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Abstract

Hadrons containing heavy quarks, in particular b quarks, play an important role in high
energy physics. Measurements of their electroweak interactions are used to test the Stan-
dard Model and search for new physics. For the comparison of experimental results with
theoretical predictions, nonperturbative calculations of hadronic matrix elements within
the theory of quantum chromodymanics are required.

Such calculations can be performed from first principles by formulating QCD on a
Euclidean spacetime grid and computing the path integral numerically. Including b quarks
in lattice QCD calculations requires special techniques as the lattice spacing in present
computations usually can not be chosen fine enough to resolve their Compton wavelength.

In this work, improved nonrelativistic lattice actions for heavy quarks are used to
perform calculations of the bottom hadron mass spectrum and of form factors for heavy-
to-light decays. In heavy-to-light decays, additional complications arise at high recoil,
when the momentum of the light meson reaches a magnitude comparable to the cutoff
imposed by the lattice. Discretisation errors at high recoil can be reduced by working in
a frame of reference where the heavy and light mesons move in opposite directions. Using
a formalism referred to as moving nonrelativistic QCD (mNRQCD), the nonrelativistic
expansion for the heavy quark can be performed around a state with an arbitrary velocity.

This dissertation begins with a review of the fundamentals of lattice QCD. Then,
the construction of effective Lagrangians for heavy quarks in the continuum and on the
lattice is discussed in detail. A highly improved lattice mNRQCD action is derived and
its effectiveness is demonstrated by nonperturbative tests involving both heavy-heavy and
heavy-light mesons at several frame velocities.

This mNRQCD action is then used in combination with a staggered action for the
light quarks to calculate hadronic matrix elements relevant for rare B decays, including
B — K*vy and B — K/¢¢. A major contribution to the uncertainty of the results also
comes from statistical errors. The effectiveness of random-wall sources to reduce these
errors is studied.

As another application of a nonrelativistic heavy quark action, the spectrum of bot-
tomonium is calculated and masses of several bottom baryons are predicted. In these

computations, the light quarks are implemented with a domain wall action.
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Chapter 1

Introduction

The existence of a third generation of quarks was predicted by Kobayashi and Maskawa
in 1973 to explain the phenomenon of C'P violation [I]. Their prediction was confirmed
by the discovery of the T meson [2], a bound state of a bottom quark and its antiquark,
in 1977 at Fermilab.

The T(4S5) resonance can decay through the strong interaction into pairs of B mesons,
which were first observed at the electron-positron storage ring CESR in 1983 [3]. B mesons
allow the study of weak interactions of the b quark, and thereby provide some of the most
stringent tests of the Standard Model of elementary particle physics.

A wealth of experimental results for decays and mixing processes of B mesons has
been obtained, most recently by the experiments BaBar at SLAC and Belle at KEK.
World-averages of heavy-hadron properties can be found in [4].

In many cases, the experimental results for exclusive decays, where a definite final
state is considered, are more precise than those for inclusive decays. The comparison of
theory and experiment for exclusive processes requires knowledge of the structure of the
hadrons, described by decay constants and form factors. These quantities are governed by
the non-perturbative dynamics of the strong interaction at low energies.

The theory of the strong interactions is quantum chromodynamics (QCD). Nonper-
turbative calculations in QCD can be performed from first principles by formulating the
theory on a Euclidean spacetime grid [5] and computing the path integral numerically.
With several improvements in the lattice actions and numerical algorithms, and with the
enormous growth in available computer power, lattice QCD now allows accurate predic-
tions of many hadronic properties. One major step towards this success was the inclusion
of vacuum polarisation effects from the light quarks [6]. Reviews of recent progress in

lattice QCD with dynamical quarks can be found in [7, §].
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A lattice with side length L and lattice spacing a can accommodate physics at energy
scales between approximately 1/L and 1/a. To minimise finite-volume effects, it is required
that m, L > 1, where m, is the mass of the lightest propagating particle in the theory, the
pion. With the limited resources available, it is usually not possible to achieve my a < 1
at the same time. In other words, the lattices are not fine enough to accurately resolve

the Compton wavelength of the b quark.

For this reason, special techniques are required when the b quark is to be included in
lattice QCD calculations. One possibility is the non-relativistic treatment of the b quark,
which is based on the observation that fluctuations in the b-quark’s momentum are of order
Agcp < my in heavy-light hadrons and mpver,. << my in bottomonium. Here, Agcp is
the intrinsic scale of QCD, which governs the dynamics of the light degrees of freedom
(light quarks and gluons) in a heavy-light hadron, and v, is the internal speed of the b

quarks inside bottomonium (vZ, = 0.1).

One particular nonrelativistic technique for b quarks is lattice NRQCD [9}, [10], which
can be applied to both heavy-heavy and heavy-light systems. Lattice NRQCD has been
used in [11] to calculate form factors for the decay B — mfv. The form factors are func-
tions of ¢ = (p — p’)?, where p and p’ are the four-momenta of the B meson and pion,
respectively. In [IT], the B meson was taken to be at rest in the lattice frame. The momen-
tum p’ of the pion in the lattice calculation is limited by the requirement that |p’la < 1,
which means that only the low-recoil region (large ¢?) is accessible. However, experimental
data cover the entire range of recoil momenta [12, (13, [14]. The problem is more severe
for the radiative decay B — K*v [15} [16] 17, 18], which has ¢> = 0, corresponding to
|p’| close to Mp/2 in the B rest frame. This decay is rare because it proceeds through
a loop-suppressed flavour-changing neutral-current b — s transition, which also makes
it very sensitive to possible contributions from physics beyond the Standard Model. In
contrast to B — mlv, for rare three-body decays like B — K{T¢~ and B — K*{T{~ the
shape of the form factors is not known well from experiment, and lattice QCD calculations
for a wide range of ¢ are desirable.

For a given ¢?, the momentum p’ of the final meson and hence discretisation errors
can be reduced by giving the B meson a non-zero momentum in the direction opposite to
p’. To substantially reduce |p’|, the momentum of the B meson has to be very large, so
that NRQCD would no longer be able to describe the b quark inside it due to relativistic
and lattice spacing errors. However, fluctuations of the momentum of the heavy quark
inside the B meson are much smaller than the momentum of the meson itself. Therefore, to

reduce errors, instead of discretising the momentum of the b quark itself, one can discretise
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its fluctuations inside the moving B meson. The formalism which achieves this is known
as lattice moving NRQCD (mNRQCD). In mNRQCD, the nonrelativistic expansion is
performed around a state where the heavy quark is moving with a velocity v, the frame
velocity.

The idea of mNRQCD goes back to [19] and was developed further in [20] 211 22].
Numerical tests of mNRQCD with a simple O(1/my) action and with quenched gauge
field configurations (i.e. without dynamical quarks) were reported in [22] 23] 24] 25]. In

this dissertation I extend this work as follows:

4
orb.

e I independently derive a moving NRQCD action of order O(1/m2,v2, ). My deriva-

tion gives a result that differs slightly from the one reported in [21], 22, 23].

e I perform a wide range of numerical tests of the full O(1/mZ,v1, ) lattice mNRQCD
action in realistic lattice QCD with 241 flavours of light dynamical quarks. The
accuracy through order vgrb. is crucial as I use calculations with bottomonium mesons

to determine renormalisation parameters nonperturbatively.

I then apply moving NRQCD to the calculation of form factors for semileptonic and

radiative B decays:

e [ compute the heavy-light three-point and two-point correlation functions necessary
to extract all semileptonic and radiative B/B;, decay form factors, using the full
O(1/m2, vt ) lattice mNRQCD action for the b quark and an improved staggered
action for the light quarks.

o [ test a “random-wall source” method for the reduction of statistical errors.

e [ analyse the data and obtain preliminary results for form factors describing B — K
and B — K* decays.

In this dissertation I also present my work on a second project, the calculation of the heavy-
hadron spectrum in lattice QCD with dynamical domain wall fermions. Here I implement
the b quark with standard lattice NRQCD. The domain wall fermion action [26], 27, 28]
used here for the light quarks has an approximate chiral symmetry that becomes exact,
even at finite lattice spacing, when the extent of an auxiliary fifth dimension is taken to

infinity. My work on the heavy-hadron spectrum includes the following:

e I first calculate the spectrum of the bottomonium system, including radial/orbital
excitations and spin-dependent energy splittings. These calculations serve as tests

of the lattice methods and also allow precise determinations of the lattice scale.
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e I then calculate the masses of B/Bs mesons, singly-bottom baryons and doubly-
bottom baryons, using a domain-wall action for the light valence quarks. 1 also
perform the first lattice QCD calculation of the mass of the Qy,, baryon. Currently,
bottom baryons are the focus of intense experimental studies at the Tevatron, and
further discoveries are possible with the Large Hadron Collider. Therefore, lattice

QCD predictions of their masses are highly desirable.

This dissertation is organised as follows. In Chapter [2| I give an introduction to the the-
oretical foundations of lattice QCD, including the fascinating topic of chiral symmetry
on the lattice. At the end of this chapter, I briefly review relativistic lattice methods for
heavy quarks. Chapter [3| contains derivations of effective Lagrangians for heavy quarks
in the continuum and a discussion of the power-counting. In particular, I derive the
O(1/mZ,v?, ) mNRQCD Lagrangian and show how the Euclidean actions for quarks and
antiquarks are related to each other. T'wo different approaches exist for the lattice discreti-
sation of nonrelativistic heavy-quark Lagrangians. The first, known as lattice HQET, is
only applicable to hadrons containing a single heavy quark, but has the advantage that the
continuum limit can be taken. It is discussed briefly in Chapter [ The second approach,
lattice (moving) NRQCD, is applicable to systems containing any number of heavy quarks.
In Chapter |5} I construct a highly improved lattice discretisation of the full O(1/mZ, v, )
moving NRQCD action. I also discuss the mNRQCD energy shift and the renormalisation
of the external momentum. I then report on my nonperturbative tests of lattice moving
NRQCD in Chapter [6] These tests include the calculation of renormalisation parameters,
meson energy splittings and decay constants at several frame velocities. Chapter [7]is an
interlude; it contains my work on the calculation of the heavy-hadron spectrum. I return
to the subject of moving NRQCD in Chapter |8 which deals with the calculation of form
factors for rare B decays. There, I briefly review the physics of electroweak decays of B
mesons, define the form factors and show how they can be extracted from Euclidean cor-
relation functions. I discuss the necessary operator matching of the heavy-light currents
and estimate the optimal choice for the frame velocity as a function of ¢?. I then give
the details of the calculation of the two-point and three-point functions and compare nu-
merical results obtained with random-wall sources and point sources. I examine different
fitting strategies and present preliminary results for the form factors. Chapter [9] contains

the conclusions and an outlook to future work.



Chapter 2

Lattice QCD

In this chapter, the fundamentals of lattice QCD will be reviewed. I used the textbooks
[29, B0, 311 32, [33], 34] in preparing this chapter; additional references will be given where

appropriate.

Lattice QCD is based on the nonperturbative regularisation of the Euclidean path
integral obtained by defining the fields only on the points or links of a spacetime grid.
This corresponds to a momentum cutoff of the order of the inverse lattice spacing, without
any reference to perturbation theory. Furthermore, as we will see in Sec. exact gauge

invariance can be implemented in a beautiful way on the lattice [5].

It turns out that the lattice discretisation of fermions is more involved than for gauge
fields, due to the so-called doubling problem. This is related to chiral symmetry and the

axial anomaly. Section is devoted to this rich topic.

When considering a lattice of finite volume, the path integral turns into an ordinary
multidimensional integral, which, thanks to the Euclidean weighting factor e £ and the

positivity of Sg, becomes calculable numerically by Monte-Carlo methods.

As usual for interacting quantum field theories, to obtain physical results, renormal-
isation is required. This will be discussed briefly in Sec. In practice, the number of
lattice points is limited by the available computing resources, and one has to make careful
choices for the lattice spacings, volumes, and quark masses. Usually, extrapolations in all
these parameters are required to extract physical results, and these extrapolations can be

guided by predictions from effective field theories, as reviewed in Sec.

Finally, in Sec. [2.8|T briefly discuss relativistic lattice methods for heavy quarks.
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2.1 Euclidean path integral

As the Euclidean path integral is the starting point for lattice QCD, we will discuss it
in some detail in the following sections. We begin with a derivation of the Fuclidean
path integral for a scalar field in Sec. [2.1.1] starting from the canonical formalism. This
clearly exposes the relation to the operators on the Hilbert space, gives us a prescription
for obtaining the Euclidean action, and shows how a non-zero temperature is introduced.
Remarks on fermions and gauge fields will be made in Secs. and

2.1.1 Real scalar field

We consider a real scalar field ¢(t,x) with Minkowski space action

S = /dt dBr L  with L= %(atqs)? (V)2 — %m% —Vi(g), (2.1)

1
2
where V(¢) is a polynomial. The conjugate momentum field is then IT = 9L/9(0;¢) = 0;¢,

and the Hamilton functional becomes
3 . 1 o 1 2 1,99
H= | d’zH with H:§H +§(V¢>) +§M¢ +Vi(p). (2.2)

We denote the Heisenberg field operators associated with ¢, IT by ® and [, respectively.
These satisfy the canonical commutation relations [®(0,x),(0,y)] = i 6*(x —y). We
also introduce zero-time “position space” and “momentum space” eigenstates |¢), |7),

satisfying
®(0,x)[¢) = e(x)|@),  N(0,x)|m) = 7(x)|m). (2.3)

Note that their scalar product is (p|m) = exp {i [ d®z p(x)7(x)}.

The Hamilton operator H is obtained by replacing the classical fields ¢, II in by
the corresponding field operators. We are interested in the quantum-mechanical transition
amplitude between two field eigenstates, (¢’|e **H|p). The transition to Euclidean space
is obtained by inserting ¢ = —i7 with 7 > 0. To derive the path integral representation
for the Euclidean matrix element (¢'|e~™ H|¢), we split the Euclidean time interval 7 into
N pieces of length a = 7/N, and insert complete sets of position space and momentum

space eigenstates after each step:

o m 7 Al
(e ™M) = /kr:[ld[eok]/l[[l%

x {@le”Man)mnlon-1){en-tle"Man_1) -+ (mile).  (24)
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Next, note that for a — 0, we have

(orle™ M |me) o (1 — aH[pr, 7)) (pr|Tr)

=, P {—a/dgm [H(cpk, Tg) — igpkaﬁk} } . (2.5)

Thus, for N — oo, Eq. (2.4]) becomes
T ~r dlm)]
/1,—7H _ :
@le™Me) = Jim [ [] dle / I8

X exp —ai/d% [H((pj,ﬂj)—iw} (2.6)

a

with @9 = ¢ and ¢y = ¢’. The limit N — oo replaces the sum in (2.6) by an integral

over [0, 7] and we can write

(wle ™) = [ Dl / “Dlos] exp {— [ [@alrtion1te) — itz 0,61 } @)

The functional integrals [D[lg| [D[¢g] in are over Euclidean fields IIg(7/,x) and
¢r(1',%), subject to the boundary conditions ¢g(0,x) = ¢(x) and ¢r(T,x) = ¢'(x). The
integral over IIg is Gaussian and can be performed explicitly by completing the square.
This givesﬂ

o
(e Hlp) = / Dlgp] eSelor] (2.8)
©

with the Euclidean action
1 1 1
Selos] = [ dr [ [Q(afqu)? +5(VoRP 4 gmPd + Vior)| . (29)

By comparing and (2.9), we find that the Euclidean action Sg[¢g] can be obtained
from the Minkowski space action S[¢] in the following formal way: first, replace ¢(t,x) by
¢p(T,%x). Subsequently, replace every remaining ¢ by —i7, so that the integration measure
and derivatives become dt — (—i)d7, 0; — i0-. Finally, multiply the action by (—i).
Having derived Eq. , the next step is to obtain a path integral representation
for correlation functions. For simplicity we only consider the two-point function; the

generalisation to higher correlation functions is straightforward.

In (2.8) we have absorbed the constant factor from the Il-integration by redefining the inte-

gration measure D[¢g].
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Let |0) be the vacuum state. For 7 > 0, the Euclidean two-point function (Schwinger
function) is
C(1,x) = (0] ™ (0, x) e~ ™ (0, 0) |0). (2.10)

First, note that C(7,x) may be written as

Tr [e=LH e™ ©(0,x) =™ @(0, 0)]

= i 2.11
¢lrx) LTILHOO Tr [e—L~H] (2.11)
To show ([2.11]), we use an orthonormal basis of energy eigenstates |n):
—L-H TH —7H
nle " m)(m|e™ P(0,x) e $(0,0)|n
Clrx) =ty Znnltle im0 M OO
Lr—oo En<n‘€_ T |7’L>

Provided that the theory has a mass gap, in the limit L, — oo only the lowest-energy

state |0) remains, and the factor of (0]e=£7H|0

We may also evaluate the traces in (2.11]) using field eigenstates:

) cancels.

i A el 00,39 M 0(0,0) )
Clrx) = L}lgloo fd (o] e=LH |p)
_ i Al Sl (el e B [ () ' e [0)p(0)
~ Jlim_ fd P . (2.13)

Finally, using Eq. (2.8) to express the matrix elements in (2.13) as path integrals, we

obtain

C(r,x) = (¢p(1,x) $£(0,0)) = lim [ Dlogr] ¢u(1,x) ¢E(0,0) e Flosl

i [ Dign] e e (2.14)

where the functional integral is over the Euclidean field ¢ with the periodic boundary
conditions ¢p(L;,x) = ¢g(0,x). The generalisation of the above derivation to n-point
correlation functions is straightforward.

Note that for finite L., Eq. is a thermal expectation value of the operator
e™ ©(0,x) e=™ (0,0) at the temperature 1/L,. Thus, for the Euclidean path integral
with periodic boundary conditions in the time direction a finite temporal extent corre-

sponds to a non-zero temperature 1/L;. The limit L; — oo is a zero-temperature limit.

2.1.2 Dirac field

The Minkowski space action for a Dirac field with mass m is

S = /dt d*z U (i4#0, —m) ¥ (2.15)
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with {¥#,4*} = 2 g". Note that iU4° is the conjugate momentum field for ¥, and the

Hamilton functional reads
H= /d% U (—i470; +m) 0. (2.16)
Because the field operators W, W obey the canonical anticommutation relations

{Wa(0.%), W5(0,y)} =05 0°(x —y), (2.17)

the fields in the fermionic path integral have to be Grassmann-algebra-valued. The parti-

tion function can be written as a Berezin integral
Tr [e—LTH} - / DT g, Up) e Sele Vel (2.18)
over Euclidean Grassmann-valued fields with the antiperiodic boundary conditions

\I/E(O,X) = —\IJE(LT,X),
Tp(0,x) = —Tp(L,,x). (2.19)

The Euclidean action in ([2.18]) is
SE[\I/E,@E] = /dT/dgw @E ["A)/O({“)T - Z"'A)/jaj + m} Up. (2.20)

Eq. (2.20)) suggests the definition of Euclidean gamma matrices 7° = 4°, 4/ = —i4J which

satisfy {v#,7"} = 2 6"¥. Euclidean correlation functions can be computed fronﬂ

<\I/(£L‘1)\I/($n) @(yl)@(yn»

o JDY) W (@) W) U)W (y) ST
frmee [D[W, U] e-5M0.7] :

(2.21)
Writing the Euclidean action as

S0 = [t [ty Y Talo) Kapleo) Bato), (2.22)
o,

where the kernel K satisfies the correct boundary conditions, one obtains the following

results from the rules of Grassmann integration:

/ DT, 0] e 5%Y = det K (2.23)

2In the following, we drop the subscript £
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and

<\I/a1 (1) Way, (Tn) Yg, (yl)"'ﬁﬁn (yn)>
= (_1)n(n71)/2 PZS; (_1)U(P)K(;116p(1) (xh yP(l)) K‘;:BP(n) (IEn, yP(n)) (224)
€on

where K ~! denotes the inverse matrix of K with respect to both position and Dirac indices.

2.1.3 Gauge fields

Consider N, copies of the Dirac field with Lagrangian (2.15)). The resulting theory has a
global symmetry

Uo(z) — Gap Up(2), Uo(z) — Uy(a) G (2.25)

with G € SU(N,). In the following we shall not write out the indices a,b, ... explicitly.
The symmetry can be promoted to a local gauge symmetry with position-dependent
G(z),

U(z) — Gz)¥(z), U(z) — ¥(z)G(2), (2.26)

through replacing the derivative 0,¥(z) in the Lagrangian by
D,V (z) =0,V(x)+ igA,(z)¥(z). (2.27)

The covariant derivative (2.27)) contains a new field 1A, (z) € su(N,) that changes under

gauge transformations in the following way:
Au(z) — G(2)A, ()G (z) + ; 0,G(2)] G (). (2.28)

The transformation law (2.28) ensures that D,V transforms in the same way as . To
obtain the complete theory, the following kinetic term for the gauge field is added to the

action (in Minkowski space):
1
Sym=—5 / d*x Tr [F,, F*], (2.29)

where

Fuy = —[Dy, D)) = 0,4, — 0,A, +ig[A,, A). (2.30)

1
ig
For a gauge theory, the derivation of the path integral is more complicated since the
fields are only determined up to gauge transformations. The definition of a Hamiltonian

and canonical quantisation require gauge fixing. However, in the nonperturbative lattice
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formulation of the path integral the integration over redundant degrees of freedom does
not cause problems. We shall therefore not derive the path integral in the continuum, but
rather define it directly on the lattice in Sec.

Note that the Euclidean action can be obtained from the Minkowski space action in
the same way as described in Sec. except that because d; becomes i0; one also needs
to replace Ag by iAL in order to achieve consistency with the gauge transformation law
(2.28]). The Euclidean action is

Sg = /d4$E |:\IIE($E)(,‘Y,LLD,U, + m)\IJE(xE) + %Tr [Fﬂy(xE)FMU(xE)] . (2.31)

2.2 Extracting observables from Euclidean correlation func-

tions

When Euclidean correlation functions are calculated numerically in lattice field theory, it
is usually not possible to perform an analytic continuation back to Minkowski space. Thus,

one has to extract results for physical observables directly from Euclidean correlators.

The energy spectrum of the theory can be extracted straightforwardly from two-point
functions, as can already be seen from Eq. (2.12). Consider a set of Euclidean fields O;
associated with the Minkowski space operators O;. Using the Heisenberg equations of

motion and H|0) = P|0) = 0 we have for 7 > 0 and L, = o0

Cij(t,p) = /ng; (01-(7—’X)O]T(0)> o P

_ / &z (0]0;(0)e™H+P*01 (0)[0) e~ P, (2.32)

Now, let |X) denote an eigenstate of H with zero momentum, and let |Xy) denote the

boost of | X) to momentum k. Then we have the completeness relation

Bk 1
=00+ 3 | Gz 0 (233

where )y denotes the sum/integration over all zero-momentum eigenstates (except the
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vacuum) of H. Inserting (2.33)) into (2.32)), we getﬂ

3
arp = X ;1:32; 3 [ @ 000X (K0 0)0)e POk

B Z/d3 2E 5 {010:(0 )| Xi) (X101 (0)[0)e~#X7 5% (p — k)

> w(}wm\oi(owm (010;(0)|Xp)” ¢ X (230
X
Thus, the energies of the states | Xp) with non-zero overlap (0/0;(0)|Xp) can be extracted
from a multi-exponential fit to (2.34]). For large 7, the lowest-energy state with a non-zero
overlap dominates, and a single-exponential fit will be sufficient to obtain its energy.
From such a fit, one also obtains the amplitudes (0|0;(0)|Xp). Consider the case of
QCD, with O1 = JY = u4"45d and Oy = ujsd. Then the lowest-energy state contributing
to is a charged pion at momentum p and we obtain

(0] w(0)4#45d(0) |7~ (p)) = —ifx p". (2.35)

Thus, the pion decay constant f,, which is relevant for the leptonic decay = — fv, can be
extracted. Similarly, from Euclidean three-point correlation functions, one can straight-
forwardly extract form factors for electroweak decays with a single hadron in both the
initial and final state, such as B — wfv. This will be explained in Sec.

In contrast, hadron-hadron scattering processes can not be calculated directly from
Euclidean correlation functions in infinite volume, except at kinematic thresholds [35].
There is a way around this: by studying the volume-dependence of multi-particle energy

levels in a finite box one can compute elastic scattering phase shifts [36] 37].

