TC]} - Tr{ fachde} = —5f. (B.33)

The gauge fixing term is, after permuting the indices,

dip diq d*r o _
5(071,2 0) abc/ |:(S 1 — ¢ tav iqu /2 ,—irp/2
GF f (27T)4 (27?)4 (2’/T)4 Hmp ( € ) € €

— b (1= €)7o+ g 4 1) B (03 (0)35°(r)

d'p d'q d*r ~a, _p o
= )\ abc 6 B Vb .
iXof (2m)* (27)* (27)* (p+q+7)B, (p)3 (¢)g,°(r)
% |:€iQu/221\V _ eiqy/2?p:| <B34)

implying an associated Feynman rule

V(0,1,20 (p, q,r)abc _ Z-)\Ofabc (5upaueiqu/2 _ (5W?peim/2) _ (B.35)

wvp

This Feynman rule differs from equation [A.11] in [78] by a minus sign in
the exponential factors. The Feynman rules for background field gauge have
been independently checked by Tom Hammant. The analytical expressions

have been implemented in the HPSRC code, which has been used in several
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calculations and provides a further cross-check of these Feynman rules. 1

therefore believe this discrepancy is an error in [7§].

The VOLOU(p g, )2 vertex

The background field ghost three—point interaction is induced via two terms

in SFP

G(0.1,0,1) _ QZTI x+au)]A+ (x )+A:5(x)[Bu(x),c($+aﬂ)]}

(B.36)
The colour factor of the first term is f%¢/2. For the second term the

colour factor is —f%°/2. So in momentum space S0 s

S(OlOl fabc/ d4p d4q d*r
(2m)* (2m)* (2m)*

x el Ba(—g r)?:%q)c (r)

zru ezqﬂ . 1) . eiqH (eiru . 1)]

— —

abc d4p d4q d47" >Sa ~b ~c .
=" | e + 4+ B ()ila =),

(B.37)
Hence the Feynman rule associated with this vertex is
VO (g, q ) = —if(q — 1), (B.38)

in agreement with equation [A.12] in [7§].

The VOOLU(p ¢, 1) vertex

This three-point vertex arises from two terms in Sgp in equation (B.25)):

SO0LL) 2gOZTr{ (z)Ad[g,(z )]AZC(&:)+A:E(x)Ad[qH(a:)]c(a:)}.
(B.39)

The colour factor for these terms is

Tr feAdlg e} = T {7 (Adg o1} = L g, (Bao)
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where I have used the property (Ad[X]-Y)* = faeXbye,
Expanding equation (B.39) in momentum space gives

d4p d4q d*r . o
0 ,0,1,1) abc iqu iqx ip(z+/2)
gof E / T2 (e " 1) e'e

» B (en 1) + 1} W@,ﬁ;(p)*(q)a (r)

abc d4p d4q d47” ~a <(/\7
=~ %/ / (2m)* (2m)* (27?)45@ +q+7)q,p)E(g)e (7)

1, . .
X iy (e 4 7). (B.41)
The Feynman rule is therefore

aoc aoc o r
Y (0.0.1.1) (p,q,7);, be = —igofP g, cos < 2“) (B.42)

This Feynman rule disagrees with [A.8] of [7§]. Using calculations per-
formed with HPSRC , and comparing the analytic expression with that derived
independently by Tom Hammant, I believe there is an error in the expression
of [78].

B.3.3 Four-point vertices

The four-point vertices are not listed in [78].
Unpicking the structure of the double commutator terms (those of the
form [X,Y][Z, W]), the associated colour factor is

1
O = Te(TT° — TT*)(T"T" — TT*) = — f*= f*". (B.43)

The other contributions to the four-point vertices have the general structure
{XY,Z} —2XZY)W or W({XY,Z} —2XZY), and have colour factors
given by

CW = Te(T*T*TT + T*T*TT* — 2T°T°T*T?), (B.44)

using the cyclic properties of the trace. However, since we are free to exchange
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the colour indices a and b on the background field legs, we have
cP=—c=cw. (B.45)

The V020U (p g 7, s)abed vertex
The interaction of two background fields with a ghost anti—ghost pair is
generated by three terms in Sgp.