2.3 Gauge fields and naive fermions on the lattice

We will now discretise the theory with action on a hypercubic lattice with points
x = an, n € Z*. Since we will work exclusively with the Euclidean theory, we drop the
subscript “E” in the following.

Let us consider the Dirac action without the gauge field first. The derivative 9, ¥ must
be replaced by a difference quotientﬁ

1

(U +a) — Wz — o), (2.36)

3We assume (0|0;|0) = 0. Otherwise, take the connected 2-point function.
4The symmetric difference is chosen to give a Hermitian Hamiltonian
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where i denotes the unit-vector in p-direction. Expression (2.36]) is not covariant under
gauge transformations, since ¥(z + aft) and ¥(x — afi) transform differently under (2.26)).
Thus, the fields must be parallel-transported to the same lattice point x first. The covariant

derivative may be written as

1
+ _
APV (z) = —

5 [Un(@)¥(z +ap) = U-u(2)¥(z — ap)], (2.37)

where U, (z), U_,(x) € SU(N.) and U_,(z) = U,I(x — af). These link variables must

transform under gauge transformations as
Uy(z) = G(2)U,(x)G'(z + aft) (2.38)
in order to guarantee the exact gauge invariance of the lattice Dirac action

SEVT,0,U) = 'y T(a) [»Ym,gi) + m} U(z). (2.39)

r€aZt

When defining A}ft' by
Uu(x) = exp (iagAif‘t'(xD =1+ iagAljt‘(x) + O(a?), (2.40)

we see that for sufficiently smooth fields in the limit @ — 0 the lattice expressions approach
the continuum expressions,

Cllii%A/(f)\I/(x) = D,¥(z),

iy A0

Il

N
=
—~

8
~

(2.41)

and the gauge transformation law for the link variables, , becomes equivalent to
(12.28]).

What is still missing is a lattice discretisation of the kinetic term for the gauge field.
For this, a lattice definition of the gauge field strength tensor is needed. Mathematically
speaking, the field strength is the curvature associated with the gauge connection. Thus, it
can be obtained from parallel transport around a small closed loop. The smallest possible

loop on the lattice is the plaquette
U () = Up(2)Uy(z + @)Ul (z + a0) U (2). (2.42)
Inserting (2.40)), we find

Uuw(x) = 1 +iga®F,(z) + O(a®). (2.43)
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Thus, a possible choice for the lattice field strength would be
i

W(]l —U(x)). (2.44)

Since the continuum F),, is Hermitian, one may also choose the Hermitian conjugate of

(2.44) to represent F},,. To obtain a real and positive lattice action, the natural choice is

to take the product of (2.44) and its Hermitian conjugate as the lattice discretisation of

F,, F,, in the action:

i i T
Skt = ot Z Z % Tr {gaZ(]l ~Uw()) Lmz(]l - Uw/(x))} }

x€aZt v
— Z Z 21g2Tr [2 1= Up(z) — U/L,(x)]
x€aZt Vv
= 0 Z Z [1 — NiRe Tr U,“,(a:)} (2.45)
r€aZ4 p<v ¢

with 3 = 2N./g%. Eq. is the plaquette action, as introduced by Wilson in [5]. For
smooth fields, the deviation to the continuum action is of order O(a?).

The total lattice action S [¥, ¥ U] for the Dirac field coupled to the gauge field is
of course the sum of (2.39)) and . The path integral for an observable O[W, ¥, U]

depending on the fermion and gauge fields is then defined as

DIU] [ DY, 9] O[T, ¥,U] e 5" U]
JDIU] [ DT, 9] e~ [¥-0.U]
where [ D[¥, ¥] stands for the Grassmann integrations over all colour/spin components
of W and ¥ at all lattice points, and [D[U] = [][, [, dUu(z) denotes the integrations
over all link variables U, (x) with the Haar measure. The group-multiplication invariance
of the latter leads to the gauge invariance of the path integral. In local coordinates {w®}
on SU(N.) the Haar measure is given by

N2-1

dU = CVdetA J] dw?, (2.47)
a=1

where C is a normalisation factor so that [dU =1, and A is the metric on SU(N,),

Agy = —2Te[(U'0,U)U'0,U)] = 2 Tx[0,U 9,UT]. (2.48)

(From [30]). The fermion measure D[V, ¥] is gauge-invariant because det G(x) = 1 for

gauge transformations G(x) € SU(N,).
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Using the results (2.23) and (2.24), the Grassmann integrations can be performed
explicitly. This gives
J DU O[K~'[U], U] det (K[U]) e¥&"[V]
[ DU] det (K[U]) e=5&"[U]
where K is the kernel of the lattice Dirac action. For the naive action (2.39)), the kernel

is

(0) =

(2.49)

3
K(z, 2') =) — 3" [Uu(2)00, otap — U- ()60, a—ajs) + M 8ot o (2.50)

On a finite lattice, (2.49) is an ordinary multidimensional integral over real numbers (local
coordinates on SU(N.)), and can be calculated numerically by Monte-Carlo methods, as
explained in Sec.

2.4 More about lattice fermions

2.4.1 Naive fermions

The lattice fermion action defined in (2.39)) is called the naive fermion action, for rea-
sons that will become clear when considering the resulting free (= without gauge fields)

propagator in momentum space:

K_l(p) = [i'yu sin(apy)/a + m] -1
_ ;i’m .sir21(a, pu)/a+m ' (2.51)
> o sin®(a py)/a? +m?
Note that the lattice momentum p is restricted to the periodic Brillouin zone, which is a
4-dimensional torus, with —m < ap, < w. The sine functions in vanish at the 16
points pt) = (0,0,0,0), p® = (7,0,0,0)/a, ... p19 = (x, 7,7, 7)/a of the Brillouin zone,

and for momenta close to these points one can expand them in a Taylor series to obtain

the continuum limit a — 0. Writing p = p(™ + k (modulo 27 /a), this gives
(n)

1/ (n —iyy ky +m
K (p™ +k) = W + Ofa) (2.52)
with
'yfln) =, cos(a pL")) = £7,. (2.53)

For a — 0, 1) has a pole at kg = ivk? + m?, and hence 1) has 16 such poles in
the continuum limit. The matrices ’y,(f) in 1} can be written as

Y = 8}y 1uSm) (2.54)
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with unitary S, see [31]. The transformation

—ip(™) .z T T ip(-a
(@) = eTPTS W), Ty (@) = T(2)S], e (2.55)

brings the action for the n-th doubler to its standard form.
The interpretation of the doublers as corresponding to individual Dirac fields called
tastes can be made more explicit by transforming to a spin-taste basis, as will be explained

in Sec. It turns out that the fermion doubling is related to chiral symmetry. This is
discussed in Sec. (2.4.4).

2.4.2 Wilson fermions

One way to remove the 15 unwanted doublers is to modify the lattice action by a term
that gives them infinite “mass” in the continuum limit, so that they decouple from the

theory. Wilson suggested the following action:

SEO, W, Ul =a" ) F(x) [WA,S*) - %aAl(f)Al(;) + m] (z), (2.56)

r€aZt

so that

3
1 4
Kw(l', l’l) == Z % [(1 - VM)Uu(x)éx’,x—f—aﬂ + (1 + 'Y'u)U*u(x)(sz’,x—aﬂ] + (m + a) 593’,90-

(2.57)
This gives the free propagator

—iyusin(a py)/a + m(a,p)
3o sin*(apy)/a? + m?(a, p)

Kyt (p) = (2.58)

with m(a,p) = m + %Zizo sin(ap,/2). The behaviour near p = 0 is unaltered but
the doublers disappear. However, the new term in the action explicitly breaks the chiral
symmetry that one would have for m = 0. This results in an additive mass renormalisation

and more severe complications related to operator mixing.

2.4.3 Staggered fermions
Starting from the naive fermion action ([2.39)), we perform a unitary transformation ¥(x) =

Q)W (2), T(a) = T ()0 () with]

Qz) =752 %5° (2.59)

5From now on, we use lattice units with a = 1.
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Then, using
O (2)7,Q(z + f1) = (D)oo, (2.60)
[ ——
=nu(z)

the action becomes

Sp=3 T [ A )+m} W (z). (2.61)

z€Z*
This is now diagonal in spin-space, and we see that the four components of ¥’ interact
independently and equally.

The staggered fermion action is then constructed by keeping only one of the compo-
nents of U’ e.g. the first, ¥]. The physical content of the resulting action can be analysed
by grouping the values of the one-component field ¥} from the 16 corners of each hyper-
cube of the lattice into a new field @3, living on a lattice with the double lattice spacing.
Let us consider the free case without gauge fields for simplicity. The coordinates of the

original lattice can be written as x = 2y + p with y € Z* and pu = 0,1. Then, one defines
— 1 —
Qap(y Z Qap(P) 12y +p),  Qaply) = 5 YUyt (262)
P

The index « is the spinor index, while the index ( turns out to label the tastes. Re-

introducing the lattice spacing, the action becomes

watag' = (2a)* Z ZQ [ Yu @ 1A AL + a(ys ® VZVg)Al(L_)Al(‘H Q)
y € 2aZ4 p=0
+ (2a)* Z m Q(y) []l ® 11} Q(y), (2.63)
y € 2aZ*

where the notation is “spin ® taste” and derivatives are now understood with the double
lattice spacing;:

APQ = L@+ 2ai) - Q) ete (2.64)

In the new basis, (2.63) gives the following propagator (with b = 2a):

R D> [—z‘(w@n>sin<bpﬂ>+<~y5®v,{v§>sm2 ] 4miel
KL (p) = . (2.65)

stag. 3 b
Z“ 0% 4 sin? 2B+ m?

Since the lattice spacing for Qs is b = 2a, the momenta are restricted to —7/b < p,, < 7/b,
and the sine function in the denominator vanishes only at p = 0. In the continuum limit,

(2.65)) reduces to the correct propagator describing four Dirac fields of the same mass.

At non-zero lattice spacing, the term a(ys ® VE’YEF;F)A,(I)A,(:F) in (2.63|) breaks the taste

symmetry.
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As we have seen at the beginning of this section, a naive fermion field is equivalent to
be four identical copies of staggered fermion fields. Thus, the above calculations also show

that the naive action corresponds to 16 tastes in the continuum limit.

Rooted staggered fermions

In the continuum limit, the staggered fermion action describes four identical copies of a

Dirac field, which means that the corresponding fermion operator can be written as
K = (lD + m) ® lyx4, (266)

where ) is the continuum Dirac operator. This was shown in the previous section for
the free case without gauge fields. The path integral for a continuum theory with action
(2.66) contains the determinant

det [(ID +m) @ Lyxa] = [det(D +m)]*. (2.67)

The determinant is responsible for the loops of virtual fermions, i.e. the sea quarks in
QCD. Hence, for such a continuum theory, one can reduce the number of sea quarks to
one by taking the positive 4-th root of the fermion determinant in the path integra]ﬁ

1/4

det() +m) = (det [(]) + m) @ Laxa]) (2.68)

For rooted staggered fermions, the same procedure is done at non-zero lattice spacing. At
non-zero lattice spacing, the taste-symmetry is broken and the resulting theory is non-
local [38]. However, there is evidence that the continuum limit is still correct [39] 40, 41].
It is crucial to take this limit before the chiral limit, so that the taste splittings always
remain smaller than the Goldstone pion mass.

The use of rooted staggered fermions has been criticised in particular by M. Creutz
[42, 143, [44], and this criticism has been refuted in [45] [46] [47) 48].

2.4.4 Fermion doubling and chiral symmetry

The naive fermion action , which suffers from doubling, has a U(1) chiral symmetry
at m =0,

U =Py, T = WS, (2.69)
Equivalently, the naive lattice fermion matrix with m = 0 satisfies {K, 75} = 0. On
the other hand, in the Wilson action , the fermion doublers are removed by including
the operator %aAEf)A,S_), which breaks the chiral symmetry.

Sthe determinant is positive for m > 0, since {10, 75} = 0 and ) is anti-Hermitian
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An important observation can be made about the chirality of the doublers. Starting
from the naive lattice action, let us try to restrict the theory to, say, the left-handed
components

Up(z)=3(1—)¥,  Vp(z) = T5(1+19s5). (2.70)

Due to the chiral symmetry, the left-handed components are not coupled to the right-
handed components, and so we can set the latter to zero. However, for half of the tastes,
the transformation which was used to obtain the correct form of the action, changes
the handedness:

S(")%(l + 75)5(71) = %(1 +5) (2.71)
with a minus sign for 8 of the 16 tastes. Thus, by doing the projection one obtains
a theory of 8 left-handed and 8 right-handed fermions.

The number of doublers in the naive action, 2* = 16, is due to the hypercubic sym-
metry. Wilczek [49] suggested the following action that breaks hypercubic symmetry at

non-zero lattice spacing

3 3
K(p) = z; 7]% sin(a p;) + ivo 2 sin(a pg) + A jz; 2 sin® (%a pj) . (2.72)
This is chirally symmetric and has zeros only at p = (0,0,0,0) and p = (7/a,0,0,0).
By doing the projection one obtains a theory of a single left-handed and a single
right-handed fermion, i.e. a theory with the degrees of freedom of a single Dirac fermiorﬂ
In [50], actions of the general form K (z,y) = Zi:o Yu Fu(z,y) that satisfy translation
invariance (i.e. F(z,y) = F(x — y)), Hermiticity (i.e. F*(z) = F(—2)), and |2|*F(2) — 0
for |2| — oo, are considered. These properties imply that the Fourier transform F,(p) is a
continuous real vector field on the Brillouin zone, which is a 4-dimensional torus 7. The
Poincaré-Hopf theorem states that for a compact manifold the sum of the indices at the
zeros of F), is equal to the Euler characteristic of the manifold, which is zero for T*. This
implies that there is always an equal number of left-handed and right-handed fermions.
Very general proofs of the existence of an equal number of left-handed and right-handed
fermions were given by Nielsen and Ninomiya in [511 [52] 53].
The fermion doubling is also related to the axial anomaly. In the continuum theory
of a massless Dirac field coupled to a gauge field, the axial current J = WryHys W is no

longer conserved after quantisation:

2
(OuTi(@)) = 1oy eppr ( TP (@) FPA(@)] ) (2.73)

"However, breaking hypercubic invariance leads to other complications.
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As Fujikawa has shown [54], this can be explained by the non-invariance of the fermion
path integral measure, when properly regulated in a gauge-invariant way, under the trans-
formation . However, on the lattice the fermion measure is in fact invariant under
due to Tr v5 = 0. The naive lattice action (2.39) at m = 0 is also invariant, and

hence with naive fermions the lattice axial current

750 = [T Uy ¥(e + ) + B(o + sVl @) 27

is still exactly conserved in the quantum theory: <A£L_)J " (lat')> = 0. This can be viewed
as a cancellation between the contributions to the axial anomaly from the left-handed and
right-handed doublers [55]. Note that in the spin-taste basis introduced in Sec. the
transformation reads

Q — e@(581) Q. Q s Qei(1®7), (2.75)

and it is therefore identified as a taste-non-singlet symmetry. The taste-singlet axial
transformation generated by 75 ® 1 is not an exact symmetry of the action at non-zero
lattice spacing, and the associated current is in fact anomalous [56, [57].

For Wilson fermions, the action is not invariant under due to the Wilson term.
In this case the current has the correct anomaly [55].

2.4.5 The Ginsparg-Wilson relation

In the last section we have established the following: on the lattice, the path integral
measure is invariant under the transformation . With the naive lattice action, which
is also invariant under , unphysical fermion doublers appear, turning this transfor-
mation into a non-singlet symmetry which therefore is non-anomalous.

On the other hand, the Wilson action is not invariant under , so that the doublers
disappear and the axial anomaly is generated. However, for a theory with multiple physical
quark flavours, the Wilson term also breaks all non-singlet chiral symmetries, which makes
renormalisation of the lattice theory very difficult.

There is, however, a more continuum-like way of generating the axial anomaly on the
lattice, which avoids doublers but leaves the non-singlet chiral symmetries for multiple
physical flavours intact. In this approach, the definition of the chiral transformation is
modified for non-zero lattice spacing, but reduces to the usual form for @ — 0. The

simplest definition of the infinitesimal transformation reads [58]

§U = oy <1 _ “K) U, 60 =ia¥ (1 - aK) s, (2.76)
27‘0 27”0
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where K is the lattice Dirac operator. Flavour non-singlet transformations can be defined
by including a flavour-group generator. The action is invariant under (2.76f) if K satisfies
the relation

a
{7, K} = - K~ K. (2.77)

Eq. (2.77) had already been derived by Ginsparg and Wilson [59] as the remnant of
continuum chiral symmetry obtained after a blocking transformation. Explicit solutions

for K will be given in Secs. and By multiplying (2.77)) from both the left and
right with K~! we find the following relation for the propagator K —!:

a
{75, K, :c’)} = - V5 Oz, o/ (2.78)

that is, the propagator is chirally invariant in the usual sense at all non-zero distances.
It turns out that the path integral measure transforms under the flavour-singlet chiral
rotation in precisely the right way to generate the axial anomaly [58]. As it should
be, the measure is invariant under flavour-non-singlet transformations.
Starting from a lattice Dirac operator K satisfying the Ginsparg-Wilson relation, a

mass m can be introduced in the following way:

am

K(m) = (1 - ) K +m. (2.79)

2’/“()

2.4.6 Overlap fermions

An explicit example of a lattice Dirac operator satisfying (2.77]) is the overlap operator
[60, 61, 62]
r
K = EO [1+ 5 sgn(H)] (2.80)

where the simplest choice is H = 75 Ky with the Wilson fermion operator (2.57)) with
negative mass —rg/a. In (2.80), the function sgn(H) is the matrix sign function: for
Hermitian H, one has sgn(H) = H/v H?. In numerical simulations, the sign function is

implemented by some iterative approximation.

2.4.7 Domain wall fermions

Chiral fermions in 4 dimensions can also be obtained as zero-modes localised at domain
walls in 5-dimensional theories. Following [63], let us consider the 5-dimensional continuum

Dirac equation with a position-dependent mass term,

[P+ 7505 + M(s)] ¥(z,s) =0, (2.81)
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where s is the 5-th coordinate, I) is the 4-dimensional massless Dirac operator and

M(s) :{ iﬁ zzg (M > 0). (2.82)

Since ([2.81)) is separable, we can write ¥(x, s) as a linear combination of products of the

forml|
U(z,8) = [fu($)Pr + gn(s)PL] thn(2), (2.83)

n

where Pg/j, = %(1 + 75) and

[0s + M(s)] fu(s) = pn gn(s),
[—0s + M(8)] gn(s) = tn fu(s),

Dipn(x) = —pnthn(2). (2.84)
The functions fy and gg with eigenvalue p = 0 have the form
fols) = Fe JoMENas _ po=Mls|
go(s) = GethoME)ds" — g tMls| (2.85)

with constants F' and G. Since go(s) is not normalisable for G # 0, we must have G = 0.
Thus, the massless mode is right-handed (for M < 0, a left-handed mode is obtained).
One expects that all other eigenvalues are of order |u,| = O(M), and so the low-energy
effective theory consists of a 4-dimensional right-handed massless fermion.

For a compact fifth dimension with periodic boundary conditions (and hence with
a kink and an anti-kink in M(s)), in the absence of gauge fields one finds a massless
left-handed mode localised at one of the domain walls and a massless right-handed mode
localised at the other domain wall. However, interactions with gauge fields lead to a
coupling of the left-handed and right-handed modes and hence a breaking of exact chirality
and the appearance of a residual mass. This coupling vanishes as the length of the fifth
dimension is taken to infinity, and exact chirality is restored.

The appearance of chiral modes bound to domain walls can be used to construct chiral
lattice fermion actions [26]. A domain wall action commonly used in current simulations

was introduced in [27] and [28]. In lattice units, it is given by

L
Spw = Z Zﬁ(m, s) |¥(z,s) — PLV(xz,s+1) — Pr¥(z,s—1) + Z Kw(z,2')¥ (2, 5)
r s=1 x’

(2.86)

8This may also include integration over a continuous part of the spectrum.
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where Ky is the Wilson fermion operator (2.57)) with negative mass —My; = —r( and the
gauge fields in Ky are independent of the 5-th coordinate s. The 5-dimensional fermion

fields are subject to the boundary conditions

PLV(x, Ly+1) = —mPp¥Y(z, 1),
Pr¥Y(z,0) = —mPrV¥(z, Ly). (2.87)

The Dirac mass turns out to be proportional to m. Left-handed and right-handed four-

dimensional fermion fields can be defined as

qr(z) = Vp(z, 1), dr(x) = Vg(z, Ly), (2.88)

where ¥y ,p = Pr/pV¥ and WL/R = @PR/L. For m = 0 and in the limit Ly — oo the
left-handed and right-handed fields decouple completely.

Note that in order to cancel the contributions from the heavy fermion modes in the
bulk, one has to introduce additional 5-dimensional bosonic pseudofermion fields (also
referred to as Pauli-Villar fields) in the partition function. A commonly used choice for
their kernel is [64]

Kpy = Kpw , (2.89)

m=1
where K pyy is the 5-dimensional domain wall operator defined by (2.86} 2.87)). Performing
the Gaussian integrals over the fermion and pseudofermion fields in the partition function,

one obtains a factor of
det KDW

det va '

As shown in [65], this ratio of determinants can be written as a single determinant of a

(2.90)

4-dimensional truncated overlap operator that becomes an exact overlap operator in the
limit Ly — oo.
At finite Lg, a small residual chiral symmetry breaking remains. See Ref. [66] for a

detailed discussion of the choice of L in practical simulations.

2.5 Numerical calculations

Numerical calculations in lattice QCD usually start from Eq. (2.49)), where the Grassmann
integrals over the fermion fields have been performed explicitly. A set of gauge field

configurations {Uy, Us, ..., Un} is created via a Markov process such that for large N this
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set is distributed with the probability density

plU;] (Hdet Kf[Ui])e_SG[Ui], (2.91)
f

where Ky are the lattice fermion actions for the various flavours of dynamical quarksﬂ

The expectation value of an observable O is then approximated as the ensemble-average

(0) ~ Jbﬁ:o[{f{;lm]}, v (2.92)

For this to make sense, the product of the fermion determinants in (2.91]) must be positive.
This is satisfied e.g. for Ginsparg-Wilson fermions. More generally, when a fermion action

satisfies v5-Hermiticity, it follows that the corresponding determinant is real:
(det K)* = det KT = det(y5K~s5) = det K. (2.93)

Then, if mass-degenerate pairs of flavours are used, (2.91) will be positive. In many
numerical calculations, the u- and d- quarks are taken to have equal mass.

With rooted staggered fermions (see Sec. [2.4.3), one can take [det KTK|q] Y4 for each

flavour, where the subscript “ee” denotes the restriction of the matrix KK to the even
sublattice (KTK is block-diagonal in terms of even and odd sites).

The algorithms used to update the gauge fields according to the distribution
usually require the repeated (iterative) solution of equations like K G = S, which makes

the inclusion of dynamical fermions computationally expensive.

2.6 Renormalisation and continuum limit

The asymptotic freedom of QCD (for a sufficiently small number of flavours) implies that
the continuum limit of lattice QCD corresponds to the limit where the bare gauge coupling
is taken to zero.

In numerical computations, one chooses a value for the bare gauge coupling and then
“measures” the corresponding lattice spacing. This is done by computing some physical
quantity (in lattice units) and comparing the result to the experimental value. The bare
quark masses can be set by requiring that the lattice results for a few “input” hadron

masses agree with experiment (this may not be directly feasible; see Sec.[2.7.2)).

9For heavy flavours, depending on the problem considered it can be a good approximation to

neglect the effects of pair creation and set the corresponding determinant to 1.
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When reducing the lattice spacing, the number of lattice sites in each direction has to be
increased accordingly to keep the physical box size fixed. One also has to take the infinite
volume limit, by doing the calculations with several physical box sizes. Extrapolations
in the lattice spacing, the volume and the quark masses can be performed with the help
of effective field theories [67]; this will be discussed in Sec. It is also possible to
reduce cutoff effects at non-zero lattice spacing by including additional higher-dimension
operators to the lattice action (cf. Sec. [2.7.1).

While hadron masses can be obtained directly from the exponential decay of correlation
functions, the values of matrix elements of certain operators require further renormalisa-
tion. They may depend on the scale and renormalisation scheme, and it may be necessary
to convert the results to a continuum scheme like MS in order to make contact with ex-
periment. The same applies for the definition of the renormalised gauge coupling and
renormalised quark masses.

In general, the renormalisation is simplified when symmetries are preserved exactly by
the regulator. As an example, for flavour- and chirally symmetric lattice actions, one finds
Zy = Z 4 = 1 for the conserved vector- and axial vector currents.

One method to relate lattice and continuum schemes is lattice perturbation theory,
which has the advantage that analytic results can be obtained. The mismatch between
the lattice and the continuum theories lies in the ultraviolet where the coupling is small, so
that perturbation theory may be a good approximation. However, a systematic uncertainty
due to neglected higher-order terms and nonperturbative effects remains.

Methods for nonperturbative renormalisation include the regularisation-independent
(RI) scheme [68] and the Schrodinger functional method. Applications of the Schrodinger
functional method include the renormalisation of the gauge coupling [69) [70] and quark
masses [71], as well as the matching of heavy-quark effective theory (see Sec. [4)) to QCD
[72].

2.7 Lattice artefacts and effective field theories

2.7.1 Non-zero lattice spacing effects

Errors due to a non-zero lattice spacing can be analysed be means of the Symanzik effective

field theory, where the lattice theory is modelled by a continuum theory with Lagrangian

Lsym = Lqcp + L1, (2.94)
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where L describes the lattice artefacts. It contains all higher-order local operators O;

that are not forbidden by the symmetries of the lattice action,

L= a"™% ¢ 0 (2.95)
7

with dimensionless short-distance coefficients ¢; depending on the couplings in the lattice
action and the renormalisation scale. Using this framework, one can predict the functional
dependence of lattice results on a, allowing a controlled continuum extrapolation. Note
that for the fermionic part of the action, the possible operators of dimension 5, like the
Wilson term , break chiral symmetry. Thus, if the lattice action has an exact
chiral symmetry, these dimension-five operators will be forbidden in the Symanzik effective
Lagrangian, so that chiral actions can not have O(a) errors.

Using the Symanzik effective theory, one can not only analyse non-zero lattice spacing
errors, but can also reduce them by adjusting the couplings in the lattice action so that
some of the coefficients ¢; in get smaller or vanish. This requires the inclusion of
the corresponding higher-order operators in the lattice actionm As the CPU time needed
to generate statistically independent gauge configurations with a fixed physical volume

4+2) where z > 0 accounts for critical slowing down, it can be much more

grows like a~
cost-effective to use Symanzik-improvement rather than reduce a [76].
Consider for instance a lattice derivative operator

a2 4

exp(aD,) — exp(—aD,,) a
K B =D, + c (D) + m(DHP + . (2.96)

2a
For smooth fields, the order a? error in (2.96) can be removed by taking the improved

derivative

) _
AL)_

a2

A(E) + + -
A = AH) — FA,&”AL AL (2.97)

instead. However, at one-loop level, still leads to O(asa?) errors due to radiative
corrections. These errors can be reduced by adjusting the coefficient in , but it is
difficult to find the correct value. A simple method of reducing radiative corrections is
tadpole improvement [77], which is based on the following observation. In lattice pertur-
bation theory, the gauge link U,(x) is given in terms of the vector potential Aif‘t as an
expansion in powers of a:

Uy(z) = 1+ iagAl™(z) + %(mg)z Al (@) + . (2.98)

10For off-shell quantities, also the interpolating fields in correlation functions must be improved.
HCritical slowing down is particularly severe for topological modes, where the autocorrelation

time grows rapidly [73], possibly exponentially [74] [75], when a is reduced.
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Consider the expectation value

1
uy = N (TrU,), (2.99)

(the mean link) defined in Landau gauge. At tree-level, ug = 1, and the one-loop result is
still close to 1, while the nonperturbative result for ug is significantly smaller. It turns out
that higher-order terms in the expansion are actually not suppressed by powers of
a, since the contractions of Aft with itself (leading to “tadpole” diagrams) produce UV-
divergences proportional to the same power of 1/a. The large tadpole renormalisations
in lattice operators can be taken care of through rescaling the links by a factor of 1/up,
where ug can be measured nonperturbatively.

Finally, note that for heavy quarks (am > 1) the usual Symanzik effective theory
breaks down. Following [67], we consider operators like »_ (—v"D,)" (these describe
deviations from Lorentz/Euclidean invariance). The time derivative is of the order of the
heavy-quark mass,

a™(=~y°Do)" ¥ ~ (am)"V, (2.100)

and hence powers of a are accompanied by powers of m, spoiling the convergence of the
expansion. The physical interpretation is that the lattice can not resolve the Compton
wavelength of heavy quarks when the grid is too coarse. Hence, the standard relativistic
fermion actions develop large discretisation errors for am > 1. The discussion of relativistic

heavy quarks in lattice QCD will be continued in Sec.

2.7.2 Unphysical quark masses

The CPU time in dynamical lattice QCD calculations also grows like some inverse power
of the light quark mass, as the condition number of the fermion matrix is proportional

to (amgq)~t.

In addition, lighter quark masses require larger volumes to keep finite-size
effects under control (see Sec. . Thus, most present computations are done at larger-
than-physical u- and d- quark masses, and extrapolations are required.

For many observables, the functional form of the dependence on the light quark masses
can be predicted using chiral perturbation theory (xPT); see e.g. [78, [79] for an introduc-
tion. In QCD with Ny massless quarks, the SU(Ny)r, x SU(Ny)g chiral flavour symmetry
turns out to be spontaneously broken to SU(N¢)y by a non-zero vacuum expectation value
@éq{/) = 06/, Fluctuations in the vacuum expectation value along the broken symmetry
directions, which do not change the potential energy, correspond to dim[SU(Ny)] = N? -1

massless Goldstone bosons (pions). One can introduce an effective SU(Ny)-valued field
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Y(x) = exp(2i®/f) (with traceless and Hermitian ®) for them, with Lagrangian

2
LypT = % Tr(9,X0"%T) + higher order terms. (2.101)

Since the operators in the chiral effective Lagrangian contain derivatives, the contributions
from higher-order operators and from loops are suppressed by factors of p?/f2. This gives
the theory its predictive power.

In nature, the u-, d- and possibly s- quark masses are small enough so that one has an
approximate SU(3)r x SU(3)g symmetry. For Ny = 3, the field ® can be parametrised

as

70/V2 +n/\6 wt K*
d = T -m/V2+n/v6 K" : (2.102)
K~ K —2n/\/6
To lowest order, non-zero quark masses can be included in the chiral Lagrangian through

the term )

_fZ ByTr [Mq(z + ET)} : (2.103)
where By is a new low-energy coefficient and M, = diag(m,,, mq, ms). Expanding ¥ =
exp(2i®/ f) around ¢ = 0, Eq. then gives a trivial constant term and, to quadratic

order,
BoTr [M,®?] = By [(mu +ma)m T+ (my + me) KK + (mg + mg) K°K°

+ %(4m5 + mg +my) nn+ %(mu —mgq)n 0+ %(mu + md)ﬂ'oﬂ'o},
(2.104)

from which we can read off the leading-order masses of the 8 pseudo-Goldstone bosons,
m2s = Bo(m, +myg), etc. (2.105)

This is a first prediction from YPT. Calculations to order p* (this includes one-loop cor-
rections) have been performed in [80]. At order p*, there are new low-energy coeffi-

cients and the results for masses, decay constants etc. include logarithms of the form

2
(Z;i’}% In(m%g/u?) where mpg is the mass of a Goldstone boso Like the chiral logs,

the low-energy-coefficients also depend on the scale i, so that the overall scale-dependence

is cancelled.

12When dimensional regularisation is used, no power-law divergences appear. When a momen-
tum cutoff (or a lattice) is used as a regulator, the power-law divergences can still be absorbed

into the couplings of the given order.
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With many lattice actions, chiral symmetry is broken explicitly by lattice artefacts, so
that there will be additive terms in that do not vanish for m, = 0. The effects of
non-zero lattice spacing can be systematically included in the yPT Lagrangian.

Note that it is also possible to study the interactions of (pseudo-)Goldstone bosons
with heavy particles (e.g. baryons) in xPT, as long as the momenta of the Goldstone

bosons involved are small compared to the scale of chiral symmetry breaking.

2.7.3 Finite-volume effects

As we have seen in Sec. a finite temporal box size L, (with the correct boundary
conditions) corresponds to a non-zero temperature. If one is interested in zero-temperature
physics, one typically chooses L, about 2 - 4 times bigger than the spatial extent L. The
dominant finite-volume errors then arise from the finite spatial size.

In a simplistic picture, a single hadron in a periodic box much larger than the hadron
itself interacts with the infinite set of its mirror images. The interaction proceeds through
the exchange of the lightest excitations, the pions (in computations with dynamical quarks),
and so we expect the effect to be suppressed by e~™= L.

Finite-volume effects can be studied systematically in chiral perturbation theory, us-
ing the same chiral Lagrangian as in infinite volume but performing the effective-theory
calculations in the finite box [81),[82]. The pion propagator then has to satisfy the periodic
boundary conditions, and can be written as an infinite sum over shifted infinite-volume
propagators.

As already mentioned in Sec. the effects of finite volume can also be expressed
in terms of scattering parameters, and can in turn be used to compute these parameters
[36, 37].

2.8 Relativistic heavy quarks on the lattice

As seen in section the usual relativistic lattice actions develop large discretisation
errors when am > 1. A possible remedy would be to simply reduce the lattice spacing a.
For the charm quark, which has m.(u = m.) = 1_27458:(1)1 GeV in the MS scheme [83], this is
already feasible today, in particular with the help of Symanzik improvement. An example
is the Highly Improved Staggered Quark (HISQ) action [84], which allows calculations up
to about am ~ 0.5. In [85], the HISQ action has been used to make precision calculations

of the D and D; leptonic decay constants. With this approach, the same action can be
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used for the charm quarks and the light quarks, and a partially conserved current can be
employed to calculate the decay constants.

In [86], the application of the HISQ action to bottom quarks is explored. The b quark
mass is my(p = mp) = 4.207047 GeV [83]. The MILC collaboration [87] have generated
gauge configurations with lattice spacings in the range from a ~ 0.18 fm (a~! ~ 1.1
GeV) to a ~ 0.045 fm (a~! ~ 4.4 GeV). Even with HISQ, this is still not fine enough to
accommodate the b quark, and extrapolations in my are required which lead to additional
systematic errors. Given that autocorrelation times grow dramatically as a is reduced
[75, [73], it appears that in the near future fine enough lattices with low pion masses and
large volumes will not be available.

One option for the inclusion of relativistic b quarks in lattice QCD is to use anisotropic
lattices, choosing the temporal lattice spacing a; much finer than the spatial lattice spacing
as so that a;m < 1 [88,189]. From Eq. one might expect that for heavy-light mesons
at rest the errors only appear as powers of a;m. However, it turns out that errors governed
by asm can still appear [90]. See also [91] for a more recent paper.

Alternatively, one can work with isotropic lattices, but tune the couplings of the tem-
poral and spatial terms in the heavy-quark action separately so that the dispersion relation
for the heavy quark is corrected [92]. This is known as the “Fermilab method”. Additional
higher-dimension operators need to be included in order to achieve good accuracy. The

kernel for the simplest action has the form

Konar (2, x,) = oz — Ky [(1 - ’YO)UO(x)(Sz/,x+6 +(1+ ’YO)U—O(-T)(Sx’,x*O]
3
s 3 [0 = AV s + (s + U500, ]
j=1
+ 2cE Kt [’70, ’YJ]E](x) 61/, z T CBFKs €5kl h/ja 'Yk]Bl(x) 5x’,z
(2.106)

where for convenience the fields are normalised such that the coefficient of the first
Kronecker-delta is 1. In , E; and Bj are the chromoelectric and chromomagnetic
components of a lattice discretisation of F),,. The bare mass is amg = 1/(2r¢) — 1 — 3rs¢
with ¢ = ks/k¢. The parameters rg, ¢, cg, cg must be tuned as functions of amg. Note
that for s = ( = 1, cg = ¢g = 0, the Fermilab action reduces to the standard Wilson

action.



Chapter 3

Effective Lagrangians for heavy

quarks

Effective theories for heavy quarks are based on the separation of scales |k| < m, where
m is the mass of the heavy quark and |k| is the typical magnitude of the spatial momenta
relevant for the system, defined in the rest frame of the hadron containing the heavy
quark(s). One important consequence of this separation of scales is that the effects of
heavy-quark pair production can be neglected or described by local effective operators.
The power counting will be discussed in more detail in Sec. It turns out to be different

for hadrons containing more than one and hadrons containing only one heavy quark.

Heavy-quark effective theories can be used to analyse the behaviour of Wilson-like
lattice fermion actions in the large-mass limit [93] 94] 05]. Alternatively, one can directly
use a discretisation of a nonrelativistic effective Lagrangian to describe heavy quarks on

the lattice. The latter method is used in this dissertation.

In this chapter, I shall review the derivation of the standard heavy-quark effective
Lagrangians in the continuum. I will then perform an independent derivation of a “moving
nonrelativistic QCD” (mNRQCD) Lagrangian, obtaining a new result slightly different
from that reported previously in the literature. Two approaches to the lattice discretisation

of heavy-quark effective theories will then be discussed in Chapters [4] and

One way to derive an effective Lagrangian is to write down all local operators com-
patible with the symmetries and required for the physical system under consideration.
The short-distance coefficients of the operators are adjusted so that the effective theory
and QCD give the same results for on-shell physical observables to the given order. This

approach is applied to heavy quarkonia in [9, [10] and goes back to [96]. If performed cor-
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rectly, it has the advantage that no operators are missed out, but the method is technically
not so straightforward.

Another derivation of a continuum effective Lagrangian, appropriate to heavy-light
systems, is to “integrate out” the antiquark components of the theory in the path integral
approach [97]. This is usually done at tree-level only, and a matching to full QCD is
performed afterwards.

Here I will use the method of the Foldy-Wouthuysen-Tani (FWT) transformation,
following [98], where the effective Lagrangian is obtained via a field transformation. This
is a systematic procedure, which gives all operators bilinear in the heavy-quark fields
together with their tree-level coefficients. By construction, it also gives the tree-level

relation between the heavy quark fields in QCD and the ones in the effective Lagrangian.

3.1 Foldy-Wouthuysen-Tani transformation

In this section we derive a classical (tree-level) continuum effective Lagrangian for heavy
quarks order by order in 1/m via the Foldy-Wouthuysen-Tani (FWT) transformation,
which decouples the particle- and antiparticle components in the Dirac Lagrangian to a

given ordelﬂ The particle/antiparticle projectors are

and hence the transformation should remove all terms from the Lagrangian that do not
commute with 4°. In the following, we work in Minkowski space. Writing the Dirac

Lagrange density as

L =U(—m+i3"Dy +i5’ D;)¥, (3.2)

we see that we must aim to cancel the 47 D; term. To this end, we introduce the field

redefinition

I
U = exp (Qm Z’Y]Dj> Ty,

_ 1 _ 1 .=
VU = Vyyexp <2m z'y]DJ) = V() exp <_2m wJDj> , (3.3)

!The expansion parameter 1/m is purely formal at this stage. It turns out that for heavy-light
hadrons, the expansion really is in Agcp/m (cf. Sec. [3.2), and consequently the FWT method is
particularly convenient for these. The method is also correct for heavy-heavy mesons, but there

the power counting is different.
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which does indeed cancel 747 Dj, but also results in an infinite set of additional terms with

higher powers of 1/m. In terms of the new field ¥(y), the Lagrangian reads

_ . 1 _

n=1

The new terms Oy, (n > 1) still contain pieces with odd powers of spatial gamma

matrices and thus do not commute with 4°. The order 1/m term is given by

Onn = —§Dij - gﬁ“,’?"]Fuu
1 g ng
= —-D;DI — 25 AN F 2474 Fj. (3.5)
2 8 2
=0¢ —0A

(11

Here, we wrote O(1); O( T O( D1 with [08)1 , @0} = 0 and {Oé)l , fyo} = 0. The

anticommuting part 0(1)1 can now be cancelled by a second field redefinition, similar to

B-3).

L oa
Yoy = exp (WO(m) V),

_ _ 14
Uy = Ypexp (WO(m) : (3.6)
which results in
_ 1
L= \I/(z)( m + iy D(] \11(2 + Z W\P 2) (2)n \I/(Q) (37)
n=1

with

1

<DadF
2

Lyi 54 (D, Fko}) ,

4484 D; Dy Dy — %ﬁj [Do, Fjo). (3.8)

L Ha
V) = exp <2m30(2)2) V)

_ — 1
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The Lagrangian becomes
_ . 1
L = \Il(g)(—m + Z’}/ODo)\IJ(g) + Z W\I’(g) O(3)n \I’(g) (310)
n=1

with

Ofan = OGy,

Oin = 0,
O = Oy
O, = 0. (3.11)

Clearly, this procedure can be repeated to remove the 4%-anticommuting terms to arbitrar-
ily high but finite order in 1/m. Note that no additional time derivatives are introduced.
We will only keep the terms up to order 1/m? now.

As these terms commute with 4° and there are no time derivatives other than 4Dy,

we can now remove the mass termﬂ from the Lagrangian by redefining

Vi) = exp (—imxofyo) 0,
U = U exp (imz93°) . (3.12)
The resulting Lagrangian is
= U |i3°Dy — —D. DI — 2L (35 3K F.
L |:Z'}/ 0 o J m [’7 Y ] Jk

g .
“gm2 (D?dFjo -

Using [47, 4% = —2i€;j, X! with

4 J 0
swi= (7 7|, (3.14)
0 o’

and defining the chromoelectric and chromomagnetic components of the gluon field strength

tensor as E; = Fy; and B; = —%ejlekl , we obtain
T |20 D? 9 9 0 (ad . 7
L = U|i3°Dy+ — +-LxnB+-L4 (D -E+zE-(D><E—E><D)) ¥
2m = 2m 8m?2
+ O(1/m?). (3.15)

2This step is not really necessary, since the mass term only corresponds to a trivial shift in the

energy. In fact, a mass term is generated as a counterterm through renormalisation.
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For later reference, we also summarise the field transformation:
(7)) = Tewr e ™" () (3.16)
with

Tewr = €xp 2m (Z’Y D):|

! i ..
X exp 2m2<—2707-E>}

s (45 or'm)+ 6907 )]

x [1+0(1/mh)]. (3.17)

X exp

Next, introducing two-component fields 1) and £ as

U= < Té’ ) : = <¢T, fgf), (3.18)

we find that the Lagrangian (3.15]) can be written as
2

D
L (0 [ZD0+2m+2mo'B—|—8m2 (D E+io-(DxE EXD))]Q/J
D?
f = _J ad —
+ £ |:ZDO 5m 5 B—|—8m2 (D ‘E+ioc-(DxE ExD))}f

+ 001/m®). (3.19)

As desired, the quark field ¢ and the antiquark field £ are separated. In our conventions,
the field operator related to ¢ annihilates a quark, whereas the field operator related to &
creates an antiquark. Note that the antiquark action S¢ = i Ly d*z can be obtained from

the quark action Sy, = [ Ly, d*z by making the following replacements:

v o (€

vl (@7,

Ay = (iAu)*:*(Au)Tv

B — (i) = — (BT,

iB; — (iB))' =—(B)",

iol (i) =~ (o))", (3.20)

where T denotes the transpose (in colour and/or spin space) and * complex conjugation,

i.e. the antiquark field transforms under the complex conjugate representations in colour
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and spin space. To see this, integrate by parts and take the transpose of the entire action
(the latter also introduces an overall minus sign, since the Grassmann-valued fields £ and
€T are interchanged).

It is important to make the following remark: In the quantum field theory functional
integral, one integrates over arbitrary non-smooth fields. However, the FWT transforma-
tions e.g. contain derivative operators acting on these fields. Of course, the path integral
is only defined with an ultraviolet regulator such as the lattice, but one can not expect
that the field transformations commute with the UV regularisation and renormalisation.
The form of the local operators obtained through the FWT transformation is still correct,
but after (lattice) regularisation their coefficients must be renormalised away from their
tree-level values to take into account the short-distance (UV) effects.

The derivation given here also misses out operators which are not bilinear in the heavy-

quark fields, like four-fermion operators of the form

Pheey. (3.21)

In perturbation theory, these operators arise at 1-loop level and therefore have coefficients
suppressed by an additional factor of o2 [I0]. Hence, these operators are far less important

than the bilinear operators, and can be neglected here.

3.2 Power counting and heavy-quark symmetries

3.2.1 Heavy-light hadrons

For mesons and baryons containing only a single heavy quark, the light degrees of freedom
are governed by the nonperturbative gluon dynamics and are thus characterised by the
scale Aqcp. It follows that the typical momentum transfer between the heavy quark and
the light degrees of freedom is also of order Agcp. Thus, if the hadron is at rest, the

covariant derivative acting on the effective heavy-quark field is of order
|Do| ~ |D| ~ Aqcp. (3.22)

The gluon gauge potential is also determined by the light degrees of freedom, and hence,
in a smooth gauge,
lgAo] ~ |9 Al ~ Aqep (3.23)

and
lg Bl ~ A(QQCDa lg B| ~ A(QQCD' (3.24)
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By simple dimensional analysis it follows that for a heavy-light hadron at rest a term in
the Lagrangian that comes with 1/m™ will be suppressed by a factor of

(Fa)’ (3.25)

m

relative to the leading term. Consequently, (3.19) is accurate up to corrections of order
(Aqep/m)3. In the static limit
m — 0o (3.26)

the effective Lagrangian (3.19)) therefore reduces to
L£=1"iDg v, (3.27)

(here we have set £ = 0) and the heavy quark only acts as a static colour source. It is now
obvious that the physics of the heavy-light hadron in this limit does not depend on the
flavour or the spin of the heavy quark. This leads to the heavy-quark flavour symmetry
and the heavy-quark spin symmetry [99] [07], which are broken by corrections proportional
to Aqecp /m (the flavour symmetry breaking is proportional to Aqcp /my — Aqcep /meg for

two heavy-light hadrons with heavy quark masses m; and mg).

3.2.2 Heavy-heavy mesons

The situation is different for heavy-heavy mesons (quarkonia). Naively speaking, the

heavy quark and antiquark orbit around their centre of mass with some velocity vop.. For

2

o ~ 0.3 [9]. These estimates are

bottomonium one has vgrb. ~ 0.1 and for charmonium v
obtained by assuming that the average kinetic energy is of the order of the 25 — 1.5 energy
splitting; the values for vgrb. calculated in this way are consistent with predictions from
potential models.

The spatial momentum and the kinetic energy of the orbital motion are of order
K| ~mvorh.,  Eidn ~ m o5y, - (3.28)
It follows that the spatial covariant derivative acting on the heavy-quark field is of size
D[ ~ m vorb,.- (3.29)

At the short distances relevant for quarkonium, the quark-antiquark potential is similar
to the Coulomb potential. Thus, the kinetic energy is of the same order of magnitude as

the potential energy, and so we have (in Coulomb gauge)

lg Ao| ~ |Do| ~ Eiin ~m Ugrb,- (3.30)
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Using the Yang-Mills equations, one can then show [I0] that the vector potential is of
order
‘g A| ~m Ugrb.a (331)

and hence
g Bl ~m*vly,,  lgBl~mug,, . (3.32)

We now see that the individual terms in the effective Lagrangian are suppressed by various
powers of the internal velocity vy, and this is the correct expansion parameter. All terms
in are of order vé‘rb. or lower powers of v, , but one term of order vﬁrb. is missing.
By expanding the expression for the relativistic kinetic energy in powers of the momentum
k,

Exin = VEKZ+m?-—m
k? k* k6
i % - SW —"_ W T oees (3-33)

we see that we must include the term

= D4 .
Ekin,m73 == \I/ W\I} (334)
into the Lagrangian to obtain accuracy to order Uf;rb.. For more details of the heavy-heavy

power counting, see [10].

3.3 Generalisation to a moving frame of reference

The effective Lagrangian obtained in section can be used to describe a heavy quark
with small spatial momentum k, that is |k| < m. Note that the total 4-momentum p,

can be written in terms of the residual momentum k,, as
Py =mu, +k, (3.35)

with the trivial 4-velocity u = (1,0,0,0). We will now work in a Lorentz-boosted frame
of reference moving with an arbitrary velocity v so that u = (v, yv) with y = 1/v/1 — v2.