These contributions have Fourier decomposition

go200 — _gow [A2 s 5o B ) BT s)
Zn ) w(p)B,

X cos((r + 5),/2). (B.46)

Hence the corresponding Feynman rule is

VOO (g g r, 5)0t = —24,,C™ cos ((T — S)“) : (B.47)

pv 92

The V@021 (p g r, 5)abed vertex

The interaction of two quantum fields with a ghost anti-ghost pair is gener-

ated by a single term in Spp:

I

50920 =93 e — L gAe()(Adlg (@] Afe(@) ). (B43)

The colour factor is given by

Te{e T Adlg,)(AdlgJo) T | =/ Te{ TT! (Adlq,)) } e’

1 e reca a c— a —
Iifbd ferqaghee® = CWqldhee’.  (B.A49)
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Therefore the momentum expansion of S(0:921 ig

c® dq ds et b ey e v
50021) _ ; / i (Zﬂ)45(p+q—|—r+ $)0,(P) @, (@) (r)e (s)7uSy-

Hence the corresponding Feynman rule for the complete vertex is

1 ~
V(O’O’Zl) <p7 q,T, S)Z?/Cd - 69(2)0(4)5#1’?#8”' (B51)

(0,2,2,0) abed
The V (p,q,r, s)m,pa vertex

The interaction of two background and two quantum gluons arises from the
fourth order terms in the gauge fixing action.

The first relevant term from the gauge fixing action is

Sg)ﬁj’o) = —XCW Z SpupOue By (1 — aft)BY(x — av)qs(x — ap)ql(z — ad),

(B.52)
with corresponding Feynman rule
VoD (p,q,r, )t = - 2gOW5,,8, 6710t 2eilars)n/2, (B.53)

The Fourier series representation of the other gauge fixing contributions
is

4 4
(0,2,2,0) __ 4 d*p d’s —irp\ irp/2  —ise /2
SGF,B — )\OC( )/ (27r)4 . (27T)4 <5Hg(5ug (1 —e p) eirel2¢ /

I 5,upé‘ype—irp/2 (1 _ e—isg) 6isa/2)e—ipu/2€—iqy/2
X 0(p+q+ 7+ 5)Bi(p) Bh(a) ()G (s)
= iAgC™ / A Sttt B BT T
(27-‘-)4 (277')4 M v P g
y (61'%/2@ + eisp/2§0>’ (B.54)
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with associated Feynman rule

Vi (0.0, )it = —i0C (810006, + 8,0, %5, ) (B.55)

Finally, then, the overall Feynman rule is

Vé%zz,O) (g, 7, S)ZZLC,)da WL [%p(syae—i(qﬂ)u/2€i(q+s)u/2

i (GG 3T, + 8™ 5, ) | (B.56)

B.4 Current insertions

In this section I derive the Feynman rules associated with the heavy-light
current operators, Jff) [89, 112 113]. There are three NRQCD operators,
given in Equation . In the following, all momenta are incoming and the
current insertion is I', = 7%, for the vector current and I', = 757, for the

axial-vector current.

Feynman rules for J,SO)

The Feynman rule associated with Jﬁo) is simply T',,.

Feynman rules for J,Sl)

The Feynman rules for the J,Sl) current are slightly more involved. The tree-
level Feynman rule, corresponding to a vertex insertion, is given by the lead-
ing order contribution to VQ(x) in the strong coupling expansion of the link

variable. The Fourier series representation is

1 ~ ip'x = ipz ()
e = <_2aM) DG T Y Ve Q)
J

p.p’

3
T 2aM > AW Ty 7 (isinp;) e Q(p). (B.57)
p.p’ j=1
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Therefore the associated Feynman rule is

1),tree __
J,S Jiree — 2a]\/[ Z’yj sinp;. (B.58)

The one-loop vertex insertion is given by the O(g?) contributions to
VQ(x). In this case we have

Jlsl)hq — (_ 2CLM) (_Z'QQ) T Z Z]“(p/)Aa(k)eip/zFM

p,p',k

3
1 . ~ . ~ . ~ . ~ ~
x ZAJ'Q <ezk(m+a/2>ezp(z+y> X ezk(z—y/mezp(w—a)) Op)

_ Y T Gp) A (k) # PR Z%COS (p+k/2); Q(p).