Under the coordinate transformation
't = A2, (3.36)
the original Dirac field in (3.2)) transforms as follows:

W' (2') = S(A)¥(z), (3.37)
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where S(A) is the Dirac-spinor representation of A. Writing ¥(z) in terms of the effective

field ¥(z) using , we get
W' (z') = S(A) exp (;n mﬂ’Dj> .. exp (—ima®4°) ¥ (x), (3.38)
where the ellipsis indicates the higher-order parts of the FWT transformation. Using
S(A) 4" = (ATH*, 47 S(A), (3.39)

the matrix S(A) in (3.38) can be moved to the right:

U'(z") = exp <23n i(A71)7 #@“Dj> ... €Xp (—ime(A_l)OVﬁ”) S(A) U(z). (3.40)

Next, we define a new field
¥'(2') = S(A) ¥(x), (3.41)
and express (3.40) in terms of the coordinates z’. This finally gives

1 , ~
V(z') = exp (2m i(A™hY M’y“A”le’,> ... €xp (—imAO)\x')‘(Afl)op”yP) V(2

= exp (2; i(I —hu- D')) . exp (—imu -3’ ) W(a), (3.42)

where 9% = u,4*. In terms of the new field \if’(m’), the effective Lagrangian 1' reads,
through order 1/m,

L = VU(iA°Dy— —D;D’ — L[5 A Fyp | ©
<w 0= 5 Dj g V] ]>
- . 1 . Zg : _ =4
_ 20 A1 ! 7 ! Mlv 27 AKTAKR AV ! 1 !
= \IJ/ S(A) <Z’)/ A ODM_ %A ]AJ l/Dl,LD — %[’}/J,’}/ ]A ]A k’Full> S (A) \Ij
= D? 1. . .
= (z;/awD’_ 2m_4m[7“’%]DfD,f v

12
= \iﬂ(i;&u-p’—i)\iﬂ. (3.43)

2m

Here we have used the notation
Dt = DWW —ut u-D'. (3.44)

To separate the particle- and antiparticle components in (3.43), we now have to use the

boosted projectors
Ly

P = S(A) Py S7Y(A) .

(3.45)
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Defining ¥/, = Pj([u)\i/’ , we obtain

_ 2 _ _ 12 _
L=, <+z‘u.D’—l> v+ U (—iu~D’—2L> U+ O@1/m). (3.46)

2m m

The part with ¥/, in (3.46) is the standard continuum HQET (heavy-quark effective
+

theory) Lagrangian for a non-zero frame velocity [97].

3.4 Moving NRQCD Lagrangian

As a consequence of the Lorentz boost, the terms in the Lagrangian commute
with 9’ rather than 7" and the spatial derivatives are now accompanied by temporal
derivatives. For applications in lattice QCD, it is more convenient to introduce a different
form of the boosted Lagrangian that retains commutativity with v° and does not contain
time derivatives in the 1/m correction terms [19, 20]. This formalism is called Moving
nonrelativistic QCD (mNRQCD).

The commutativity with v can be restored by simply removing the factor S(A) in the
definition of the field ¥/, Eq. , so that

U (2) = U(x). (3.47)
The relation between ¥’ and ¥’ then reads
. ‘ <
V' (z') = S(A) exp <2m nyjA“jDL> o exp (—imu - 3" 4°) V' (a), (3.48)
and the Lagrangian becomes
(U'D,)Q _D/2 B Zg

P ) / i k1AP /
L = v [Z’Y u-D LR W 87mh]’7]A AN

g v 1 ] v J
o 0 <A AP u (D) — 507, YFIAY AP’ { D), F;U}ﬂ o’

+ O(1/m?). (3.49)

Since we will work exclusively in the 2’ frame from now on, it is convenient to rename the

coordinates such that

r — . (3.50)
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This means that in (3.49) we rename ¥ — W, . 6, D), — Dy, F},, — F,,. With the

new notation and after some additional algebraic steps we have

. D)2 — D2
L = w[mﬂu-D+(“)+gz-B’

2m 2m

+ 253 (Dt P + eI A { Dy Ef}) } ¥
+ O(1/m?). (3.51)
Here, we wrote B = —s€ejmA" AV F,, and B = AF ;ju”F where convenient to simplify

the notation. In terms of the fields B; and Ej, these relations read

gl
B = B-vxE———v(v-B)],
7( L+ ( )>

We now need to eliminate the time derivatives in the operators of order 1/m and 1/m? in
(3.51)). This can be done via further field redefinitions [19} 22].
It is convenient to write the Lagrangian (3.51)) in the following form,

- 1 1 ~
—~ T i —_— ) 1/m? .
L=r~ |:O[) + VmOl + (ym)ZOQ} + O( /m ), (3 53)
with
01 = 5w DP-D)+5x-B
0y = 253° (D " +ic A", {Dy, B} (3:54)

We start by removing the time derivatives in O;. To see how this can be done, we note

that any field redefinition of the form

- 1 -

U = exp (U) Uy,

ym
— — 1
v = v — .
(1) €Xp ( mU> ; (3.55)

will result in

1 ~
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with the new operators

0(1)1 = 01+ {U, Oy},
1
Onp = 02+{U, 01}—|—UOOU+§{U2, Oo}. (3.57)

Thus, we need to write O = Oy — {U, Og} with some operator U such that O(1)1 does

not contain time derivatives. This is indeed possible,

1
01 = 5 [*Di+7*{Do, v-D} +~*(v-D)* - D} + D’| + I%. B/
1
= - [D*-(v-D?+In. B
2 2
= O(1>1
1
+5 [0 =1)D§ ++* {Do, v- D} + (v* + 1)(v - D)?], (3.58)
= - {U’ OU}
and we can now read off the operator U:
(N
U= Z’yo [(* =1)Do+ (v* + 1)v-D]. (3.59)

The next step is to remove the time derivatives (other than the adjoint time derivative,
which acts on the gluon field strength only) in the new operator O(y)s, given in 1)

Similarly to before, we use a field redefinition

- 1 -
Yo = e () Yo

= 1
(1) = \IJ(Q) exXp (WV> y (360)

=X

now with an extra power of 1/(ym), so that the lower order terms are unaffected. The
transformation (3.60)) results in

— 1 1 _
=~ — — 1\ 1/m? 61
L=7Vgy |0+ 7m0(2)1 + (7m)20(2)2] 2) +O(1/m?) (3.61)
with

Oy = Oun,
Ow@)2 = O +{V, Oo}. (3.62)

We need to write O(1)s = O(2)2 — {V, Op} with some operator V' such that O(9), does not
contain time derivatives. We will treat the terms in Oq); (Eq. 1' individually. Note
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that the last term, — {—%U 2, OO}, is already in the desired form. The time-derivative in
the original O, defined in (3.54)), can be treated as follows:

Ly 30N Do, B} = =2

994%usA% {v - D, Ef}

) 8
_{_%vﬁjkleAokE;, Oo}- (3.63)
Next, using
L o P20
we obtain
1., 1
UOyU = i{U ) OO}+§[U7 [003 UH
N 1 L 140
— (w2 o0} 41 [0 [on j0? - von+ 230w D]

1 1 '
= 5{U2, 00}+5 [U, [wo(DoJrv-D), ;’A}/OV-D:H

= %{UQ, Oo} —%[U, [Do,v - DJ]
= %{UQ» 00}—12*6[?) ("2 = 1)Do + (* + 1)v-D), igv - E]

S {—;UQ, Og} - 1%&0 ((72 —)D§ + (¥ + v - Dad) (v-E)  (3.65)

and
1 5 .0
{U, 01} = 1(7 —1)0p+ ;4" v-D, Oy
i 1, 5,
= iry v D7 Ol - _1(7 _1)017 OO

(EB

Let us now consider the nested commutator in (3.66)):

efiem o] - [o foreoien]

—1)04, 00}. (3.66)

2

= [i’yo (v* =1)Do + (v* +1)v- D), %gv . E}

= 5 (P -0+ (P + v D) (v-E).  (367)
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The adjoint time derivative Dg‘dE acts only on the chromoelectric field and can be kept.
We conclude from (3.57)), (3.63), (3.65) and (3.66]) that

. ; 1
vV = —%v €S A L B + {;fyo v-D, U} - 1(72 - 1)0; - U? (3.68)
and
Oy = %7 40 <Dzdu,,FW + i€ S A" { Doy B} —iejuS A {v - D, E/} )
g9 .0

~ 5 (P - DD+ (P 4 )y DY) (v B)

+%ﬁ0{v-D7 D’ — (v-D)’ +¢%-B'}

= 2920 (D".E-v- (D" x B)) +i§9fyfy02- (D x E' — E/ x D)

igry? ;
_ﬁ&O{V.D, 2'(VXE/)}—|—Z’70({V-D, D2}_2(V‘D)3)

1 92 _ 2 2
+24° {v-D, 2-B’}+(1V6)~"UO (D3t —v D) (v-B).  (3.60)

We have now achieved the goal of removing the time derivatives through O(1/m?). Finally,

we rescale the fields

\i’ = —VU,,
) Nei
— 1

to remove the factor of v in front of £. We arrive at the following result for the tree-level

moving NRQCD Lagrangian in Minkowski space:

_ D2_ 'D2
L = U,|i5°Dy+i#'v-D + v-D°, 9 5. p
2ym 2ym
i ~0 2 3 g .o d d
Tz (VD D% —2(v- D)) + 2057 (Da -E—v-(D* XB))
ig ~0 / / ig ~0 ,
> (DxE -E xD)- 9 ___ D S (vxE
gyt B (DX D)~ g (VD B (v ED)
(2—V2)9A g .
+ gz (P8 =¥ D) (v B) + i v D, 2B,

As before, all terms commute with 4°. We can therefore introduce 2-component fields

Uy(x) and & (),

v, = ( ;”) v, = (vl —l). (3.72)
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to explicitly separate the Lagrangian into the quark and antiquark pieces (terms that

do not contain a factor of 4° in (3.71) appear with the opposite sign in the antiquark

Lagrangian):
D2 — (v D)2
£ = ¢ |iDy+iv-D+ VD", 9 ,.p
2ym 29m
i 2 3 g d d

+ gz (v DD }—2(v-D)*) + 5 (D E—v. (D" x B))
+ Y o DxE-ExD) -9 (v D o (vxE)

8ym? 8(y+ 1)m?

(2-v?)g

ad ad Z'g !
— (Dy'~v-D )(V~E)+W{V~D, a.B}MU

D’ (v-D)? g
2ym 2ym

o-B

+ & [iD0+iv~D—

7

({v-D, D*} —2(v- D)) + L (D E— v (D" x B))

4~2m? 8m?2
+ Y o DxE-ExD) -9 (v D o (vxE)
8ym? 8(y+ 1)m? ’
(2=v)9 (ya ad ig ,
+ e (D' —v-D )(V'E)—FW{V'D, o-B'}|¢
+ O(1/m?). (3.73)

A moving NRQCD Lagrangian of this order had already been presented in [22, 21 23],
but my result (3.71] , which is published in [100], is slightly different.

For later reference, I now summarise the tree-level relation between the full QCD field
U(z) and the 4-component moving NRQCD field (3.72)). We have

w4 1
U(z) = S(A) Tpwr e o207 A, Vo (3.74)

(and correspondingly for W) where Typwr is the FWT transformation (3.17) expressed in

the new frame of reference,

/A" ;D igy - B'4°
Trwr = —_— — 3.75
FwT = €XP < om exp < (2m)? > Xy ( )

and Ap, removes the unwanted time derivatives in the Lagrangian,

Ap, = exp (#1) exp <(72)2> X o s (3.76)

The operators U and V' in (3.76]) were defined in Eqgs. (3.59) and (3.68)), respectively.
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3.4.1 O(1/m?) relativistic correction in moving NRQCD

As explained in section for heavy-heavy mesons one needs to include an additional
O(1/m3) term in order to achieve accuracy to order O(vi, ). Instead of performing all
the field redefinitions to this order, we again obtain this term by expanding the kinetic

energy expression in powers of the residual momentum k,

By, = \/(ymv+k)2+m2—7m
= vk (K (V19 + s (v I 20 k)Y
s (K3 S, (v —5(v )+ (3.77)

Here, we ordered the terms with products of (v - k) and k? in form of anticommutators,
since we are now going to replace k by the operator —¢D, and the anticommutator-ordering
is what one would have obtained from field redefinitions. Indeed, we get the same results
up to O(1/m?) and the following O(1/m3) term:
— 1

Lyinm-3 = — U, s (-D*+3{D?, (v-D)?} - 5(v-D)") T, (3.78)
Note that for heavy-heavy mesons the power counting in mNRQCD is modified when the
frame velocity is close to the speed of light (i.e. |[v| — 1 in our units). The details are given
in [100]. For the moderate velocities used in the numerical calculations in the following

chapters this effect is negligible.

3.5 Euclidean mNRQCD Lagrangian

The Euclidean moving NRQCD Lagrangian can be obtained by following the general
procedure discussed in Sec. It is also convenient to define the relation between the
3-dimensional chromoelectric field E and the 4-dimensional field strength tensor F},, with

a different sign in Euclidean space, i.e.
Ej = —F;. (3.79)
With this definition, Eq. (3.52)) turns into the symmetric form

: Y
B = B+ivxE—-—v(v-B)],
1l LoviveB)

E = v(E4ivxB———v(v-E)]. .
'y< + v X 1+7V(v )) (3.80)



3.5. Euclidean mNRQCD Lagrangian 47

The Euclidean Lagrangian, to which we now also include the O(1/m?) relativistic correc-
tion term (3.78]), reads

L = ¢l[Do—iv-D—D22§;D)2—2$m0"]3/

- 1 (v DL D =2 DY)+ L (D Bty (D < B))
_879mzo-.(DxE’—E’xD)—I—W{V'Da o-(vxE)}
o (o0 0) 008 2 (oD, 0 )

_ 8fy3’1m3<D4 —-3{D? (v-D)?} +5(v~D)4)} Yy
+€l[D0iV'D+D2_2§‘;D)2+2$mU'B,

D D) (0 B )
_87577?12.7.(D><E’—E’><D)+W{v D, o (vxE)}
S ) v oop)

n W’lmg(p4 -3{D? (v-D)?} +5(V-D)4>} €o
O /m®). (3.81)

Naturally, the field redefinition ([3.74)) also needs to be continued to imaginary time. This
must be done independently for ¥ and W.

Note that, as in (3.20)), the antiquark action can be obtained from the quark action

through the replacements

)
A (O
1A, — (1AL,
iE; v (i

(3.82)
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Remarkably, in Euclidean space there is also a much simpler prescription:

replace ¢, — (&),

)
vl = (&)
v o= (=v),

and take the complex conjugate of the whole action kernel. (3.83)

To see that the new prescription is equivalent to , it is convenient to insert
factors of —(i2) = 1 into the Euclidean Lagrangian where appropriate such that it is
written explicitly in terms of the anti-Hermitian quantities ¢4, ¢E, iB and io. Then one
sees that is equivalent to taking the complex conjugate of the whole action kernel,
apart from the remaining factors of i. Now, the crucial point is that precisely those terms

with additional factors of i come with an odd power of v. Thus, changing also the sign of

the velocity makes the new prescription work.

3.5.1 Euclidean quark and antiquark Green functions in mNRQCD

As shown in the previous section, in Euclidean space the antiquark action kernel equals

the complex conjugate of the quark action kernel with the opposite boost velocity,

e B I

o = ot ot o], [k ][],

= [at [ata @], [KV6 0] [de)]
- fae far )] [-x o], e, o

c's’
Here, we explicitly introduced the colour and spin indices ¢, ¢, s,s’. We define the quark

and antiquark Green functions as

GV, o) = (wla) @),

G, @) = (&l@) €@)), (3.86)
From the relation between the actions Sy, and Sg, it follows that
Gg_w(l" :L‘/)] csc's! - |:G1(ZJZV) (1‘,, 1‘)*:| s cs
= - [Gﬁ;ﬂ («, x)*} : (3.87)
v csc's!

that is, the Euclidean antiquark Green function can be obtained from the Euclidean quark

Green function with the opposite boost velocity.



Chapter 4

Lattice HQET

Recall from Sec. that for hadrons containing only a single heavy quark of mass m
the contributions from the operators with factors of 1/m” are suppressed by (Aqcp/m)P.

The leading-order Euclidean Lagrangian in the rest frame is simply
0
£ = ytDy . (4.1)

Eichten and Hill [I0I] suggested a simple lattice discretisation of (4.1)), referred to as
lattice heavy-quark effective theory (LHQET). In LHQET, higher-order corrections to
are treated as insertions in correlation function, so that the resulting theory may be
renormalisable. Even though LHQET is not used for the calculations in this dissertation,
we will discuss it briefly in this chapter. It will be instructive to compare it to lattice

nonrelativistic QCD, which will be introduced in Chapter

4.1 Relativistic corrections as operator insertions

We first discuss the continuum theory, working to order 1/m and setting v = 0 for sim-

plicity. The effective Lagrangian has the form

Ly=0mLi Y+l + %cfj) (4.2)
where El(p_l) = 9T1) is a mass counterterm, [,g]) is given by , and ES) reads

) = yf —%DQ ~Jo B] 0. (4.3)

Let us denote by Sgcp the relativistic QCD action including the gluons A, and the light
quarks U, W. The full path integral with action S = Socp+ [ d*z Ly, for the expectation
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value of some observable O is
1 — -1 0 1
(0) = Z/D[A,\Il, T, 1,11 O exp (—SQCD —om 85V — 8¢ — L5¢ )) L (44)

However, in HQET one does not work with (4.4)), but rather expands the exponential to

the given order in 1/m:
exp (—Sqgcp — Sy) ~ exp (*SQCD —om Sl([l) - S{(ﬁo)) (1 - %S&lv . (4.5)

Thus, one effectively calculates the expectation value
1 (0) 1 _ 1
((1-£si) o) = Z/D[A,\If,qf,w,w (1-£s) o
X exp (—SQCD —om Sfb_l) - Sl(po)) , (4.6)
where the action used in the path integral is

Socp —|—5m/d43: iy + /d43: »iDg 1. (4.7)

Since this action contains all possible operators of dimension < 4 compatible with the
symmetries, and no higher-order operators, it is renormalisable according to Weinberg’s
power-counting theorem [I02]. The question then is whether the composite operators
in <1 — %Sfﬁ) O can be renormalised. It is shown in [I03] that the renormalisation of a
composite operator requires as counterterms only operators of the same or lower dimension.
When all these are included, the theory is formally renormalisable. It has been pointed
out in [I04] that the renormalisation must be performed nonperturbatively. This shows
up in power-law divergences when using a momentum cut-off or the lattice regularisation,
but is also true when using dimensional regularisation where apparently no power-law
divergences exist.

In lattice HQET, nonperturbative renormalisation can be performed using Schrodinger

functional methods; see e.g. [72].

4.2 Continuum HQET Green functions

In the following, we consider the continuum HQET propagator to order 1/m on a given

background gauge-field. For z = (7,x), 2’ = (7/,x’) and 7 > 7/, we have, according to

Eq. (@.6),
¢V, o) = lep o) w<w){1+ [t w*<x”>[

D? go-B
— +
2m 2m

| vl
< exp{ = [[aty vl o+ om) win)}. (1)
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Let us now perform the functional integral over the heavy-quark fields ¢, ¢!. This gives
1
ng)@’ 7)) =

Gy
T D? g¢o-B
d ///d3 //G ,X, //’ m | = G " //7 /7 /7
+ /T' T ' Gy(1,%x, 77,x") 2m+ 2 | w(x", T T X

(r,x, 7,x')

(4.9)

where G, denotes the propagator according to the action [d*z ¥T(x) (Do + dm) (x).
Now the question arises what boundary conditions to use. In Minkowski space, the field
operator related to ¥' creates heavy quarks and the field operator related to ¢ annihilates
heavy quarks. It follows that for ¢ the time-ordered Green function equals the retarded
Green function. In order for Wick rotation to give the correct result, one must also take
the retarded Green function in Euclidean space, i.e. consider forward propagation. The

propagator G, satisfies the initial condition

Gylr=7,x%, 7,x) =8 (x - x/) (4.10)
and for 7 > 7/ we have
(Do + 6m) Gy(1,x%, 7,x") =0, (4.11)
or
0:Gy(r,x, 7', %) = — [ig Ap(T,x) + 5m] Gy(r,x,7,%). (4.12)

The solution of this differential equation is
Gy(r,x,7,x') = e_‘sm(T_T/)cSS(x -xXYU, 7,7, (4.13)

where U(x’, 7,7") the time-ordered exponential of —ig Ay along the line with constant x':

UX,7,7)= T exp <—ig/ Ao(7",x) dT//> : (4.14)

Eq. (4.14)) is the parallel transporter along the straight line from (7/,x’) to (7,x’). By
inserting the solution (4.13)) into Eq. (4.9)), we finally obtain the following result for the

heavy quark propagator with the 1/m correction:
Gl(pl)(m, ) = e T (x — X UK, 7, 7)

+ e_‘sm(T_T/)/ dr”" U(x,7,7") [

D? -B
o +9 ;m ]7// x53(x -x"Y U, 7, 1).

(4.15)



52 CHAPTER 4. LATTICE HQET

4.3 Lattice discretisation

The simplest lattice discretisation of the action ((5m Sq(zj_l) + S&O)) is, in lattice units,

A~

> vl (@) [(1+ dm)y(x) — Uf(z — 0)¢(z — 0)]. (4.16)
The corresponding propagator is
Gy, &) = 8y (14 6m) """ DU (X, 7, 7), (4.17)

where Uy, (x/,7,7') is given by

T—7'—1
Uu(x',7,7) = ] Ul +n0). (4.18)

n=0

The lattice expression for the propagator with the 1/m correction analogous to (4.15)) is

then
Gz, 2') = (1+5m)~ 7+

X { 5X, x/ Ulat (X/a T, T/)

lat +

2m 2m Tx"

.
D2 ‘B
+ Z Ulat(X7T7T”) [ A =

pe7—

/ " /
5X,x’ Ulat(x T 5T )}7

(4.19)

where D2, and B,,, are lattice discretisations of D? and B (examples are given in Sec. [A.2)).

Of course the operators need to be multiplied by renormalisation factors.

4.4 Signal-to-noise ratio

The simple form of the static action (4.16)) leads to a rather bad signal-to-noise ratio
in heavy-light correlation functions, exponentially falling as the continuum limit is taken.

This has been explained in [I05]. In general, the statistical variance in a two-point function

C(1) = ((1)®1(0)) (4.20)

is given by

o*(7) = ([@(r) 2! (0)][@(r)@"(0)]") — [(@(r) @' (0))*. (4.21)
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Now, if @ is an interpolating field for a heavy-light meson, then for large 7 we have in the
static theory
O(7)lstatic o e @, (4.22)

where ECS?tq is the energy of the heavy-light ground state, which is dominated by a linearly
divergent contribution from the static propagator, E* oc g2 /a.
On the other hand, it turns out that in the variance correlator (4.21)) the contributions

from the two static propagators cancel each other and hence
o2 (7)|static o €T (4.23)

It follows that the signal-to noise ratio is

o o (Edamgma)T. (4.24)

static

This decays rapidly with 7. In contrast, when lattice NRQCD (see Chapter [5) is used,

the heavy quarks in 0?(7) form a QQ (quarkonium) bound state, so that

C(r)
o(7)

The signal-to-noise ratio (4.25)) still decays exponentially with 7, but with a much smaller

1
o ef(EQﬁiﬁ(EQQ+m7T))T. (425)
NRQCD

exponent [106].

Note that the signal-to-noise ratio in lattice HQET can be improved significantly by
replacing the gauge link Ug (z —0) in with a “smeared” link that depends also on
the neighbouring gauge links [107].



54

CHAPTER 4. LATTICE HQET




Chapter 5

Lattice moving NRQCD

In this chapter I will explain how the moving NRQCD Lagrangian can be formulated
on the lattice such that the resulting theory works for both heavy-heavy and heavy-light
hadrons. The method is analogous to non-moving lattice NRQCD, which has been formu-
lated in [9, [10] and used with great success in recent dynamical lattice QCD calculations
[108, 109, [1T], 110].

According to the power-counting rules derived in Sec. for heavy-heavy mesons
the lowest-order moving NRQCD Lagrangian is
D? — (v-D)?