P’p/Jf ] 1

(B.59)

The plus sign in the parenthesis on the second line (and hence the cosine)
arise because the gauge fields are anti-Hermitian and so —Af = +A. The

corresponding Feynman rule is

2
2

JWe® —
# 2 M

T°T nyjcos +k/2); . (B.60)

7j=1

The two-gluon vertex insertion is

4 1\ (=i y
MW,e* _ [ _ a b Ab ip'T
7, g_<2aM) {T ™S (k)AL (K')e? T,

pﬂkﬁ
3
1 . A .y ~ . A . ~ iy A . ~ ~
« Z%ﬁ (ezk(wﬂ/?)ezk (@+7/2) gip(e+3) _ gik(z—j/2) ik (I—J/2)ezp(w—3)> Q(p)
= a b Ab "p+k'+k)x
;0 kK
3 ~
X Z% sin (p + k/2 +k'/2); Q(p). (B.61)
j=1
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In this case, the minus sign in the second line occurs because —(AT)? = — A2

Finally, then, we have the Feynman rule

4 3
It = =T TN, Y Ay sin (p 4+ k/2+ K /2), (B.62)
j:l
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Appendix C

Gluon selfenergy

In continuum QCD four diagrams contribute to the gluon selfenergy at one-
loop. These diagrams, which comprise the fermionic bubble diagram, two
gluon diagrams (the bubble and the tadpole) and a single ghost contribution,
are shown in Figure[C.1] The Ward identity, which is ultimately an expression

(a) (b)
<c> @

Figure C.1: Contributions to the gluon selfenergy in continuum QCD. From
top left, the diagrams are (a) the gluon bubble, (b) the gluon tadpole, (c)
the light quark bubble and (d) the ghost bubble. Green wiggly lines indi-
cate gluons, red solid lines represent light quarks and brown dotted lines are
ghosts.

of gauge invariance, takes the form
" (q%) =0 (C.1)

and guarantees that the selfenergy, I1,,(¢*), must be transverse in the exter-

nal momenta ¢,. The selfenergy must therefore have the Lorentz structure

11, (¢*) = i((¢* G — 4u0)1L(°), (C2)

where TI(¢?) is a regular function of ¢ at ¢> = 0 (see, for example, [I16]) and
I have neglected colour indices for clarity. Thus the only divergences present

in the selfenergy are ultraviolet logarithmic divergences.
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Appendix C. Gluon selfenergy

For lattice QCD, the situation is complicated by the presence of three
extra diagrams, the fermion and ghost tadpoles and the measure term, which
I illustrate in Figure Without the extra diagrams, the selfenergy is not
gauge invariant and therefore the Ward identity does not hold. Computing
all seven lattice diagrams to ensure the selfenergy obeys the relevant Ward

identity is a nontrivial check of the HPSRC and HIPPY code.

RN
(a)

(b) (¢)

Figure C.2: Additional lattice QCD contributions to the gluon selfenergy.
From left, the diagrams are (a0 the light quark tadpole, (b) the ghost tadpole
and (c) the measure term. Green wiggly lines are gluons, red solid lines are
light quarks and brown dotted lines are ghosts. The black cross represents
the measure insertion.

The two fermionic contributions to the gauge boson selfenergy satisfy the
Ward identity independently of the remaining gluon, ghost and counterterm
diagrams, which I collectively call the quenched contributions. The fermion
diagrams are exactly those that contribute to the heavy quark selfenergy,
discussed in Chapter [5 and checking the validity of the Ward identity there-
fore serves as one cross-check of the code used in the heavy quark selfenergy
calculation.