2ym

D? — (v-D)?

| & 51

L£O =yl |Dy—iv-D— Mﬁﬁi[l}o—iv-DJr

The operators (D? — (v-D)?)/(2ym) and (Do — iv - D) are both of order O(v2, ). Thus,
the operator (D? — (v - D)?)/(2ym) can not be treated as an operator insertion like
in lattice HQET (cf. Chapter , but must be kept in the exponential e~ in the path
integral. As this operator has dimension 5, the resulting theory will be nonrenormalisable
in the standard sense, and power-law divergences occur. However, this does not cause any
problems as long as one works with a sufficiently low cutoff, like a sufficiently coarse lattice.
In terms of the lattice spacing a, one must have ma > 1, the opposite of the condition for
relativistic heavy quarks on the lattice (cf. Sec. 2.8)). The contributions from higher-order
operators are then suppressed according to the power-counting rules. Instead of taking
the continuum limit, discretisation errors can be reduced using Symanzik improvement.
In lattice moving NRQCD, a lattice version of the full action is used in the path
integral, in contrast to lattice HQET where only the static action is used. For this reason,
lattice mNRQCD can be applied to both heavy-heavy and heavy-light hadrons, and with
the action it will be accurate to order O(vl, ) for heavy quarkonium mesons and

O(AéCD /m?) for hadrons containing only a single heavy quark.
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5.1 Continuum evolution equation

As in Chapter [4, we start by considering the continuum Green function on a given back-
ground gauge-field A,,. Since the antiquark Green function can be obtained from the quark
Green function using Eq. , we consider only the quark field 1, (x) in what follows.
Recall from Eq. that the Euclidean Lagrangian for v, has the form

Ly, =¥} (Do + H) 1y (5.2)

As explained above, the full action is used in the weight factor e~ in the path integral.

Therefore, the Green function is the inverse of the full heavy-quark action kernel, i.e.
(Do + H) Gy, (x,2") = 6z — a), (5.3)

with = (7,x) and 2’ = (7/,x’). As already discussed in |4.1{ one must take the retarded

Green function in Euclidean space:
Gy, (r,x,7',x') =0 for 7<7, (5.4)

and for 7 =7/

Gy, (T =7,%7,%)=8(x—x). (5.5)
For 7 > 7/, Eq. (5.3]) becomes
(Do + H) Gy, (1,x,7',x") =0, (5.6)

or

0o Gy, (T, %, 7, x') = —(H +ig Ag) Gy, (T,%, 7, x). (5.7)

Since H does not contain time derivatives acting on ), we can integrate this differential

equation, so that for 7 > 7 > 7/

T2
Gy, (TQ,X,T/,X/) = Gy, (11, %, 77",x/) — / (H +1ig Ao) Gy, (’7’7X,7'/,X/) dr. (5.8)

T1

The solution of (5.8) can be written as a Euclidean-time-ordered exponential function,

T2
Gy, (12, %, 7', %) = T exp <—/ (H +1ig Ag) d’]’) Gy, (11,x,7,%"). (5.9)

1
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5.2 Lattice evolution equation

On the lattice, the quark Green function evolution Eq. (5.9)) is conveniently approximated
by

0H |, Hol\"
Gulrixr') = (1-757) (1-5) b -1

Holr—1\" 6H|r_; o
X<1 2n> (1 —5 ) Gu. (T - Lx,7.x),  (5.10)

which corresponds to the lattice action

SHI, Hol-\"
S = Lol [t - (1- 257 ) (1) v - 1w

x <1 - H02|;1) (1 - 5H|2”>nwv(7— 1,x)] . (5.11)

Here, Hy contains the leading-order kinetic terms and d H contains all higher-order oper-

ators including Symanzik improvement terms. The leading evolution due to Hp from one
lattice time slice to the next is effectively divided into 2n smaller steps to avoid instabilities
from high-momentum modes [10].

The time-reversal symmetric split into Hy and dH (albeit with the opposite ordering)
was introduced in [10] for non-moving NRQCD. In the following, lattice versions of H
and 0H are constructed for the full moving NRQCD action (3.81)), satisfying the following

requirements:

e for v = 0, the action reduces to the standard lattice NRQCD action currently in use
by the HPQCD collaboration (see e.g. [I11]).

e the same order of Symanzik improvement as in the standard HPQCD lattice NRQCD

action is retained at non-zero velocity.

Lattice versions of earlier moving NRQCD actions were presented or used in [19] 211, 22]
112 23] 241, 25, [113]; the following lattice formulation is the result of work done by myself
and Eike Miiller and is published in [100].

The lattice Hy and 6 H are defined as

A _ AP

Ho = —v- Ai —
29m

: (5.12)
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0H = —Lo"]?)/
2ym
iz ({8 v 8%} —2a)
+ L (A% B-B-A%) +v- (A" < B))
g o (ATxE - xA%)
8(’Y+gl)m2 v- A%, "'("XEI)}
o (a2 1 5)

+ 0Heorr - (5.13)

The lattice derivative operators and field strength are defined in Appendix The “~”
is used to denote Symanzik-improved quantities; the boosted fields E’ and B’ are related

to the fields E and B in the lattice frame through Eq. [3.80

Note that in the continuum the Leibniz rule D*.E = D-E —E-D holds. In order to
get agreement with the standard HPQCD lattice NRQCD action at v = 0, the right-hand
side of this expression is discretised on the lattice. However, the other adjoint derivatives
in the action, which enter only at v # 0, are discretised as lattice adjoint derivatives
(defined in Eq. ) This is more efficient and for the term D3 (v - E) it is crucial

since it avoids a time derivative acting on the quark field.

Note that in the static limit (m — oo) one has Hy = —iv - A*. The symmetric
derivative A¥ is used to ensure Hermiticity of the Hamiltonian. It does however lead
to doublers, as we have seen for the naive lattice Dirac action in Sec. With a finite
mass, these doublers are shifted to higher energy due to the second-order derivatives in
Hy. However, the second-order derivatives are suppressed by a factor of 1/(2ym) and

hence ym must not be too large.

The terms in d H.or provide the spatial and temporal lattice spacing improvement for
the leading evolution due to Hy. We perform tree-level Symanzik improvement to order
O(a? k%), as explained in the next section. This means that the we expect the leading

errors to be of order O(asa?).



5.2. Lattice evolution equation 59

5.2.1 Symanzik improvement

An O(a? k*)-improved version of Hy is given by

Hy = —iv-A*— (5.14)

with the improved derivatives defined in Eq. in Appendix . However, we do not
simply replace Hy by Hp. Let us first consider the time derivative in the lattice action.
Improving it in the standard way would introduce next-to-nearest neighbour couplings,
preventing the use of an evolution equation like . Instead, we try to find an operator
ﬁg such that (explicitly re-introducing the lattice spacing a)

aH* " a ~
(1— 2n0> _ exp<—§H0>, (5.15)

which yields a more continuum-like behaviour [I0]. We obtain

~ af{O
HY = 2n|l1-— ——
aH) n [ exp ( o™ )

One could now replace Hy — fIS in the lattice action. However, for consistency with

(5.16)

previous work, we choose to put all correction terms into d H. We consider the operator
on the right-hand side of the temporal link in the lattice action ; the operator acting
in the time slice at time 7 — a. Then §Hcopy, the lattice spacing improvement term in
(5.13)), is defined by

(1 - a2n°> - (1 - a2no> (1 - ‘“52> . (5.17)

This gives

a6Heory = 2[1—(1—"’HO> (1_“H0> ]
2n 2n
. aHo - aﬁo
= 2 [1 <1 o > exp( 5 ) ] , (5.18)
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and, expanding in powers of a,

adHeorr = a(ﬁO - HO)
2

+ Z— (—(1 +n)HE — nf2 + ZnHOHO)
n

3 ~ ~ ~
+ 5 (=@ +3n+n)HE + (3 + 3n%) B} o — 30> Ho I} + n* [T}
4 ~
+ o5 (—(6 110+ 602 + n®)HE + (8n + 1202 + 4n®)H3H,
— (602 + 6n®)H2H2 + 4n® Ho H? — nSﬁg)
+0(a). (5.19)

The term C = Hy — Hy is of order k|3, while Hy is of order |k|. Neglecting all operators

of order |k|® and higher, we obtain

2 3173 4174
B a 9 a’Hg (24 n)a*H,
adHery = aC — i (Hg +n[C, Ho)) — 52 T ot (5.20)

Had we considered the operators on the left-hand side of the temporal link in the lattice
action instead, the ordering of Hy and Hy would be interchanged, and this would
change the sign of the commutator [C, Hy] in , thereby cancelling the term in the
lattice action up to operators of order |k|?> and higher. We therefore remove this term on

both sides.

Let us go back to lattice units now. Writing Hy = A + B with

A = —iv- AT
A®@ _ AP
B o= - (5.21)

we obtain

OHeorr = .FNIO—HO—%(A2+{A,B}+BQ)
n

(A% + {A%, B} + ABA) - mA4. (5.22)

12n2

For performance reasons, we replace some 3rd- and 4th-order derivatives in (5.22)) by more
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local expressions (the resulting change is of order |k|® or higher):
(v-AT)P - AP

[v A% APY - 2AP)

(v-AHr - AW

(AP — AP,

HAD (v A7). (5.23)
This finally gives

6Hcorr = }NIO*HO

1

. A (3)
1 [_ (V'Ai)2 N {zv-Ai, A(2)} — 20Ay

29m

an
(A@)2 — {A@ AP} + A
4~2m?

{A@ AP} —3A
2ym

_l’_

1

- 12n2 iay +

N (v-A)AQ) (v-AT) 4+ (v- AN AR (v- A7)
4vm
(24+n) @4
AWM.
64n3 "
The result ((5.24]) can of course be simplified further but I show it in this form for clarity.
Also, most operators in d H.o are already in the Hamiltonian. Note that for v = 0, the
correction term ([5.24]) reduces to the standard NRQCD improvement terms as in [111],
L < (a®)°

=— Y ATATATAT — )
v=0 24mj71 73T 16nm?

(5.24)

5HCOI‘I‘

(5.25)

5.3 Renormalisation

In principle, all terms in the lattice moving NRQCD action must be multiplied by indi-
vidual renormalisation coefficients ¢;, to be determined by matching the effective theory

to continuum QCD.
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Nonperturbative adjustment of all coefficients is forbiddingly complicated due to the
large number of couplings which have to be tuned simultaneously. A simple yet powerful
method of including the biggest part of the radiative corrections is tadpole improvement,
which was introduced in Sec. In the present calculations, I use the tree-level values
for the couplings, ¢; = 1, but perform tadpole improvement.

With this choice, the remaining free parameters in the action are the heavy-quark mass
and the boost velocity. The bare heavy-quark mass can easily be adjusted nonperturba-
tively so that the lattice result for a quarkonium mass matches the experimental value.
Along with the heavy-quark mass, the boost velocity determines the size of the external
momentum. We will discuss this in more detail in Sec. 5.3.2]

When lattice moving NRQCD is used to compute matrix elements of certain currents,
these currents must also be matched to continuum QCD. This will be discussed in Sec.
of Chapter

5.3.1 Tadpole improvement

As explained in Sec. tadpole improvement is achieved by dividing the gauge links
Uu(x) in the lattice action by wug, the mean link in Landau gauge. Before that, any
factors of U): (z)Uu(x) = 1 should be cancelled. However, expanding out the whole action
in terms of products of U’s would be too expensive for numerical calculations, and
therefore link-pair cancellations are only taken into account separately within Hy and 0 H.
Also, no extra cancellations are made when derivative operators act on field strengths
in §H. These conventions are consistent with the ones in the standard HPQCD lattice
(non-moving) NRQCD action. Note that the majority of the link pair cancellations is
still correctly accounted for. In appendix D of [I00] it is shown that the difference to full

cancellation is negligible.

5.3.2 Energy shift and external momentum renormalisation

The factor of e~ 423 in the moving NRQCD field redefinition corresponds to a
shift in the 4-momentum of a heavy quark by P = mu = (ym,ymv). However, the shifts
in energy and momentum will get renormalised.

Consider a hadron containing n¢g heavy quarks (here we also count antiquarks posi-
tively). On the lattice, an interpolating field for the hadron is constructed from 1, and

& (see Chapter @ This field is given a momentum k by inserting a phase e’**. The
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physical momentum of the hadron is then
p=n9Z,P+k with P =~ymv, (5.26)
where
Zy = ZyZmZy (5.27)
is the renormalisation of the bare external momentum P. Here and in the following

we assume that v points in one of the axis directions, so that only its magnitude is

renormalised. Note that Z, and Z, are not independent renormalisation constants; they

are related through v =1/v1 — v2.
The full (physical) energy of the hadron is given by

E = E,(k) + ng Ch, (5.28)

where F, (k) is the energy obtained from the large-7 behaviour of the hadron two-point

function and C,, is the renormalised energy shift
Cy = ZynZyym + Ey. (5.29)

All renormalisation parameters introduced up to here can be written in terms of the three
independent quantities Z,,, Z,, Ey. At tree-level, one has Z,, = Z, = 1 and Ey = 0.

The combinations Z, and C, can be determined nonperturbatively from the dispersion
relation of a hadron. Given expression for the full (physical) momentum, we expect

that, up to lattice artifacts,

E = \/ p2 + Mlgin

= (g Z, P+ 12+ MZ, (5.30)

where My, is the kinetic mass of the hadron. Using one can extract Cy, Z), and My,
from the energies at various non-zero lattice momenta in combination with the energy at
k=0:
o K-[Ek) - BO] s
2nq [Ev(k1) — Ey(0)]
E3 (k) — By (k) +2nq C, [Ey(k)) — Ey(—k))]

Z, = 5.32

Min = \J(Bo(k) +ng Co)? — (ng Z, P +k)2. (5.33)

Here, k|| (k) is a lattice momentum parallel (perpendicular) to v. Equations (5.31)) and

(5.32]) were first derived in [22].
My nonperturbative results for C,, Z,, and My, for the full action (3.81)) will be

presented in Chapter [6]
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5.3.3 Reparametrisation invariance

The renormalisation parameter Z, is expected to be close to 1 due to an approximate
reparametrisation invariance [22], a symmetry that is exact in continuum HQET [97].
The HQET Lagrangian was derived in Sec. Denoting the field ¥, used there by Q.,,

we havdll
2
L = Qu<z’u-D—%)Qu
2m
— 0 (i DY g iy a0

The Lagrangian ([5.34)) is invariant under the transformation

U = U-+eE,

Qu etmer <1 + é) Qu,

Q, — €'"TQ, (1 + é) , (5.35)

where € is an infinitesimal change in the 4-velocity, satisfying € - u = 0 so that u? = 1
is preserved. The symmetry requires the coefficient of the operator —D?% /(2m) to
be 1. Absorbing an overall wave function renormalisation into the fields Q,, @,,, there
can be no radiative correction to this coefficient provided that the regulator respects
reparametrisation invariance.

In moving NRQCD, time and space are not treated on an equal basis, and the trun-
cation of the action at a given order in 1/m or vy, breaks reparametrisation invariance
[100]. However, when only selected terms are included the continuum Lagrangian may
still possess an exact symmetry. This is the case for the incomplete Lagrangian

D2
L= <z’D0 +iv-D+ m) Uy, (5.36)

which is invariant under

V — V+E,
Yy e—ivmex Yy,
i - ermex gyl (5.37)

with infinitesimal € satisfying € - v = 0. The symmetry ([5.37) implies that the two terms
iv - D and D?/(2ym) in (5.36) must renormalise by the same factor, so that Z, = 1.

No L labels are needed in the [§#,4"]F,, term, since Q,u"[¥*,4"]Q, = 0.
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The operator —(v - D)?/(2ym), which was omitted in , breaks the reparametri-
sation invariance. An additional breaking in lattice moving NRQCD arises from lattice
artefacts. The remaining approximate symmetry still guarantees that Z, is close to 1 for
moderate boost velocities, as is confirmed by my nonperturbative calculations (Chapter

|§[) and by perturbation theory.

5.3.4 Perturbation theory

The heavy-quark renormalisation parameters Zy, (the wave function renormalisation), Z,,,
Zy, Ey, and the corresponding Z, and C, have also been calculated in automated one-
loop lattice perturbation theory. There, one computes the inverse heavy-quark propagator
GY(k) = Gyl (k) — 2(k), where Go(k) is the tree-level propagator and X(k) is the self-
energy at one-loop order. The renormalisation parameters can then be extracted from
the expansion of (k) in powers of the momentum; the details can be found in [100].
Results for a simple action at order 1/m have been obtained in [I12]; these calculations
have been extended to an action similar to by Lew Khomskii [113]. New
calculations for exactly the action have then been performed by Eike Miiller
[114] and are published in [I00]. I will compare the perturbative results for C, and Z, to
my nonperturbative results in Sec. of Chapter [6]

Perturbation theory is thought to be a reasonably good approximation as the momenta
giving the dominant contributions to the radiative corrections are of the order 7/a, and the
running coupling a is small at this scale. Note that this requires ma > 1 and Aqcpa < 1
simultaneously. In order to obtain a good convergence, tadpole improvement is crucial
[r].

Perturbative calculations of the couplings ¢; in the action are also underway. So far,
results have been obtained for the coefficients of the 4-th-order derivative operators at
v = 0 [115] [116].

5.3.5 High-$ methods

Lattice perturbation theory for highly improved actions is already hard at one-loop level
due to the extremely complicated Feynman rules, and automated methods are used to
derive them (see e.g. [117]). Two-loop calculations for the full lattice moving NRQCD
action seem to be out of reach currently.

An alternative approach has been introduced in [I18]. There, nonperturbative Monte-

Carlo simulations are performed at very weak coupling (high 3 = 2N./¢?) and in Coulomb
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gauge. Results for a short-distance observable are computed at several values of # and
then fitted by a polynomial in oy = ¢g?/(47). The fit results then give the perturbative
coeflicients, provided that non-perturbative effects are negligible. The linear term can be
constrained by the 1-loop perturbative result, which stabilises the fit. Certain nonper-
turbative finite-volume effects can be suppressed by using twisted boundary conditions
[119].

As the inclusion of dynamical fermions is computationally very expensive, most high-
(B calculations are done in the quenched limit, i.e. in pure gauge theory. However, at
order a? only a handful of diagrams contain fermion loops and these may be accessible
in perturbation theory. The contribution from these diagrams can be combined with the
gluonic two-loop coefficient from the high-(G simulation to give the full two-loop result.

High-3 simulations have been carried out for a simple O(1/m) lattice moving NRQCD

action in [25] and further calculations are currently underway [116].

5.4 Signal-to-noise ratio

The signal-to-noise ratio for correlation functions involving heavy quarks implemented
with lattice mNRQCD can be estimated using the same general methods as in Sec.
Note that for a hadronic correlation function at arbitrary lattice momentum k and
boost velocity v the variance correlator always contains contributions from hadrons at
rest (k = 0, v =0). For example, for a B meson two-point function in moving NRQCD

one obtains

C(7) *(EQ@(P)*%[EQQ(O)“""DT (5.38)

where

p =k + Z,ymv. (5.39)

Thus, the noise is expected to grow exponentially as the boost velocity is increased at a
fixed k. I do indeed see this behaviour in my numerical calculations (cf. Chapter [6). Note
that this is not a disadvantage of moving NRQCD compared to standard NRQCD. The
amount of noise depends on p; for a comparable momentum in non-moving NRQCD one

gets a similar amount of noise (and higher discretisation and relativistic errors).



Chapter 6

Nonperturbative tests of moving

NRQCD

In this chapter, I report on a range of nonperturbative tests of the full lattice moving
NRQCD action that I performed by computing heavy-heavy (bottomonium)
and heavy-light (Bs) two-point functions in dynamical 2+1 flavour lattice QCD. These
tests include the calculation of renormalisation parameters, decay constants and energy
splittings at several values for the boost velocity. Lattice units are used throughout this
chapter.

Previous nonperturbative tests of mNRQCD for a simple O(1/m) action and with
quenched gauge field configurations (i.e. without dynamical quarks) were reported in [22,

23, 241 25].

6.1 Tests with bottomonium

6.1.1 Calculation of the two-point functions

We begin by constructing “smeared” interpolating fields for quarkonium. To demonstrate
the effect of the moving NRQCD field redefinition, we start the construction with the
QCD fields ¥, . A meson with momentum p can be obtained from

xty

Or(r.p) = ;v S T (r, )T (x — y) U7, y)e P (6.1)

where T'(r) is a Dirac-matrix-valued smearing function, and V' = L3 is the spatial volume.

I do not include gauge links in I'(r); instead I work with gauge configurations fixed to
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Name I(r)
m(15) exp[—|r|/rs] ¥5

1(25) (1= [r[/(2rs)] exp[—[r[/(2rs)] 45
T(19) exp[—|r|/rs] 7’

T(29) [1 = |e]/(2rs)] exp[—[r|/(2rs)] 47
xo1(1P) exp[—[r|/(2rs)] (r x §)? /7

Table 6.1: The bottomonium states and corresponding smearing functions used in the

nonperturbative tests of moving NRQCD. More details on bottomonium can be found in

Sec. [7.1] of Chapter

Coulomb gaugdﬂ The bottomonium states and corresponding functions I'(r) used here

are listed in Table In addition to these, we also consider the local function

which corresponds to the temporal axial current
J5(x) = U(z) 457" ¥(x). (6.3)

The lowest state above the vacuum that couples to (6.3) is also the 7,(1S) meson.
We now express ¥ and ¥ through the Euclidean version of the tree-level moving
NRQCD field redefinition (3.74). To lowest order we have

S(A) efi’ym(finv-x)’y

U, () e™=IT=V2)T (A, (6.4)

S-Sl

Note that for calculations of the spectrum no higher-order terms or radiative corrections
are needed in the field redefinition; it suffices that the state of interest has a non-vanishing
overlap with the interpolating field.

Let us, for example, consider the Y states with polarisation 7 = 1,2,3. We allow

different radial smearing at source and sink, so that Iy (r) = 47 fs(r) and Ty (r) =

'!On the lattice, Coulomb gauge is obtained by minimising the functional F[U] =
-3 Z?:1 Tr[Uj(x) + U; (z)] through gauge transformations 1) of the link variables Uj.
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A3 fsk(r). Using

S(A) 57 S(A) = A A%, (6.5)
we obtain
11 ’ o Xty i x' +y’
Orsk (T’ p)Oltsc (7'/, p) = V?6—2’ym(7—7 ) Z 6_Zk nysk(x - y)e K 25’ fsc(X, - y/)
x’y7x/,y/
X NN X)) UL (F Y ) (7 X) 4 (6.6)

(no summation over j here) where the ellipsis denotes terms that do not contribute to
the connected meson correlator for 7 > 7/. In Eq. we have k = p — 2ymv. This
is the tree-level mNRQCD momentum shift, as expected. On the lattice the momentum
k rather than p has a definite value; k; = 27 n;/L where L is the spatial extent of the
lattice. The full momentum p will be given by with ng = 2.

According to Eqgs. (2.24)and (2.92)), the expectation value of can be obtained as

111 o R ey
(OrOh) = Flgmee 07 2 Ml y)t T Sl )
U x7y7x’7y’
x A A Tr <0’l [GH—V)(T 7! ')] o™ |:G(_V)(T x, 7’ X’)r)
l m [ Y YT Y Py sy by )
(6.7)

where we average over N gauge configurations U. The trace is in is over colour and

spin indices. We have also used Eq. (3.87) to express the antiquark green function va)

)

in terms of the quark green function Gl(;vv with the opposite boost velocity.

The summations over all quark and antiquark source locations would render the lat-
tice computation too expensive. Therefore, using translation invariance, we remove the
summation over the antiquark source location x’, and correspondingly remove the factor
of 1/V.

Note that the mNRQCD field redefinition also introduced the factor of e~ 2ym(r—7")
in the two-point function, which corresponds to the tree-level energy shift. In the later
analysis, only energy differences will be measured, and so we remove this trivial factor.

Hence, the quantity
C(Ta,Toe k7, 7') = lZiZe*"k%f (x—y)
sky L scy B, 7, N = 72 ~ sk

i j ~(+v -V t
x A AN Tr (al [Gf;: )(T,y,T/,X,):| o™ [Gfpv )(T, X, T',x')] )
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with
éSﬁtV)(TayaTlax Zelk fsc x' — y ) GE;:V)(T7Y77J7y/) (69)

is computed on the lattice. The convoluted Green function can be computed effi-

ciently by using the function
,ka +y

fee(xX' —¥) (6.10)
as the initial condition in the mNRQCD evolution Eq. (5.10). The momentum-dependent

phase factor exp(ik - (x’ +y’)/2) at the source improves the overlap with the momentum
considered. T used this factor in my computations; however, note that since there is no
sum over x’', one may also omit this factor to allow the calculation of correlators with
different momenta from the same source.