In this appendix I confirm that the fermionic contributions to the gluon
selfenergy obey the Ward identity, Equation (C.1)). This serves as an im-
portant check of the two-loop tadpole improvement factor and heavy quark

selfenergy calculations in Chapters [4 and [5

C.1 Fermionic contributions

I calculated the light quark contributions to the gluon selfenergy using HPSRC
code based on a routine, gluon_sigma, written by Alistair Hart. This routine

takes the momentum, Lorentz and colour indices of the external gluons as
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Appendix C. Gluon selfenergy

arguments and evaluates one or more of the seven lattice contributions by
exact modesummation according to a parameter list that specifies which
diagrams to calculate. I adapted the routine to work with the heavy quark
selfenergy code, discussed in Chapter [5, and implemented VEGAS evaluation
of the integrands. I updated the code to use the Tay1Ur derived type to extract
derivatives of the gluon selfenergy. I have also extended the routine so that
it is compatible with our implementation of background field gauge.

For the gluon selfenergy to satisfy the Ward identity, the light quark
bubble diagram — diagram (c) in Figure — must depend on the exter-
nal momentum in such a way that the overall contribution vanishes as the
momentum tends to zero. I find that this is indeed the case, as I illustrate
in Figure for unimproved staggered light quarks and in Figure for
ASQTad light quarks.

In Tables and I show results for unimproved staggered quarks
and ASQTad quarks respectively I use three different light quark masses,
mg = 0.05 and my, = 0.3. I obtained the results for the bubble diagrams
using six cores with 5x107 function evaluations and 15 iterations, taking ap-
proximately 1.5 hours each for the unimproved staggered quarks. The ASQ-
Tad computations took approximately 35 minutes on 32 processors. For the
tadpole diagrams I used six cores with 10° function evaluations and 15 iter-
ations, taking approximately two minutes for unimproved staggered quarks
and seven minutes for ASQTad quarks.

I found that, as expected, the light quark tadpole contribution is indepen-
dent of the external momenta. Tests of the Ward identity for the quenched

contributions are currently underway.
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0.02

0 OO RN R EE
-0.02 | co i
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-0.06 |- T

‘008 I +>':

Gluon selfenergy

-0.1¢ am =0.05 ——+— |
am =0.15
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-0.12 - .
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aa

Figure C.3: Light quark bubble and rainbow contributions to the gluon self-
energy using unimproved staggered quarks. I plot three light quark masses:
am, = 0.05 with red crosses, am, = 0.15 with purple triangles and
am, = 0.30 with blue stars. The horizontal line indicates vanishing self-

energy. Uncertainties are smaller than the data points shown.

0.02
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-0.02 |
-0.04 =
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-0.08 | T

Gluon selfenergy
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-0.12 - H
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Figure C.4: Light quark bubble and rainbow contributions to the gluon selfen-
ergy using ASQTad light quarks. I plot three light quark masses: am, = 0.05
with red crosses, am, = 0.15 with purple triangles and am, = 0.30 with
blue stars. The horizontal line indicates vanishing selfenergy. Uncertainties
are smaller than the data points shown.
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amq

aq 0.05 0.15 0.3

0.001 -0.00002(1) 0.000000(7)  0.000014(3)
0.002 -0.00002(1) 0.000000(7) 0.000015(3)
0.003 -0.00002(1) 0.000000(7) 0.000011(3)
0.004 -0.00002(1) 0.000000(7)  0.000011(3)
0.005 -0.00002(1) -0.000003(7) 0.000010(3)
0.006 -0.00003(1) -0.000007(7) 0.000007(3)
0.007 -0.00003(1) -0.000010(7) 0.000005(3)
0.008 -0.00003(1) -0.000013(7) 0.000005(3)
0.009 -0.00003(1) -0.000017(7) 0.000001(3)
0.01 -0.00003(1) -0.000023(7) 0.000001(3)
0.02  -0.00013(1) -0.000092(7) -0.000050(3)
0.03 -0.00029(1) -0.000207(7) -0.000126(3)
0.04 -0.00054(1) -0.000369(7) -0.000233(3)
0.05 -0.00084(1) -0.000577(7) -0.000373(3)
0.06 -0.00121(1) -0.000830(7) -0.000546(3)
0.07 -0.00163(1) -0.001130(7) -0.000744(3)
0.08 -0.00209(4) -0.001467(7) -0.000979(3)
0.09 -0.00264(4) -0.001849(7) -0.001243(3)
0.1  -0.00318(4) -0.002277(7) -0.001533(3)
0.2 -0.01102(4) -0.008643(7) -0.006039(3)
0.3  -0.02166(4) -0.018108(7) -0.013146(3)
0.4 -0.03410(4) -0.029730(7) -0.022360(3)
0.5 -0.04775(4) -0.042770(7) -0.033195(3)
0.6 -0.06216(4) -0.056687(7) -0.045159(3)
0.7  -0.07691(4) -0.071087(7) -0.057954(3)
0.8 -0.08344(4) -0.085673(7) -0.070962(3)
0.9 -0.10664(4) -0.100220(7) -0.084218(3)

Table C.1: Light quark bubble and tadpole diagram results for the gluon
selfenergy at three different light quark mass. The uncertainties quoted are
the errors from both bubble and tadpole contributions added in quadrature.
All results use unimproved staggered light quarks.
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amy
aq 0.05 0.15 0.3

0.001 -0.00001(3) -0.000015(3) -0.003794(3)
0.002 -0.00001(3) -0.000015(3) -0.003795(3)
0.003 -0.00002(3) -0.000015(3) -0.003795(3)
0.004 -0.00002(3) -0.000015(3) -0.003795(3)
0.005 -0.00002(3) -0.000019(3) -0.003798(3)
0.006 -0.00002(3) -0.000020(3) -0.003798(3)
0.007 -0.00002(3) -0.000024(3) -0.003803(3)
0.008 -0.00002(3) -0.000028(3) -0.003804(3)
0.009 -0.00003(3) -0.000034(3) -0.003810(3)
0.01 -0.00004(3) -0.000037(3) -0.003811(3)
0.02  -0.00013(3) -0.000106(3) -0.003858(3)
0.03  -0.00029(3) -0.000219(3) -0.003934(3)
0.04 -0.00054(3) -0.000379(3) -0.004044(3)
0.05 -0.00084(3) -0.000582(3) -0.004184(3)
0.06 -0.00117(3) -0.000832(3) -0.004358(3)
0.07 -0.00159(3) -0.001129(3) -0.004558(3)
0.08 -0.00205(3) -0.001465(3) -0.004789(3)
0.09 -0.00260(3) -0.001849(3) -0.004053(3)
0.1  -0.00310(4) -0.002269(3) -0.005351(3)
0.2 -0.01089(3) -0.008626(3) -0.009938(3)
0.3 -0.02157(3) -0.018249(3) -0.017338(3)
0.4  -0.03447(3) -0.030370(3) -0.027269(3)
0.5 -0.04913(3) -0.044553(3) -0.039467(3)
0.6 -0.06535(3) -0.060431(3) -0.053682(3)
0.7 -0.08294(3) -0.077813(3) -0.069716(3)
0.8 -0.10183(3) -0.096532(3) -0.083690(3)
0.9 -0.12177(3) -0.116410(3) -0.106410(3)

Table C.2: Light quark bubble and tadpole diagram results for the gluon
selfenergy at three different light quark mass. The uncertainties quoted are

the errors from both bubble and tadpole contributions added in quadrature.
All results use ASQTad light quarks.
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Kinetic renormalisation parameters

D.1 Kinetic renormalisation parameters

In Chapter {4] I discuss the calculation of the renormalisation coefficients
for a simple NRQCD action - the Davies and Thacker action. In this ap-
pendix I outline the derivation of the correction coefficients for the minimally-

improved NRQCD action given by

- A®@
SIQIRQCD =a’ ZW(Xa t) (AI - 2aM> U(x,t) (D.1)

where I define A® in Appendix .

The quark propagator now takes the form

G = g 5 s () ot (2) o

J

and the tree-level pole lies at

CL2p2

- 2aM

atr(p) +0(a%°). (D.3)
Note that there are no lattice artifacts at O(a*p?), in contrast with the unim-
proved Davies and Thacker action.