To maintain the periodic boundary conditions, I set f(r) to zero for |r| > Ry with
some cut-off radius Rs smaller than half the length of the lattice.

I performed the computations using 400 MILC gauge configurations (fixed to Coulomb
gauge) of size 20% x 64 with 2+1 flavors of rooted staggered light quarks, at 3 = 6.76
[120] 121, [87]. The light quark masses were m, = mg = 0.007 and ms; = 0.05 (in the
MILC convention for lattice masses). The Goldstone pion mass is about 300 MeV, and
the pion taste splittings range from (my, —my,) ~ 110 MeV to (my, — my,) ~ 240 MeV
[121].

The Landau gauge mean link, used for tadpole improvement in the mNRQCD action,
was ug = 0.836. The inverse lattice spacing of these “coarse” MILC configurations is
known to be approximately 1.6 GeV [108].

The bare heavy quark mass was set to m = 2.8, which gave the correct Y kinetic
masses using non-moving NRQCD [I08]. The boost velocity v was always pointing in the
x-direction. The stability parameter was set to n = 2.

In order to increase statistics, on each gauge configuration I computed between 16 and
120 correlators with different origins (x’,7’) spread over the lattice. These origins were
also shifted randomly to reduce autocorrelations. The smearing parameter 7 (see Table

6.1]) was set to 1 for the S wave states and 0.5 for the P wave states.

6.1.2 Fitting of the two-point functions

In accordance with Eq. (2.34)), I fitted the two-point correlators C'(Tgx, Ise, k, 7, 7') for a

given momentum k by a function of the form

Nexp —

Z Ap(Ta) A% (Dye) e Bonr=), (6.11)
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where E, , is the (shifted) energy of n-th state and A, (I') is, up to the normalisation
factor of \/2E,, the (real) amplitude for this state to be created by the operator with

smearing function I'(r). For the excited states (n > 0) I actually used the quantities

AEv,n = Ev,n—l—l_Ev,n?
Ba(T) = A(I)/Ao(T) (6.12)

as parameters in the fit. In general, a matrix of correlators with different smearings at
source and sink was fitted simultaneously. The Bayesian method from [122] was used to
stabilise the fits. The number of exponentials neyp, in was increased until the fit
results for the states of interest (the ground state, or the first few low-lying states) become

independent of neyp. More details on the fitting are given in Appendix Q

6.1.3 Kinetic mass, energy shift and external momentum renormalisa-

tion

Results for the n,(1S5) kinetic mass My, and the renormalisation parameters Z,, C,,
calculated with Egs. , , and , are shown in Table The energies were
obtained from 6-exponential fits to 2 x 2 matrix correlators with the 7,(1S) smearing
(cf. Table and the local operator given by . Sample fits at v =0 and v = 0.6 are
shown in Fig.

For the calculation of C, using , I averaged the results over the 4 different
perpendicular lattice momenta

k, € {?(O,il,O), ?(0,0,il)} . (6.13)

The momentum parallel to the boost velocity in was chosen to be k| = 2%(1, 0,0),
and in , for the measurement of My, I used k = 0.

In order to fully take into account correlations in the energies at different momenta, I
used the bootstrap method. This is described in Appendix [C]

Because the lattice is of finite extent, L = 20 in this case, the estimates for C, and
Z, are affected by the choice of momenta in and since the formulae are
accurate only in the limit that the momenta are infinitesimal. Note that the uncertainty
due to using non-infinitesimal momenta will decrease for larger lattices for which smaller
momenta are available.

To estimate the size of the resulting systematic error I also performed the calculations
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Figure 6.1: Fits to 7, matrix correlators (local and 1S smearing) at k = 0 and v = 0
(upper panel), |[v| = 0.6 (lower panel). The fits have neyx, = 6 and Tmin = 1. At non-zero
momentum p = k + 2Z,ymv the noise in the two-point function increases exponentially
with the Euclidean time. For |v| = 0.6, the errors for the points beyond 7 ~ 8 are so large

that these points do not give any useful information and hence are not shown here.
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k| = [ky| = 27/L k| = |ky| = 4n/L
v Zy My Co/(ym) Zp Myin — Cu/(ym)
0 — 5.974(48) 1.0182(86) — 5.979(37) 1.0190(65)
0.2 |1.008(19) 5.95(10)  1.015(18) 1.009(12)  5.969(62) 1.017(11)
04 | 0.9953(78) 5.931(44) 1.0084(77) | 0.9830(65) 5.954(40) 1.0101(70)
0.6 |0.898(27) 6.22(18) 1.010(28 ) | 0.843(27)  6.37(15)  1.011(21)

Table 6.2: Nonperturbative results (using the n,(15)) for Myin, Z,, C,.

with the larger momenta

K, e {2L7T(0,i2,0), T(o,o,iz)}, Ky = 7(2,0,0). (6.14)
For C,, the results from |k;| = 27/L agree with those obtained from |k, | = 4n/L
within statistical errors, indicating that the systematic error is small and does not increase
significantly when increasing the momentum perpendicular to v in the measurement. For
the measurement of Z, at |[v| = 0.6 I find a 6% (20) change in Z, when going from
k| = 27/L to |k|| = 4r/L. At [v| = 0.4 and smaller boost velocities the results are
equal within statistical errors. For the kinetic mass, which depends on both C, and Z,,
I again find agreement within statistical errors between the results from the two different
momenta for all boost velocities considered. At small velocities, I find that both Z, and
Cy/(ym) are close to their tree-level value of 1, demonstrating that the renormalisations

are small.

6.1.4 Decay constant

Moving NRQCD is designed for the calculation of form factors (see Chapter [§). Thus, it
is important to perform tests not only for spectral quantities but also for decay constants.

For the 7,(1S) meson, I calculated the decay constant f defined by

(O[5 (0)[me(LS), p) = if p*. (6.15)

For simplicity, I only considered the temporal component. Following the discussion in
Sec. the matrix element can be computed from the 2 x 2 matrix correlators
already used in Sec. These include the local operator given by , which corre-
sponds to the lowest-order tree-level axial current. With the notation from Sec. we
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define
A=Ayl . 6.16
o) )20 3570 (6.16)
Then, according to Eq. (2.34) we have
1 1
A? = —|(0[J¥ 1 2= 22 1
S O O)m(18), p) = o B (617)
and hence N
2
= — 1
f== (6.18)

where E is the physical energy of the n,(15) meson. Using Eq. (5.28) with ng = 2, we

finally obtain

2

T=MEm+zo, (6:19)

For the energy shift C,, in (6.19), I used Eq. with |k, | = 27/L.

The momentum of the meson is given by p = 2Z,ymv + k. The decay constant is a
Lorentz scalar and should ideally be independent of the value of p used to compute it.

In the following I compare two methods of reaching large |p|. First, at v = 0, i.e. with
standard NRQCD, I computed the decay constant at large non-zero lattice momentum k;
the results are shown in Table Second, I computed the decay constant with k = 0
and three different boost velocities v; the results are shown in Table In this case the
uncertainty in Z, (determined nonperturbatively from Eq. ) leads to an uncertainty
in the meson momentum.

A plot of the decay constant against the total momentum (with Z, from with
k| = 27/L) for the two methods is shown in Fig. With NRQCD we see a strong
dependence on p due to both relativistic and discretisation errors. With moving NRQCD
the p-dependence is very small, giving evidence that the formalism works very well. Small
deviations from the constant behaviour are still expected here, since only the leading-order

current was used; i.e. Trwr and Ap, were set to unity in (3.74]) for this calculation.
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IpIL/(27)  |p| f
0 0 0.4724(23)
1 0.31416 0.4731(23)
2 0.62832 0.4755(24)
3 0.94248 0.4772(43)
4 1.25664 0.4835(77)
5 1.57080 0.4971(78)
6 1.88496 0.5209(46)
7 2.19911 0.5527(44)
8 2.51327 0.6006(45)
9 2.82743 0.6740(49)
10 3.14159 0.715(29)

Table 6.3: 7,(1S) decay constant with standard NRQCD (i.e. v .= 0) computed with

several values of meson momentum |p| by varying |k|.

vl p| f

0 0 0.4724(23)
0.2 1.152(22) 0.4739(38)
0.4 2.433(19) 0.4810(36)
0.6 3.77(11) 0.499(11)

Table 6.4: 7,(1S) decay constant with mNRQCD at k = 0 computed with several values

of meson momentum |p| by varying |v|.
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Figure 6.2: Heavy-heavy decay constant in NRQCD and mNRQCD for different values
of the meson’s momentum, |p|/(27/L) = 0...10 (NRQCD) and p = Z, 2ymv for |v| =
0.2,0.4,0.6 (mnNRQCD). The horizontal line indicates the value at p = 0.
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AFE,(0
Mo ARO
0.0 0.3334(68) 1
0.2 0.329(10) 0.986(37)
0.4 0.320(15) 0.958(48)
0.6 0.20(11) 0.59(33)

Table 6.5: T(25) — T(15) energy splitting as a function of the boost velocity.

AE,(0)
AE,
v (0) AEo(0)
0.0 0.2703(89) 1
0.2 0.264(12) 0.976(56)
0.4 0.270(23) 0.998(91)
0.6 0.227(57) 0.84(21)

Table 6.6: xp1(1P) — T(1S) energy splitting as a function of the boost velocity.

6.1.5 Energy splittings

I also studied the velocity-dependence of various energy splittings between the bottomo-
nium states listed in Table For the T and 7, states, I used 6-exponential 2 x 2 matrix
fits with the 15 and 25 smearings; for the y;; states a 6-exponential single-correlator fit
with the 1P smearing at both source and sink was used. The results for the T(25)—7(15),
Xp1(1P) — Y(1S) and Y(1S) — np(1S) splittings are listed in Tables and re-
spectively.

Note that the energy splittings are not Lorentz scalars. Using , we expect that

the splitting between two states A and B at zero lattice momentum is given by

AB,(O)y = EA0) ~ E20) = /@Zymv)2 + (M)

—/@Zmv)? + (ME)2. (6.20)

If we set Z, = 1 and expand the splitting at velocity v relative to v = 0 in powers of the
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AE,(0)|v
|v| AE,(0)]v AE 0o
0.0 0.031460(98) 1
0.2 0.03039(20) 0.9656(71)
0.4 0.02837(85) 0.901(27)
0.6 0.0281(28) 0.894(88)

Table 6.7: Y(15) — np(1.5) energy splitting as a function of the boost velocity.

1.5 - ' '
e ) _|
] L L E
S T
q T T~
|_|J>
L B Y(2S)-Y(1S) "
051 Xp(1P) — Y(1S) |
& Y(1S)-n,(19)
--- 1-05v?
0 . I . : ' I
. 0z 0.4 0.6

Figure 6.3: Bottomonium energy splittings relative to v .= 0 as a function of the boost
velocity. Points are offset horizontally for legibility. The data agree with an estimate for

the leading v dependence (see text).
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vl AE,(0)x AE,(0)]2 AE,(0)[3

0 —0.000009(63) —0.000039(68) 0.000053(73)
0.2 —0.00012(26) —0.00005(28) 0.00017(30)
0.4 —0.00046(56) 0.00055(62) —0.00010(57)
0.6 —0.0176(96) 0.0107(62) 0.0069(75)

Table 6.8: Dependence of the Y(15) energy on the polarisation direction. AE,(0)|; is the

difference between E,(0)|; and the polarisation-averaged energy.

boost velocity, we obtain

AE,(0)]y 2m? 2 4
SO (e 0 6.21
AE,(0)[o (Mlj}n ag ) VO, (6.21)

~0.5

that is, we expect a quadratic decrease like 1 — 0.5|v|?. The numerical results, shown in

Fig. are consistent with this estimate as desired.

Finally, for the YT(1S) meson, I studied the dependence of the energy on the po-
larisation direction. If moving NRQCD works well, then there should be no difference
for polarisations parallel and perpendicular to the boost velocity. In Table [6.8] I show
the difference between the energy with definite polarisation direction, F,(0)|; and the
polarisation-direction-averaged energy (E,(0)[1 + Ey(0)|2 + E,(0)[3). No significant de-
pendence on the polarisation direction can be seen (except maybe at |v| = 0.6, where a

1.80 deviation in the energies was found).

6.2 Tests with B, mesons

The results given in Sec. show that lattice mNRQCD works very well as far as bot-
tomonium is concerned. From bottomonium correlators one can extract mNRQCD renor-

malisation parameters with high precision.
The main application of mNRQCD is the calculation of heavy-light form factors, and
it is therefore important to perform tests of mNRQCD also for heavy-light mesons. In the

following, I report on such tests involving B, mesons.
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6.2.1 Calculation of the two-point functions

Starting with the standard Dirac fields, we construct interpolating fields for the B, and

B} mesons with momentum p from
1 U —ipy
OF(Tv p) = 7 Z \Ill(Ta X)F(X - y)\IIH(Ta Y)e ) (622)
Xy

where VU, is the Dirac spinor for the valence strange quark and Wy is the Dirac spinor
for the b quark. I used I'(r) = 4° f(r) for the By pseudoscalar meson, I'(r) = 47 f(r)
with j = 1,2, 3 for the B vector meson and I'(r) = 454° f(r) for the computation of the
decay constant fp,. I compute 2 x 2 matrix correlators with Gaussian and local smearing,
f(r) = e /% and f(r) = oro.

In terms of the standard Dirac propagators, the two-point function reads

1 1

(Or, (r.p)O}_(7'.p)) = =D =
N 1%

U xy,x',y’

x Tr [Fsk(x —y) G (o, @) T ) G (v, y')]

x e Yy (6.23)

/

with z = (1,%x), y = (1,y), 2’ = (7',%X), ¥ = (7',y'). The tree-level leading-order
mNRQCD field redefinition (6.4)) leads to the following expression for the b propagator:

s ’ G y ! 0 —
Cr (v of) = e<r—H),lye-'ym(f-“mmv‘y—y)S<A>< ) O)S<A>

N_; / 0 0 —
—0(r — T)leJrvm(T*T )miymv-(y=y') G(A) ( , > S(A).
" 0 Ge,(y, ¥)
(6.24)

For the light quark, I used the ASQTAD (order a?, tadpole improved) staggered fermion
action [123,[124] [125]. The 4-component naive light quark propagator [I11] can be obtained

from the 1-component staggered propagator G, (z', z) via
G2, x) = Gy (2, z) Q") () (6.25)
with Q(z) as defined in Eq. (2.59),

Qz) = (OGN R)"
= 0= ) (). (6.26)
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We also employ 4°-Hermiticity
Gl($l¢ l‘) = ,3/5G2f (:Ev x/);ﬁa (627)

to interchange the points x and 2’ for the light quark propagator. As before, we remove
the factor of e=7(7=™) and the summation over x'.
In the case where ' and 'y, contain the same Dirac matrix, we arrive at the following

expression (for 7 > 7/):

1 1 _ik.
C(Fsk,Fscvka T, 7—,) = N ; ; xz;fsk(x - Y)e yn(xaxl)
_ G N0
X Tr | Gl (2, 2') S(A)Q(a!) Q2 ()S(A) ( v (g’ v) . )] ,
(6.28)
with k = p — ymv and
Gy, (v, ) =D F(K = y)e™ Gy, (y,1)). (6.29)

y
The phase factor n(x, 2’) in (6.28)) depends on the Dirac matrix in I'y, and Ts.. It is given

by

1 for 45,
n(z,z) = (=1)%% for 47, (6.30)

(—l)zj(xfrx;') for 4°40.
As before, I set f(r) to zero for |r| > R, with some cut-off radius R, smaller than half the
length of the lattice.

I performed the heavy-light simulations with the same gauge configurations as the
heavy-heavy simulations described in Sec. , using the same heavy-quark action and
parameters. Again, the boost velocity was always pointing in z-direction. The valence
strange quark mass for the By and B} mesons was set to 0.040. I used four staggered
propagators with source times 7" = 0, 16, 32, 48 for each gauge configuration. I computed
both forward- and backward-propagating meson correlators to increase statistics. The

smearing parameter rg was set to 2.5.

6.2.2 Fitting

The staggered/naive light quark action used here suffers from the doubling problem. As
shown in [I1I] for non-moving NRQCD, the spatial doublers do not contribute to the

heavy-light correlatorsﬂ However, the temporal doubler leads to a coupling to additional

2 This remains true with moving NRQCD for moderate values of ym; see the remarks in Sec.
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v| Z, Mgy Cy/(ym)
0 3.37(15) 1.002(52)
0.2 1.05(15) 3.72(47) 1.13(16)
0.4 1.05(18) 3.66(68) 1.10(23)

Table 6.9: B, results for My, Z,, C,.

opposite-parity states, which manifest themselves as oscillating exponentials in the correla-
tors. I therefore fitted the heavy-light correlators C'(Tgk, Ise, k, 7, 7') for a given momentum

k with a function of the form

Nexp—1 ’I’Lexp —1

Z A sk A* ) _Ev,n('r_'r) 7' T'+1 Z A sk A* ) —E'v’n(’f'—’f'/)7 (631)

“wo”
~

where the parameters denoted with a correspond to the opposite-parity states.
6.2.3 Kinetic mass, energy shift and external momentum renormalisa-

tion

Results for the B, kinetic mass My, and the renormalisation parameters Z,,, C, computed
with Egs. (5.33), (5.32)), (5.31) for ng = 1 are shown in Table The energies and

the amplitude required for the calculation of the decay constant were obtained from 8-

exponential (4 of which are oscillating) fits to 2 x 2 matrix correlators with the Gaussian
smearing and the local axial current. Examples of fits to these correlators at v = 0 and
|[v| = 0.4 are shown in Fig. These also demonstrate the worsening of the signal-
to-noise ratio as the boost velocity increases, in accordance with Eq. (for the By
mesons considered here, one has to replace m, in by miss).

For the calculation of C,, I again averaged the results over the 4 different lattice

momenta perpendicular to v

2 2
k| = 22(0,£1,0), ~X(0,0,+1), (6.32)
L L
and the momentum parallel to the boost velocity required for the determination of Z,, was
chosen to be k| = 2r(1,0,0).
As expected, the statistical errors are larger than for the heavy-heavy mesons. In ad-

dition to the generally worse signal-to-noise ratio for heavy-light mesons, a much smaller
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Figure 6.4: Fits to Bs; matrix correlators (local and Gaussian smearing) at k = 0 and
v =0 (upper panel), |[v| = 0.4 (lower panel). The fits have nexp = Niexp = 4 and Tmin = 2.
The noise in the two-point function increases exponentially with the Euclidean time as

expected.
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v p| /B,

0 0 0.1626(27)
0.2 0.576(11) 0.1608(52)
0.4 1.2163(96) 0.1634(94)
0.6 1.885(57) 0.174(17)

Table 6.10: By decay constant (unrenormalised, and in lattice units) with mNRQCD at
k = 0. The total momentum p is computed using the nonperturbative result for Z, from

the n,(1S) dispersion relation.

number of origins (four) per gauge configuration was used to save computer time (the com-
putation of light-quark propagators is more expensive than the computation of mNRQCD
propagators). The results for Z, and C, agree with those obtained using heavy-heavy
mesons in section

6.2.4 Decay constant

The B, decay constant is defined by
(01J5(0)|Bs, p) = ifs, P", (6.33)

where J£(0) =5(0)445b(0). I computed fp, in a similar way as the 7, decay constant in
Sec. using the temporal component of the current. As there is only one heavy quark
here, the equation analogous to (6.19) reads

2

fB, =A A ENeR

(6.34)
Here I used C, determined from the n,(1S) dispersion relation since this is more precise
than the result from the By dispersion relation.

The results for the decay constant fp, at k = 0 and |v| = 0,0.2,0.4,0.6 are listed
in Table [6.10] and plotted against the total momentum in Fig. [6.5] I find that the decay
constant is independent of the boost velocity within statistical errors, which demonstrates
that the combination of moving NRQCD and ASQTAD works well at these values of v. 1
could not obtain reliable fits at large k and v = 0, and therefore do not show results with
non-moving NRQCD here.
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Figure 6.5: The By decay constant at k = 0 and |v| = 0, 0.2, 0.4, 0.6 plotted against the

total momentum p = Z,ymv + k. The horizontal line indicates the value at v = 0.

6.2.5 Energy splittings

I also computed the B} — By energy splitting as a function of |v|; the results are shown

in Table The statistical errors are so large that no definite statement can be made

about the velocity dependence.

AE,(0)
AE,
M (0) AT (0)
0.0 0.0261(35) 1
0.2 0.0262(65) 1.00(28)
0.4 0.0310(80) 1.18(34)

Table 6.11: B} — By energy splitting as a function of the boost velocity.
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6.3 Comparison of nonperturbative and perturbative re-

sults

In the following I compare my nonperturbative results for Z, (the renormalisation of the
external momentum) and C,, (the energy shift) given in Secs. and to predictions
from one-loop lattice perturbation theory [114] [100].

The perturbative results have the form
Zy =14 067, Cy, =1+ a5 6C,, (6.35)

where §Z, and 6C, depend on the form of the heavy-quark and gluon actions as well as
the heavy-quark mass and the boost velocity. Results for 67, and 6C, for the setup used
here (full moving NRQCD action with m = 2.8, n = 2, Liischer-Weisz gluon
action) can be found in [114] [100].

To make use of , a numerical value of the strong coupling constant ay is needed.
In [1T4],100], the strong coupling constant was defined in the potential scheme [77], and the
momentum scale ¢* was calculated with the Brodsky-Lepage-Mackenzie procedure [126)]
for each quantity and each value of v. The ¢* values range approximately between 0.5/a
and 3/a. The coarse MILC configurations used here have a~! ~1.6 GeV [108]. Using the
running of the strong coupling constant ay (q) [127] this gives, for example, ay(2/a) ~ 0.3.

Figures and which are taken from [I00], show the perturbative and nonper-
turbative results for Z, and C,. Nonperturbative results from both bottomonium and B,
two-point functions are shown, with a slight horizontal offset for legibility. The uncer-
tainties shown on the data points for the perturbative results are purely statistical due to
the stochastic integration over the loop momentum. The error band on the perturbative
results is obtained by varying the scale in the range [¢*/2, 2¢*].

The heavy-light results have error bars so large that they agree with the perturbative
predictions. In the following, I focus on the statistically much more precise heavy-heavy
results. For Z,, these agree with the perturbative predictions at |v| = 0.2 and |v| = 0.4,
while there is a deviation at |v| = 0.6. For C,/(ym), the (small) correction to the tree-
level result C,,/(ym) = 1 is in fact found to have the opposite sign for the nonperturbative
results compared to the perturbative results at all values of v.

This indicates that there may be sizable higher-loop or nonperturbative contributions.
To investigate the two-loop contribution, high-3 simulations (cf. Sec. are currently
being performed [116].
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Figure 6.6: Comparison of nonperturbative and perturbative results for the external mo-

mentum renormalisation factor Z,. (Plot by Eike Miiller [114], my nonperturbative data.)
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Figure 6.7: Comparison of nonperturbative and perturbative results for the energy shift
C,, relative to the tree-level value ym. (Plot by Eike Miiller [114], my nonperturbative
data.)
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Chapter 7

Heavy-hadron spectroscopy

Before coming to the main application of lattice moving NRQCD, the calculation of B
decay form factors in Chapter |8 I will report in the following on a different project: the
calculation of masses and excited-state energies of hadrons containing b quarks. Here,
the hadrons considered are at rest, and so I use the standard non-moving lattice NRQCD
action which is obtained from the action described in Chapter [5| by setting v = 0.

The calculations described in the following make use of gauge field configurations gen-
erated by the RBC and UKQCD collaborations [I128]. These configurations were created
with the renormalisation-group improved Iwasaki gluon action [129, 130] and 2+1 flavours
of light quarks described by a domain wall action (see Sec. .

The first part of this chapter (Sec. is about bottomonium, i.e. the bound states of
bottom quark-antiquark pairs. This work is published in my paper [I31]. The spectrum of
bottomonium is known very well from experiment [83], as can be seen in the level scheme
shown in Fig. There are many narrow states and the energy splittings show little
dependence on the light quark masses once these are light enough. Thus, the calculation
of the bottomonium spectrum is an excellent way of testing the lattice methods used. It
also allows independent determinations of the lattice spacing of the RBC/UKQCD gauge
field ensembles.