Obtaining the renormalisation parameters for this action parallels the
scheme set out in Chapter 4 However, in this case, the renormalised disper-

sion relation is
w(p) = wr(p) — asa(Ey + dw(p)) (D.4)
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are the correction terms are now

~ = a'(P’)’ | = 4y
adw(p) = Wy YEVE + Waa'p®, (D.5)
Wy =2 (252) + ng) + 20, (D.6)
W, =2 (D.7)

The exact expression for W, differs from Equation (4.33): the improve-
ment term has removed the 2§°) contribution to W,. Further improvement
has no further effect on the mathematical expression for Ws. Equation ([D.7))

holds for even the highly-improved NRQCD action of Equation (2.66) [47].

D.1.1 Extension to p°

Future work may require calculating radiative corrections to O(a%p®) kinetic
operators. Here I give the expressions required for such a calculation. I expand
the selfenergy to O(a®p?) as

a?p? a(p?)?

aX(w, p) = Xo(w) + La(w) g7 + Bew) g + S3(w)a'p*

aS(p?)3 o .
4803 M3 + Xs(w)a’(p°)p” + Ls(w)a’p”. (D.8)

+ g (w)

Y5(w) and Yg(w) are the coefficients of the new cubic symmetry breaking
terms at O(a®p®) and can be extracted using the following combinations of

partial derivatives:

o 9 (az)
24(10)— M @(apx)Qa(apy)Qa(apz)Q pzo’ (D.Q)
1 Pax) 0°(a¥)
Ms(w) = 48 <8(apy)23(apz)4 5(apx)23(apy)2a(apz>2>p0’ (D10
1 (D) 9%y 9°(aX)
Zﬁ(w)_48(a(apz)6 Olap,)?(ap.)! 143@(%)2@(%)2@(%)2) .
(D.11)
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The minimally-improved action of Equation (D.1)) can be further im-
proved to O(ap%) by replacing the Laplacian with an operator correct to
O(a®pb):

2 4

~(2) 2) @ A2 @ -13

AT =A® - —A® L — N [ATAS] D.12
22" g 2. (A4 (D-12)

In this case I find the correction coefficients to be

Wi =3 + 390 16 (233) + z§2>> , (D.13)
o Y

W, =355 + 2;}”, (D.14)

W5 = s, (D.15)

Equation (D.15) holds for highly-improved NRQCD (Equation (2.66))),
though the actual numerical value will clearly differ.

I do not give results for the O(a®p?) kinetic coefficients. The computation
is not tractable with the mix of analytic and numerical methods that I employ
to calculate the radiative corrections for the Davies and Thacker action. Full
automation in the future will be required if O(a®p®) radiative corrections are

desired.
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HISQ renormalisation parameters

In this appendix I derive the mass and wavefunction renormalisation param-

eters for the HISQ action. My derivation largely follows [114].

E.1 Mass renormalisation

I write the inverse propagator as

G(p)™' =Gy (p) — Z(p) (E.1)
where
Gyl (p) = isin(py) Ku(p)y + mo, (E.2)
Ku(p) =1+ 2 sin (p,). (.3
2(p) = ) isin(p,) Bu(p)y. + C(p)- (E4)

To calculate the pole mass, I set p = 0 and pg = ¢F, where F is the rest

energy. Then the pole condition,

Z sin’ () (K — BM)Q +(mo — C)? =0, (E.5)

0

becomes

1+e€

2
—sinh? (1 — sinh® F — BO) + (mo — C)* = 0. (E.6)

Taking the positive energy solution, and expanding the rest energy E and
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the parameter € as

E = Mipee + aymy (E.7)
€ = €tree T Qs€1, (ES)

the tree-level mass, M., at fixed bare mass my, is given by

1 + €tree

sinh M ree (1 — sinh? mtree> = my. (E.9)