The second part of this chapter (Sec. then describes mass-calculations of b-
flavoured hadrons, using the domain wall action for the light valence quarks. This is still
work in progress; I published my preliminary results in the proceedings of the Lattice 2009
conference [I32]. The hadrons considered include B mesons, singly- and doubly-bottom
baryons, and for the first time also the triply-bottom baryon . There is currently con-
siderable interest in mass predictions for b-flavoured baryons. A few singly-bottom baryons

have been found so far, and more results are expected from the Large Hadron Collider
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Figure 7.1: Level scheme of bb states, from the Particle Data Group [83]
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amy mx [MeV] gL MD range (step) Neonf
0.005 330 0.8439 915 - 8665 (25) 311
0.01 420 0.8439 1475 - 8525 (25) 283
0.02 560 0.8433 1800 - 3600 (25) 73
0.03 670 0.8428 1275 - 3050 (25) 72

Table 7.1: The ensembles of RBC/UKQCD gauge configurations used for my calculation

of the bottomonium spectrum.

at CERN. Most recently, the € baryon was discovered at Fermilab. There are now two
incompatible results for its mass, obtained by the D§) [133] and CDF [134] collaborations.

Lattice QCD can contribute to resolve this discrepancy.

7.1 Bottomonium

7.1.1 Lattice details

The details of the domain wall fermion and Iwasaki gauge actions adopted by the RBC
and UKQCD collaborations are given in [I35]. For the calculation of the bottomonium
spectrum I used the gauge configurations of size 243 x 64 as described in [128]. The
size of the fifth dimension in the domain wall action is Ls = 16, leading to a residual
mass of amyes = 0.00315(2) [128]. The strange quark mass is ams = 0.04 and there are
ensembles with four different values for the degenerate light (up and down) quark mass
am; corresponding to pion masses in the range from =~ 330 MeV to =~ 670 MeV, as shown
in Table [Z.1]

I started the “measurements” at the same molecular dynamics (MD) time as in [12§]
to ensure complete thermalisation. Note however that the am; = 0.005 and am; = 0.01
ensembles have since been extended and I included the additional configurations. I per-
formed the measurements every 25 steps of MD time. This is approximately two times
the integrated autocorrelation time found in [I128] for the 12th time slice of the pion cor-
relator on the am; = 0.005 ensemble. I confirmed that this separation gives sufficiently
independent measurements for the observables calculated here by doing a binning analysis.

As discussed in Chapter [5] the lattice NRQCD action is tadpole-improved, using the
mean link in Landau gauge ugr,. I measured ugz, for the different ensembles by transforming
subsets of configurations to Landau gauge (using the Chroma software [136]); the results
are listed in Table [T.1l
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Name L S J P c  RF¢ I'(r)

m(n.S) 0 0 0 - 4+ AT ¢as(y)

T (nS) o 1 1 - =  T7T $us(r)d?

hy(nP) 10 1+ = T gup(r)ri/rg

X0(n.P) 1 10  +  + AT gup(r) (r-a)/rs

o1 (nP) 11 1+ 4+ T () (rx o)/

Xeo(nP) 11 2 4+ 4+ T gup(r) (o kel r
m(nD) 2 0 2 - 4+ Tyt Gup(r) rirk/r?

Yo(nD) 2 12— = E ¢up(r) (rirhal —rhrled) /i

Table 7.2: The smearing functions I'(r) (with j # k, [ # k) and the corresponding

irreducible representations of the octahedral group.

7.1.2 Calculation of the two-point functions

In Sec. the computation of bottomonium two-point functions was discussed for mov-
ing NRQCD. Here, I use non-moving NRQCD, which is just a special case. The two-point

functions are computed as

1 " .
C(Fskv Fscu k7 T, T/) - N Z Z Ir |:G'L <T’ X, Tla X/) Fik(x - y) GSC(T7 Yy, T/7 XI)] eﬂk%
U X,y
(7.1)
where 7 > 7’ and
ésc(ﬂy, 7, x') = Z Gy(r,y, 7,y ) Tse(x' — ) o5 (7.2)

y

In Eqgs. and , the functions I'y. /g are the smearing functions at source and sink,
respectively, which are now expressed directly in the non-relativistic spinor basis, i.e. they
are (2 X 2)-matrix-valued in spinor space. The gauge field configurations were fixed to
Coulomb gauge using Chroma [136]. In Tablethe bottomonium states considered here
are listed, together with their continuum quantum numbers, smearing functions I'(r) and
representations of the octahedral group [137].

As can be seen in Table [7.2] all representations are chosen to be different, so that no

mixing is expected here. As in [I0§], the radial functions ¢,s(r), ¢np(r) and ¢,p(r) for
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State é(r)

LS exp[—[r|/rs]

28 [1 —[r[/(2rs)] exp[—[r|/(2rs)]

38 [1—2[r|/(3rs) +2[r[?/(27r)] exp[—[r|/(3rs)]
1P exp[—[r[/(2rs)]

2P [1 — |r[/(6rs)] exp[—[r[/(3rs)]

1D exp[—|r[/(3rs)]

Table 7.3: The radial functions ¢(r)

the n-th radially excited S-wave (L = 0), P-wave (L = 1) and D-wave (L = 2) states are
taken from the corresponding hydrogen atom wave functions and are given in Table [7.3]

The same lattice representations are used at source and sink but the radial smearing
functions are allowed to be different. I set the smearing parameters r, (in lattice units) to
1.0 (15), 0.8 (25), 0.6 (35), 0.5 (1P), 0.4 (2P) and 0.5 (1D), respectively.

As in Sec. I set the smearing functions to zero outside a ball with radius R smaller
than half the spatial lattice dimension, so that the wrapping around the lattice boundaries
does not cause any problems. Since the smearing functions decay exponentially with the
separation between quark and antiquark, R can be chosen such that the important features
remain. To ensure symmetry, the same cut-off radius must be taken at source and sink.

In order to increase statistics, I averaged the correlators over eight different spatial
origins x’ located at the corners of a cube with side length L/2 = 12. In addition, I used
four different source time slices 7/ with an equal spacing of 16, so that there are 32 origins
per configuration in total. Furthermore, I shifted the locations of the origins on the lattice

randomly from configuration to configuration in order to decrease autocorrelations.

7.1.3 Data analysis

After choosing a set of smearing functions I'(r) with equal lattice representations but
different radial functions (e.g. 1.5, 25 and 35), I computed the square matrix of correlators
obtained by taking all combinations for source and sink.

As in Sec. I fitted the matrix of correlators C'(T'gk, I'sc, k, 7 — 7’) simultaneously
by a function of the form (6.11f). Here I took the logarithms of the energy splittings as
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correlator

| | 1
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time

Figure 7.2: Fit of a 3x3 matrix of correlators with the {Y(15), T(2S5), YT(3S)} smearings.

Note that both axes have a linear scale. The fit has nexp = 10 and Ty = 1.

the fit parameters to ensure the correct ordering of the states.

As before, I used the Bayesian method described in Sec. where the number of
exponentials in the fit is increased until the results for the low-lying states stabilise. This
is demonstrated for a 3 x 3 matrix correlator in the T channel in Fig. [C.I] A plot of the
corresponding fit with neyx, = 10 is shown in Fig.

I also tested for the presence of autocorrelations in the measurements using the binning
method (cf. Sec. . In most cases I did not find significant autocorrelations, but for
some quantities the error estimates were slightly corrected upwards. The details can be

found in my paper [I31].

7.1.4 Tuning of the b quark mass

The bare b quark mass, which is a free parameter in the NRQCD action, was tuned non-
perturbatively. I adjusted it such that the kinetic mass of the 1,(1S) meson as calculated
on the lattice matches the experimental value of 9.389(5) GeV [138]. The tuning was done
on the most chiral (am; = 0.005) ensemble of gauge configurations.

I computed the kinetic mass from

My = (7.3)
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T(285) — Y(18)

amy aMyn () L
splitting
2.30 4.988(12) 0.3258(47)
2.45 5.281(13) 0.3242(46)
2.60 5.575(13) 0.3231(54)

Table 7.4: Results for the tuning of the bare b quark mass in lattice units. Errors are

statistical /fitting only.

where I used the smallest possible lattice momentum alk| = 1-2x/L. As shown in the
next section, the kinetic mass is very stable and shows no significant dependence on k
even for much larger momenta. In order to increase statistics I averaged the results over
the different possibilities for the direction of k.

The comparison with experiment of course requires the knowledge of the lattice spac-
ing, which I determined as the ratio of the experimentally measured Y(25) — T(1S) mass
splitting, 0.56296(40) GeV [83], to the dimensionless lattice result. This will be discussed
in more detail in Sec. [T.1.6]

The lattice results for aMy;, and the T(2S) — T(1S) splitting at the three different
bare quark masses amy = 2.30, 2.45 and 2.60 are shown in Table As can be seen,
the Y(25) — Y(15) splitting is very insensitive to the value of the b quark mass. It is also
expected to have much smaller lattice discretisation errors than the 1P — 15 splitting as
discussed in the next section.

I found that in the range considered here, the dependence of the kinetic mass on the

bare heavy quark mass is described very well by the linear relation
aMyin, = A+ B - amy, (7.4)

A plot of aMyi, as a function of amy is shown in Fig. I performed fits of Eq. (|7.4))
with the parameters A and B on 500 bootstrap samples for the kinetic masses at amy =

2.30, 2.45 and 2.60. The resulting average fit parameters are

A = 0.489(25),
B = 1.956(11). (7.5)

To obtain a first result for the lattice spacing of the am; = 0.005 ensemble, I used the
T(2S) — T(15) mass splitting at amy, = 2.45, giving a~! = 1.736(25) GeV (the error is
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Figure 7.3: The kinetic mass of the 7,(1S) meson plotted against the bare heavy quark
mass. Errors are statistical/fitting only. The line shows the average over the bootstrap

ensemble of linear fit results.

statistical/fitting only). Of course the b quark mass was not yet tuned, but given the
relative independence of the Y (25) — T(1S) splitting on my, the value of amy, = 2.45 was
sufficiently close to the physical value. The final results for the lattice spacing obtained

with the correct b quark mass will be presented in Sec. [7.1.6

Using the preliminary result for a=!, it follows that the 7,(1S) mass in lattice units
must be tuned to be aMyi, = 5.407(77). Inserting this into (7.4) and solving for am; gives

amy, = 2.514(36). (7.6)

The error quoted here is statistical/fitting only and is dominated by the uncertainty in
the lattice result for the Y(2S5) — Y(15) splitting.

I actually performed all remaining calculations for bottomonium with am; = 2.536.
This was an earlier result and the fits have been improved slightly since then. However it
is still inside the range of the new value .

For am; = 2.536 the results were a My, = 5.449(13) and a~! = 1.740(25) GeV. This
gives My, = 9.48(14) GeV which is compatible with the experimental result of 9.389(5)

GeV, confirming the successful tuning of the heavy quark mass.
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n? aMyin(np) aC c?

1 5.450(17) 2.5913(84) _

2 5.450(17) 2.5912(85) 1.00003(85)
3 5.450(18) 2.5911(92) 1.0001(16)
4 5.461(22) 2.597(11) 0.9981(21)
5 5.457(20) 2.595(10) 0.9987(24)
6 5.452(20) 2.592(10) 0.9997(27)
8 5.454(22) 2.593(11) 0.9993(35)
9 5.447(20) 2.590(10) 1.0005(35)
12 5.445(21) 2.589(11) 1.0009(42)

Table 7.5: Kinetic mass, NRQCD energy shift and the square of the “speed of light”
for various lattice momenta k = n - 27/L, calculated on the am; = 0.005 ensemble with
amy = 2.536.

7.1.5 Speed of light

In order to examine how well the lattice data approximates the relativistic continuum
dispersion relation, I computed the kinetic mass of the 7,(1S) meson, defined by ,
also for larger lattice momenta k = n - 27/L up to n? = 12. For these calculations, I used
the local smearing function I'(r) = dy ¢ at source and sink so that multiple lattice momenta
can be obtained with little computational cost. For each value of n?, I averaged the results
over the possible directions of the vector n, and all components of n were chosen to be
less than or equal to 2.

The results are given in Table [7.5] where also the NRQCD energy shift, calculated as
Miyin(k) — E(0)

C= 5 , (7.7)
and for n? > 1 the square of the “speed of light”
E(k) — E(0) + Myin1]”* — M,
62 — [ ( ) ( ) k ,1] kin,1 (78)

K2
are shown. In Eq. , Mn,1 denotes the kinetic mass calculated with n> =1. In
the units used here, one should have ¢ = 1. Deviations of ¢ from 1 can be caused by
discretisation errors in the NRQCD, gluon and sea quark actions and also by missing
higher order relativistic corrections in the NRQCD action. The NRQCD action is highly
improved at tree level, and so the most significant errors one expects here are those caused

by missing radiative corrections.
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As can be seen in the table, in the momentum range considered here the kinetic
mass shows no significant dependence on k within the small statistical/fitting errors.
Correspondingly, ¢? remains compatible with 1, with statistical/fitting errors less than
0.5%, indicating that the effect of the errors mentioned above is small.

Analogous calculations for the Y(1S) meson have been performed in [108] with the
same NRQCD action but with the Liischer-Weisz gluon and the ASQTAD sea quark
action. There, the deviation of ¢? from 1 in the same momentum range was also found to

be compatible with 1 within statistical errors of less than 1%.

7.1.6 Radial/orbital energy splittings and the lattice spacing

The lattice results for the various radial and orbital energy splittings are listed in Table
Systematic errors are known to be smallest for the spin-averaged masses, defined as
(M) = > (27 +1)My
> 52741
However, in most cases not all of the states entering Eq. are known from experiment.

For the 1.5, 25 and 35 masses in this section I consider the J = 1 states (1) instead of the

(7.9)

spin-averages. Note that the J = 0 S-wave states (1) enter the spin-averaged masses only
with a weight of 1/4, and so the influence of systematic errors in the hyperfine splittings
is negligible here. For the 1P and 2P masses, I use the spin-averages over the y; triplet
(J =0,1,2) states. The only experimentally known D-wave state [139] is To(1D) with
J = 2, and therefore I consider this state here.

In terms of the NRQCD power counting (cf. Sec. , radial and orbital energy
splittings are of order (’)(vgrb.), where vop. is the internal speed of the b quarks inside the
heavy-heavy meson. Recall that for bottomonium one has vgrb_ ~ 0.1. The lattice NRQCD

action in use includes all relativistic corrections of order O(v?, ) (at tree-level), and hence

6

the missing relativistic corrections are of order O(vg,,

). Naively this leads to relativistic
errors for the radial and orbital splittings of O(v2, ) = 1%. However, as discussed in [108],
for energy splittings one has to consider the difference between the expectation values of
the missing operators for the two states. This leads to a reduction of the relativistic errors
for the 25 — 18 splitting to about 0.5%.

Additional systematic errors for the NRQCD action are due to discretisation errors and
missing radiative corrections (beyond tadpole improvement). Estimates of these errors for
the 25 — 15 and 1P — 1S splittings are given in Table They are taken to be equal to
the estimates obtained in [I0§] for exactly the same lattice NRQCD action on the “coarse”

MILC gauge configurations, which have a lattice spacing (a=! ~ 1.6 GeV) very similar to



7.1. Bottomonium 99

am; = 0.005 am; =0.01 am; =0.02 am; = 0.03

T(25) — T(19) 0.3236(46)  0.3270(73) 0.330(18)  0.327(23)
T(35) — Y(19) 0.517(21)  0.537(23) - -

(xo(1P)) = Y(15)  0.2589(30)  0.2572(22) 0.2628(57) 0.2613(61)
(xo(2P)) — Y(18)  0.478(30)  0.502(26)  0.511(39)  0.516(37)
(xo(2P)) — (xs(1P)) 0.219(29)  0.245(24)  0.248(35)  0.255(33)
Y5(1D) — Y(15) 0.4080(46)  0.4194(42) 0.417(12)  0.426(12)

Table 7.6: Results for the radial and orbital energy splittings in lattice units. Errors are

statistical /fitting only.

25 —-158 1P—-15
relativistic 0.5% 1.0%
radiative 0.5% 1.7%
discretisation 0.8% 3.2%
total 1.1% 3.8%

Table 7.7: Estimates of the systematic errors due to the lattice NRQCD action for the
25 — 1S radial and 1P — 1.5 orbital splittings [108].
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am; = 0.005 am; = 0.01 am; = 0.02 am; = 0.03
a;s%fls (GeV) 1.740(25)(19) 1.722(38)(19) 1.708(92)(19) 1.72(12)(2)
aﬁi_ls (GeV) 1.698(19)(65) 1.709(15)(65) 1.673(36)(64) 1.682(40)(64)

Table 7.8: Results for the inverse lattice spacing obtained from the Y(25) — Y(15) and
(xp(1P)) — Y(15) splittings. The first error given is statistical/fitting and the second
is an estimate of the systematic errors (relativistic, radiative and discretisation) due to
the NRQCD action. Systematic errors due to the gluon and sea quark actions are not

included.

the ensembles considered here. The reader is referred to [I08] and [140] for the details.
As can be seen in the table, systematic errors are much smaller for the 25 — 1.5 splitting
compared to the 1P — 1§ splitting. This is due to the smaller difference in the wave
functions for the 25 and 1S5 states. The 2S5 — 1S splitting thus allows a more reliable
determination of the lattice spacing.

Note that there are also discretisation errors due to the gluon and sea quark actions.
These are difficult to quantify at this stage as only data from one lattice spacing are
available. Gauge configurations with a smaller lattice spacing are currently being gen-
erated by the RBC and UKQCD collaborations so that a more systematic analysis will
become possible in the future. In [I28], a preliminary error estimate of (aAqcp)? ~ 4%
for the calculations of light hadron properties on the current ensembles was given. The
calculations for bottomonium are different in that the domain wall action only enters via
the sea quarks. The Iwasaki gluon action [129, [130] is renormalisation-group-improved
and is therefore expected to have a better scaling behaviour than the unimproved Wilson
action. However, this depends on the observable considered; see e.g. [I41] for a scaling
study of the critical temperature and glueball masses. The stability of the “speed of light”
demonstrated in Sec. [7.1.5] provides some evidence for the smallness of the effect of gluon
discretisation errors for bottomonium.

For reference, the discretisation errors in the 25 — 15 and 1P — 1S splittings on the
coarse MILC lattices due to the Liischer-Weisz gluon action were estimated in [I0§] to be
0.5% and 1.7%, respectively. These errors are proportional to the difference in the square
of the wave function at the origin, which is smaller between the 25 and 1.5 states.

My results for the inverse lattice spacings of the four ensembles from both the Y(25) —
T(1S) and the (x,(1P)) — Y(1S) splittings are listed in Table For the most chiral
ensemble the 25 — 1.5 splitting gives a~! = 1.740(25)stat (19)syst GeV. No significant de-
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Figure 7.4: Radial and orbital energy splittings compared to the experimental results
(indicated by lines). Errors are statistical/fitting only and include the uncertainty in the
determination of the lattice spacing. The 1.5 and 2S5 masses, for which no error bars are
shown, are not predictions of the lattice calculation as these states are used to determine

the lattice scale and the overall energy shift.

pendence on the sea quark mass can be seen within the statistical errors, and therefore I
did not attempt an extrapolation. For comparison, the RBC and UKQCD collaborations
have obtained a™! = 1.729(28)s¢a¢ in the chiral limit, using the Q= baryon mass [128].

This is consistent with my results obtained here.

Next, I used the lattice spacing determinations from the 2S5 — 1.5 splitting to convert
the other radial and orbital splittings from Table [7.6] to physical units. The results are
plotted in Fig. [7.4 Note that I used the individual results for the lattice spacings of the

different ensembles.

Overall, good agreement with experiment is seen, as in [108]. The dependence on the
light sea quark mass is found to be weak. This is expected since the typical gluon momenta
inside the bottomonium are much larger than all the values for the light quark masses
used here. However, note that large deviations between lattice results and experiment
were previously seen in quenched simulations (ny = 0), so the inclusion of 241 flavors of
dynamical light quarks is in fact very important. A comparison between quenched and

unquenched results can be found in [6].
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am; = 0.005 am; = 0.01 am; = 0.02 am; = 0.03
T(1S) — np(1S) 0.03017(14) 0.03033(16) 0.03102(36) 0.03145(38)
) )

T(25) — (25 0.0137(30) 0.0120(48)  0.013(12) 0.018(16)

xs0(1P) — (xp(1P))  —0.0207(20)  —0.0206(18)  —0.0231(36)  —0.0175(70)
o1 (1P) — (xp(1P))  —0.0049(14)  —0.0027(19)  —0.0059(22)  —0.0049(41)
xo2(1P) = (x3(1P))  0.0071(11) 0.0058(12)  0.0082(17)  0.0064(29)
hy(1P) — (xp(1P))  —0.0026(18)  —0.0002(21)  —0.0014(27)  —0.0058(42)
xo1(1P) = xp0(1P)  0.0158(18) 0.0176(25)  0.0173(40)  0.0126(77)
xo2(1P) = x, (1P)  0.0120(23) 0.0088(31)  0.0137(38)  0.0113(68)
hy(1P) — xp1 (1P) 0.0023(16) 0.0027(16)  0.0044(35)  —0.0009(61)
Y5(1D) — my(1D) 0.0011(21)  —0.0012(18)  —0.0086(70)  —0.0050(61)

Table 7.9: Spin-dependent energy splittings in lattice units. Errors are statistical /fitting

only. Large systematic errors are expected as discussed in the text.

7.1.7 Spin-dependent energy splittings

The spin-dependent energy splittings in bottomonium, i.e. the fine and hyperfine structure,
are of order O(vérb.) and hence any sub-leading corrections are missing in the NRQCD
action used here. Therefore, the relativistic errors in these splittings are expected to
be of order O(vgrb_) ~ 10%. The spin-dependent energy splittings also receive radiative
corrections of order O(ay), the strong coupling constant at the scale set by the lattice
spacing. This may in principle lead to further systematic errors of the order of 20%,
although the tadpole improvement used here (see Sec. reduces the problem. Finally,
discretisation errors are also expected to be larger than for the radial and orbital splittings,
especially for the S-wave hyperfine splitting as discussed below.

My results for the spin-dependent energy splittings in lattice units are summarised in

Table [7.9] where the errors given are statistical/fitting only.

S-wave hyperfine structure

Figure|7.5shows a plot of the Y(1.5) —n,(15) and T(2S5) — n,(2S) energy splittings, where
I used the previous lattice spacing determinations from the 25 — 1.5 splittings to convert
to physical units.

The errors shown are statistical/fitting only but include the uncertainty in the de-

termination of the lattice spacing. The latter in fact enters with a factor of 2 here, as
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Figure 7.5: S-wave hyperfine splittings (energies relative to the T(15) and T (25) states,
respectively) compared to experiment. Errors are statistical/fitting only and include the
uncertainty in the determination of the lattice spacing, which enters with a factor of 2.

Large systematic errors are expected as discussed in the text.

discussed in [I40], due to the resulting uncertainty in the physical heavy quark mass (the
hyperfine splitting is approximately proportional to the inverse of that mass). The sta-
tistical error in the 1.5 hyperfine splitting is then dominated by far by this uncertainty,
while the 25 hyperfine splitting has an intrinsically higher statistical error as the state is

radially excited.

The T(1S) — np(1S) splitting has recently been measured by the BaBar collaboration
[138], who found 71.4723(stat) + 2.7(syst) MeV. This value is indicated in Fig. The
lattice result in physical units for the am; = 0.005 ensemble is 52.5+ 1.5(stat) MeV, which
is too small by about 25%, in line with the large systematic errors expected. Similarly
to the radial and orbital splittings, little dependence on the light sea quark mass is seen,

which is expected for the same reason as discussed there.

Note that in [108] and [140] a significant dependence on the lattice spacing was found,
with the result increasing toward finer lattices, indicating that a substantial part of the
deviation is due to discretisation errors. The hyperfine splitting is indeed expected to be
sensitive to very short distances, as the spin-spin interaction potentials in simple models

contain a delta function at the origin (see e.g. [142]).
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Figure 7.6: P-wave spin splittings (energies relative to the spin-average of the y;(1P)
states) compared to experiment. Errors are statistical/fitting only and include the uncer-
tainty in the determination of the lattice spacing. Large systematic errors are expected as

discussed in the text.