The parameter €., is fixed by requiring the mass to be equal to the

kinetic mass, defined as

O’FE
~1
Myin = 35 ) (ElO)
apz pz:()
for an onshell particle with momentum p, = (i£,0,0,p,). The resulting

solution is

12mree .
€tree = (4 - \/4 + e > /Slnh2 Miree — 1. (Ell)

Ccosh Miree SINH Mygree

We obtain the solution for my... by plugging in this expression for € ee
into Equation ([E.9) and solving iteratively.
Substituting the expansions in Equations (E.7) and (E.8) and keeping

terms up to ay, the one-loop mass is given by

1 i h3 ree
Og——1M] — aselM — By sinh mypee = —C, (E.12)
Z(O) 6
2
where Zéo) is the tree-level wavefunction renormalisation:
1 1 ree .
—0 = (1 — % sinh? mtree) cosh My ree. (E.13)
Z

At non-zero spatial momentum, the kinetic mass, myy,, is defined by Equa-
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tion (E.10). The tree-level pole condition is

1 ree 2 1 ree ?
— (sinh E— 2 Coree sinh® E) + (simpZ + +6€t sin® pz> + mg =0.
(E.14)
We now need to calculate the onshell derivative
d? 0? oFE 0? OE\ 0?
s - [_24_2 . ( ) —2] ) (E.15)
dp? =0 op? Op, Op.OF Jp, ) OF =0
If we define
]' ree .
F(E) = sinh E — +6€t sinh® E, (E.16)
1 ree .
H(p.,) = sinp, + +6€t sin® p,, (E.17)
and note that H(0) = 0 and
oE o0H
=0, =1, (E.18)
apz p2=0 apz p-=0
then we obtain
ROF O*E N OH\> 0 (£.19)
o8 ) \op2 ) " \ap. - |
p2=0
Thus the tree-level kinetic mass is
1 oF
Myin = —y Mo N ) (EQO)
;0) aE pzZO
or, writing F' explicitly,
1 ree .
Myin = (smh Miree +66t sinh® mtree>
1 ree .
X (1 — +2€t sinh? mtree> cosh My ree- (E.21)

Requiring my;, = Miree gives us the expression for €., in Equation (6.35).
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E.2 Wavefunction renormalisation

The wavefunction renormalisation is defined through the residue of the quark

propagator at the single particle pole

%eiPOtG<p070) — ZQ —mtl +70

e
/,r27r 2

where the ellipses stand for poles corresponding to more complicated bound

Fo, (E.22)

state and multi-particle states. I use the variable transformation z = e and

write the propagator as G(p) = g(z)/f(2), so that the integral becomes

dz , ,9(z2)
%z G (E.23)

The residue of the pole at pg = im, or z = 21, is

() =29

Using the chain rule, the denominator in this expression is

oM df o df (E.25)

dz _ 'dpy  dE

Now, for the HISQ propagator,
f(z) = ((By — Ko)sinh E +my — C) (Ko — By)sinh E+my — C), (E.26)
SO

1
te sinh? E cosh E

2f | s=zy = 2(mg — C) (coshE —

d
+i— (iBsinpyg +C)). (E.27)
dpo
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The residue is therefore

-1

—mt 1 d
Res = < (14 7) {(1 e m) coshm—i—id—(iBsinpo—i—C) :
Do
(E.28)
and so the wavefunction renormalisation is
-1 I4+e . o d .
Zyt=1(1- sinh®m | coshm + Yo (iBsinpy + C). (E.29)
0

At tree-level, this expression reduces to Zéo), given in Equation ([6.37)).
The one-loop wavefunction renormalisation, Zél), is given by
1 1 A% d 0
— = — {1 — aye; =2 cosh Myyee SiNh? Myree + i— (iB sinpg + C A
ZRb s ' %
1 + €tree

(2 COSh2 Myiree + Sinh2 mtree):| Zé()) } .

(E.30)

+ agmy sinh Myree {1 -

For massless HISQ with zero spatial momentum, we see that the one-loop

wavefunction renormalisation becomes

B
3

=—-—By+i—, E.31
él) " dpo ( )

N

. 0
since Miree = Mo = 0, €ree = 0 and ZQ( ) 1.
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