Finally, note that in [I43], where a relativistic heavy-quark action was used, the
T(1S) — np(1S) splitting on the same RBC/UKQCD gauge configurations was found to
be only 23.7 + 3.7(stat) MeV. My result obtained with lattice NRQCD is much closer to

the experimental value.

P-wave spin-dependent splittings

A plot of the 1P spin-dependent splittings, converted to physical units using the previous
2S5 — 1.5 lattice spacing results, is given in Fig.

I show the energy differences of the xpo(1P), xp1(1P), xp2(1P) and hy(1P) states to
the spin-average of the triplet (x,(1P)). The experimental results [83] for the triplet states
are also indicated in the plot; the hy states have not yet been observed.

The lattice results are found to be in relatively good agreement with experiment, even
within the purely statistical /fitting errors shown in the plot (those include the uncertainty
in the lattice spacing). This indicates that discretisation errors may be smaller than for
the S-wave hyperfine splittings. Note that in simple potential models the wave function

at the origin is zero (cf. the smearing functions in Table [7.2)) and hence the P-wave spin
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splittings are expected to be not as sensitive to very short distances as the S-wave hyperfine
splittings.

My result for the experimentally unknown hy(1P) — (xp(1P)) splitting on the am; =
0.005 ensemble is —4.5 &+ 3.1 MeV, where the error quoted is statistical/fitting only and

includes the uncertainty from the determination of the lattice spacing.

D-wave spin-dependent splittings

Here, I only calculated the Yo(1D) — 1,(1D) splitting, using the E~~ and T, ™ represen-
tations as these two states do not mix and can be computed from the same heavy-quark
propagators.

My lattice results for the different ensembles are listed in Table[7.9] On the am; = 0.005
ensemble, I find the splitting in physical units to be 1.8+ 3.7 MeV where the error given is
statistical /fitting only and includes the uncertainty from the determination of the lattice

spacing. No experimental results are available.

7.2 Bottom hadrons

The results of the previous section demonstrate that the combination of lattice NRQCD
for the b quarks and the Iwasaki gluon / domain wall sea quark actions works well at this
lattice spacing. The next step is the calculation of heavy-light hadron masses on the same
gauge field configurations, using the domain wall action for the light valence quarks. Here,
the good chiral properties of the domain wall action will be very useful.

Presently, singly-bottom baryons are the focus of intense experimental and theoretical
study. The Ay is the first b-baryon discovered [144], followed more recently by the ¥, and
¥} [145] and the Zp [146, 147]. As already mentioned at the beginning of this chapter,
there are two incompatible results for the mass of the most recent discovery, the £, baryon
[133] 134]. No baryons with more than one b quark have been observed so far, but they
may be discovered at the Large Hadron Collider.

A number of unquenched lattice calculations of bottom baryon masses have been done
recently [148] 149, 150} 1511, 152]. It is important to perform independent determinations
of the same quantities with different lattice formulations in order to test universality, and
the combination of NRQCD heavy- and domain wall light quarks has not been used by
others. Compared to the static heavy-quark action, which was used in [149, [I51], 152],
NRQCD has the advantage that it is not restricted to systems containing only a single
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b quark. Also, heavy-light spin splittings which would vanish in the static limit can be

calculated.

7.2.1 Quark propagators

For the calculation of heavy-light meson and baryon masses, I reuse the u/d and s valence
quark domain wall propagators that were computed (using Chroma [136]) and saved during
the static-light calculation in [151].

These light-quark propagators have gauge-invariant Gaussian-smeared sources, where
APE-smeared gauge links [I53] I54] were used in constructing the source. For each of
these propagators I also compute a second propagator by smearing the sink in the same
way as the sourcdl}

All calculations are done in the exact isospin limit m, = mg = my. So far, I performed
the spectrum calculations only with the propagators on the am; = 0.005, am,; = 0.04
ensemble, with valence quark masses equal to the sea quark masses. These quark masses
correspond to pion and kaon masses of about 330 and 580 MeV, respectively. Note that
not only the u/d quark mass but also the strange quark mass is too large; the physical
point corresponds to ams ~ 0.034 [128].

I compute NRQCD bottom quark propagators for point sources (a Kronecker-delta in
position-, colour- and spin space) and Gaussian-smeared sources (without link smearing).
A Gaussian-smeared source is obtained by applying the operator

o s
(1 + A(2)> (7.10)

ns

to a point source. In 1| A®) is the covariant lattice Laplacian defined in lb T used
ng = 10 steps of smearing and set the width to ¢ = 1.0. I also computed sink-smeared
b-quark propagators, obtained by applying the operator at the sink. The b-quark
mass is set to amy, = 2.514, as obtained in Sec. [7.1.4]

In order to increase statistics, I compute hadron correlators directed both forward and
backward in time. The four-component NRQCD b-quark propagator in the nonrelativistic

Dirac gamma matrix-basis is given by

N — 9(r — 1 Gy(z, ') 0 o — - 0 0
Gz, ') = 6( ) ( 0 0 > o( ) < 0 el o) ) . (7.11)

Here, Gy and G¢ may include the smearing operator ([7.10)) at source/and or sink.

!The Chroma input XML file for this procedure was provided by W. Detmold.
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Note that the light-quark propagators generated by the Chroma software are stored in
a chiral gamma matrix basis (the “DeGrand-Rossi” basis). Before combining them with
to form hadron correlation functions, I convert the light-quark propagators to the
nonrelativistic Dirac gamma matrix basis by means of a similarity transformation.

In the following, I shall denote the generic light-quark field (in the nonrelativistic Dirac
basis) by ¢ and the bottom-quark field by

¥
= : 7.12
Q ( ¢ ) (7.12)

I use interpolating fields of the form G5 @ for the pseudoscalar B/B, mesons and gv; Q

7.2.2 B mesons

for the vector mesons B*/B}. These fields may include the smearing types discussed in
Sec. [[.2.11

Since all light-quark propagators GGy have a smeared source, there are two possibilities
for the meson source, which I denote as (L,s) and (S,s). Here, the capital letter denotes a
local (L) or smeared (S) source for the heavy quark; the lower-case letter similarly denotes
the source type for the light quark. At the sink, there are the four possibilities (L,s),
(8,s), (L,1), (S,1).

Thus, I perform (2 x 4)-matrix fits of the form , with four sets of amplitude
parameters corresponding to the smearings (L,s), (S,s), (L,1), (S,1). An example of
such a fit for the B meson is shown in Fig. [7.7] There, I also show an “effective-energy”
plot, where the effective-energy function is defined as

Beg(r +1/2) = In (%) (7.13)

for a correlator C(7). For large Euclidean time separation 7, this approaches the (un-
physical, i.e. shifted) ground-state energy. As can be seen in the figure, the various types
of smearing all behave similarly. Recall that no completely un-smeared correlators are
included here; these would behave very differently (with more contamination from excited
states).

My results for the hyperfine splittings in the B mesons are listed in Table [7.10] For
the conversion to physical units I used the result for the lattice spacing from Table
The predicted hyperfine splittings agree well with the experimental values.

To compute the full hadron masses in a way that leads to only weak dependence on

the bare b quark mass, one can use the experimental value for the mass of e.g. the Y(1.5)
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a AM AM (MeV) AM (MeV)

lattice lattice experiment
B*—B 0.0277(49) 48(9) 45.78(35)
B} — By 0.0280(21) 49(4) 46.1(1.5)

Table 7.10: Spin splittings in B mesons for am; = 0.005, am,; = 0.04. Errors are statisti-

cal/fitting only. Experimental values from [83].

meson as an input parameter in the following way,

n
M = Ear. + 5 (M, — Ei) - (7.14)

exp.

where 1y, denotes the number of b quarks in the hadron (n, = 1 for the B mesons considered
here) and FEj,¢. denotes the energy in the lattice calculation.

The results for the full B meson masses computed using are plotted together
with the experimental values in Fig. As expected for the unphysical light-quark
masses am; = 0.005, ams = 0.04, the lattice results are found to be slightly above the
experimental results. Chiral extrapolations to the physical quark masses will be performed

in the future.

7.2.3 Singly-bottom baryons

For baryons containing a single b-quark and two light quarks ¢, ¢/, I use interpolating
fields of the form
0899 = egpe (CT) gy qf & Q5 (7.15)

where a, b, ... are colour indices running from 1 to 3 and «, 3, ... are spinor indices running
from 1 to 4. In , C = 772 is the Euclidean charge-conjugation matrix and I' is a
Dirac matrix that determines the total spin of the light degrees of freedom: I' = 5 for
S; =0 and I' = ~; for S; = 1. The total spin of the light degrees of freedom becomes a
conserved quantum number in the static limit m;, — oo.

Note that (C5)T = —Cvs and (Cv;)T = Cr;. This implies

Lqq _
orda_ —Oa , for ' =1, (7.16)
“ OL?7 for T = Vi

and hence for ¢ = ¢’ one must have I' = ; and S; = 1.
The singly-bottom baryons in the isospin limit and their interpolating operators are
listed in Table Note that the operators with I' = ~; have an overlap with both the
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Figure 7.7: Fit to a 2 x4 matrix of correlators for the B meson, with nex, = 6 and myin = 3.

The upper panel shows the correlator data and the fit functions. The lower panel shows

an effective-energy plot with the ground-state fit result.
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Figure 7.8: Masses of B mesons for am; = 0.005, ams = 0.04. The lines indicate the

experimental values [83].

Hadron(s) Jr S Operator

Ay %Jr 0 €abe (C5)py 44 4 Q
S, X 31 e (Cypr dbd?Q
= i 0 eabe (C5)py 4 55 Q6
=, B 31 e (O af 8 Q5
O, 3T 1 eane (O %85 Q5

Table 7.11: Interpolating fields for baryons containing a single b quark. S; denotes the
total spin of the light degrees of freedom, which becomes a conserved quantum number

for my — oo.
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J =3 and J = 1 states. For the correlator Cjjj,(7) with I' = 7; at the source and I = 7

at the sink one has at zero momentum and large 7 > 0
Cjr(r) = Z§/2 e 2T L1+ 0) (65 — Svjm) + ZF e P27 (1 + )3y (7.17)

(see [155]). The J = 2 and J = % contributions can be disentangled by multiplying with
the projectors (d;; — %’}/Z"}/j) and %%'yj, respectively:

(65 — 5777) Cin(r) = Z355 €732 7 5(1 4 70) (Bt — 57 %),
i Cae(r) = ZF e P2T L1+ 40) 3vie- (7.18)

Note that for 7 < 0, one has 3(1 — ) instead of (1 + 7o) in .

For the singly-bottom baryons, I use the same type of smearing on both light quarks.
Thus, the baryon operators are classified in terms of their smearing in the same way as
the B meson operators in Sec. Again, I perform (2 x 4)-matrix fits. An example of
such a fit for the A, baryon is shown in Fig.

Table lists the results for the heavy-light spin splittings. An experimental value
is known only for X; — X,; my lattice result agrees with this but the statistical errors
are rather large. It is planned to increase statistics in the future by computing more
domain-wall propagators.

Results for the mass differences of the J = % singly-bottom baryons to the B/Bs/A;
hadrons are listed in Table [7.13} To compute the absolute baryon masses, I compare two
different methods: (I) using the T(1S) mass via Eq. with n, = 1 and (II) using the
B mass via

M = Egim. +np (M(f(p, - Eslfm) (719)

with ny, = 1. The results are plotted in Fig. The hadron masses at the present unphys-
ically large values for the light quark masses tend to be slightly above the experimental
results. Taking into account the overall picture, my lattice result for the {2, mass appears
to favour the CDF measurement [I34] over the D} measurement [I133]. Definitive conclu-
sions can only be made after chiral extrapolation, and, eventually, after the inclusion of
different lattice spacings and volumes (finite-volume effects are also known to increase the
energy).

Note that the T mass shows little dependence on the sea quark masses, while the B
has a light valence quark. Thus, and lead to very different chiral behaviour
of M, which likely explains the discrepancies between the two methods seen at the present

quark masses.
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Figure 7.9: Fit to a 2 x 4 matrix of correlators for the Aj baryon, with neyp, = 6 and
Tmin = 3. The upper panel shows the correlator data and the fit functions. The lower

panel shows an effective-energy plot with the ground-state fit result.
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a AM AM (MeV) AM (MeV)
lattice lattice experiment
Xy — 2y 0.014(14) 25(25) 21.2(2.0)
Zp — 5 0.0105(94) 18(16) —
Qp —Q 0.0108(59) 19(10) —

Table 7.12: Heavy-light spin splittings in singly-bottom baryons for am; = 0.005, ams =

0.04. Errors are statistical/fitting only. The experimental value for ¥} — ¥ is from [83].

a AM AM (GeV) AM (GeV)

lattice lattice experiment
Ay — B 0.235(20) 0.408(36) 0.3410(16)
Xy — B 0.350(17) 0.608(31) 0.5286(27)
=y — B 0.320(14) 0.556(25) 0.5132(30)
=, — B 0.407(10) 0.708(21) —
O —B 0.4589(79) 0.798(18) 0.7752(69)
Ay — Bs 0.190(21) 0.330(36) 0.2539(17)
¥y — Bs 0.305(17) 0.530(31) 0.4415(28)
=y — Bs 0.275(14) 0.478(25) 0.4261(31)
=, — Bs 0.362(10) 0.630(20) -
Q, — Bs 0.4141(68) 0.720(16) 0.6881(69)
Sp— Ay 0.115(23) 0.200(40) 0.1876(31)
Zp — Ay 0.085(15) 0.148(27) 0.1722(34)
=, — Ay 0.172(22) 0.300(38) —
Qp— Ay 0.224(21) 0.390(37) 0.4342(71)

Table 7.13: Mass differences of the J = % singly-bottom baryons to the B/B;/A; for
am; = 0.005, ams = 0.04. Errors are statistical/fitting only. Experimental values from

[83] and [134].
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Figure 7.10: Masses of singly-bottom baryons for am; = 0.005, ams = 0.04. The lines
indicate the experimental values [83 133 134]. The D@ result [133] for the €2, mass is
indicated in black; the CDF result [134] in red.
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Hadrons JP Soo Operator

- = + 3+

Zbbs ‘:‘;;b % , % 1 €abc (Cryj)ﬁ’Y Q% Qg qa
+ 3+

Qb Q;;b % ’ % 1 €abc (C’Yj)BV Q% Qg Sg

Table 7.14: Interpolating fields for baryons containing two b quarks. Sgg denotes the
total spin of the heavy quarks.

a AM AM (MeV) AM (MeV)
lattice lattice experiment
=5 — Zob 0.0140(75) 24(14) —
Oy — Qg 0.0219(54) 38(9) -

Table 7.15: Heavy-light spin splittings in doubly-bottom baryons for am; = 0.005, ams =
0.04. Errors are statistical/fitting only.

7.2.4 Doubly-bottom baryons

For the doubly-bottom baryons, the role of the light and heavy quarks in (7.15) is inter-
changed. The interpolating fields for the doubly-bottom baryons are listed in Table
As for the singly-bottom baryons, I use the spin projection l) to separate the J = %
and J = % states. The energy splittings between these are listed in Table

I also use the same smearing for both heavy quarks. A (2 x 4)-matrix fit for the Qy,
is shown in Fig. As can be seen in the effective-energy plot, there is now a more
significant difference between the correlators with and without smearing for the heavy
quarks. This is expected, as the two heavy quarks can be excited in a similar way as in

bottomonium.

Again, I use both methods ((7.14)) and (7.19)) to compute the absolute hadron masses.
The results are shown in Fig. Here, the differences between the two methods ((7.14))
and ([7.19)) for the unphysical quark masses are enhanced since n, = 2.
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Figure 7.11: Fit to a 2 x 4 matrix of correlators for the (), baryon, with ney, = 6 and
Tmin = 3. The upper panel shows the correlator data and the fit functions. The lower

panel shows an effective-energy plot with the ground-state fit result.
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Figure 7.12: Masses of doubly-bottom baryons for am; = 0.005, ams = 0.04.

7.2.5 The beb baryon

For the Qp, baryon, I use interpolating operators of the form

cave (C) 3y Q% Q5 Qi (7.20)

The only physical state is the one with J = %

As the Qup baryon does not contain light valence quarks, the dependence on the
light sea quark masses is expected to be weak once these are light enough, similarly to
bottomonium. Thus, Eq. is the better method for computing the absolute mass of
the Qupp, and no chiral extrapolation is required.

Also, since NRQCD is computationally cheap, one can go to very high statistics with
little cost. A plot of a (2 x 2)-matrix correlator from about 10> NRQCD propagators on
the am; = 0.005, amg = 0.04 ensemble is shown in Fig. As can be seen, the signal is
very good. The (unphysical) energy obtained from the fit is

aEq,, = 0.5527(12). (7.21)

I also computed a high-statistics T correlator from the same propagators. Fitting it gives

aBry(1s) = 0.29786(20). (7.22)
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Reference Method Mg,,, (GeV)
This work lattice QCD 14.3748(33)
[156] bag model 14.30

[157] variational method 14.37(08)
[158] bag model 14.276

[159] relativistic quark model 14.569

[160] sum rules 13.28(10)

Table 7.16: Comparison of my lattice QCD result for the 4, mass to various results
from continuum models. The error on my lattice result is statistical /fitting only. See the

references given in the table for the details of the errors quoted for the continuum results.

Using the bootstrap method to properly take into account correlations between the
and the T energies, Eq. (7.14) then leads to

Mg,,, = 14.3748(33) GeV, (7.23)

where the error is statistical only and includes the uncertainty in the lattice spacing (the
latter was taken from Table. To my knowledge, this is the first lattice QCD calculation
of the Qpp, mass.

The Qpp, mass has been estimated before using various continuum methods. In Table
[7.16]I compare my result to these estimates. I find excellent agreement with the value from
the variational method given in [I57]. The other results are also close, with the notable
exception of [I60], where QCD sum rules were used.

The production of the Q, at hadron colliders has been studied in [161}, [162]. For the
LHC at /s = 14 TeV, the integrated cross section for direct fragmentation production
b — Qppp was estimated to be about 8 pb.



120 CHAPTER 7. HEAVY-HADRON SPECTROSCOPY




Chapter 8

Rare B decays

The tests described in Chapter [f] demonstrate the good properties of moving NRQCD. In
the following I show how mNRQCD can be applied to the calculation of form factors for
B decays and present numerical results.

The interactions with W and Z bosons as well as top quarks are effects at very short
distances and can be described by an effective weak Hamiltonian. This method is intro-
duced in Sec. where the “tree-level” decay B — wfv and the rare decay B — K™~
are considered as examples. The phenomenology of rare decays is rather complex and a
complete discussion is beyond the scope of this work. Certain long-distance contributions
to rare B decays, which are mentioned in Sec. can not be calculated directly in lattice
QCD. However, one can choose regions of ¢ where these effects are suppressed. The dom-
inant contributions to the semileptonic and radiative decays then come from operators
whose matrix elements can be computed directly in lattice QCD.

These matrix elements are conveniently parametrised in terms of Lorentz-invariant
functions called form factors. After giving the definitions of the complete set of B semilep-
tonic form factors in Sec. I show how they can be extracted from Euclidean correlation
functions in Sec. [8.4

For the lattice calculation, the heavy-light current in the weak Hamiltonian has to
be expressed in terms of the lattice quark fields. This requires the inclusion of several
operators multiplied by appropriate matching factors, as discussed in Sec.

For a given ¢?, the boost velocity v in the moving NRQCD action should be chosen
such that discretisation errors are minimised. Estimates of the optimal choice for v are
shown in Sec. Independently of discretisation errors, the heavy-quark effective field
theory description of the decay becomes less accurate at low ¢, when the momentum

transfer is no longer small compared to my. This is discussed in Sec.
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I then describe in detail the calculation of the two-point and three-point functions with
mNRQCD heavy- and staggered light quarks in Sec. All constructions are performed
for both point- and random-wall sources. The aim of the random-wall source method is
to reduce statistical errors. I show in extensive numerical studies to what extent this is
possible for the calculation of heavy-to-light decays. Particular emphasis is placed on the
analysis of different fitting methods.

Finally, after briefly demonstrating in Sec.[8.9]the contributions of the various operators

in the heavy-light current, I present some preliminary form factor results in Sec. [8.10]

8.1 Weak Decays of B Mesons in the Standard Model

8.1.1 Electroweak interactions of quarks

The Lagrange density for the interactions between the quarks and the electroweak gauge
bosons W, Z and A in the Standard Model has the following form (see e.g. [163} [164]):

g2

g2 : m.
Loow. = =5 75 (J“WH + J“TWJ) g sinty S A" — 2, (1)
with the charged weak current
d
Jt=(uzect) A=)V | s |, (8.2)
b
the electromagnetic current,
d ) u
Jlo=—2(dsb) A" | s +§(ﬂéi)ﬁ“ c |, (8.3)
b t
and the weak neutral current
d
1, = _ - . .4,
JE = —§(dsb)’y“ 1—75—§s1n9W s
b
u
1, _ -\ . . 8 . 9
+§(uct) Ak 1—75—§sm Ow c |- (8.4)
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In the charged weak current (8.2)), the Cabibbo-Kobayashi-Maskawa matrix

Vud Vus Vub
V= chd ‘/cs ‘/cb ) (85)
Via Vis Vu

gives rise to a mixing between the quark flavours. In the Standard Model, V' is unitary,
VTV = 1. After absorbing unobservable phase factors into the definition of the quark
fields, 4 free real parameters remain in V. These are three mixing angles and one CP-
violating phase. It is known from experiments that V' is close to unity; see [83] for the
currently known values of the CKM matrix elements and their uncertainties.

Note that the electromagnetic and weak neutral currents , do not change the
quark flavour, and therefore transitions within up-type or within down-type quarks like

b — s do not appear at tree-level.

8.1.2 Effective weak Hamiltonians

When describing weak decays of hadrons, it is very useful to separate the short-distance
weak interactions from the non-perturbative long-distance dynamics of the hadrons. The
heavy W and Z bosons as well as the top quark can be integrated out of the theory, and
their effects are then described by new local operators O,, involving the lighter degrees of
freedom. The resulting effective Hamiltonian has the general structure

4G
eff = 7=

V2

where C),(u) are the scale- and renormalisation scheme dependent short-distance coeffi-

H > Vdicm Cali) On, (8.6)

cients (Wilson coefficients), and Vi, ,, stands for the product of CKM matrix elements
involved in the weak interactions which yield the effective operator O,,.

The general method to derive the effective Hamiltonian is the operator product ex-
pansion. In addition, one must use renormalisation-group methods to evolve the Wilson
coefficients from the scale u ~ myy to the scale appropriate to the process under consid-
eration, e.g. u = my for B decays. For the details, see for example [165], [166].

The operator product expansion can be done in perturbation theory, since asymptotic
freedom implies that the QCD coupling is weak at u ~ myy. The non-perturbative
aspect of the hadron decay then appears in the calculation of the low-energy QCD matrix
element (O,),, and this is what can be done on the lattice. Note that the scale- and
scheme dependence of this matrix element is cancelled by the corresponding dependence

of the Wilson coefficients C), (), provided that the same renormalisation scheme and scale
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is used for both calculations. This means that the lattice results must be converted to the

continuum scheme by an appropriate matching calculation (cf. Sec. [8.5]).

8.1.3 The decay B — wlv

We will now consider the semileptonic decay B — wfv, from which the magnitude of
the CKM matrix element V; can be determined. Recent experimental results have been
published in [12] 13 [14].

The effective Hamiltonian for b6 — we™ 7, results from the Feynman diagrams shown

in Fig.

Figure 8.1: Tree-level Feynman diagram contributing to b — ue™ 7

Integrating out the W boson gives the well-known current-current interaction
Gr . N s .
Hegg = Vi, ﬁ C(p) uy* (1 — 45)beu(1 — As)ve (8.7)

where G = v/2¢2/(8m?%,), and up to small loop corrections one has C(u) = 1. Since the
mesons in the initial and final state are both pseudoscalars, only the vector current wy*b
contributes to the hadronic matrix element. The latter can be parametrised by two form

factors fi and f_, or equivalently f, and fy, as follows:

(r()| w30 |Bp)) = f+(a®)[p* + "] + f-(¢°) "
2 a2 2 a2
= [ = M gy M g
(8.8)

with ¢ = p — p/. Neglecting the lepton masses, the differential decay rate is given by [167]

2 2
7~ tomny [0+ 002 = 22— aviar?] "\ (89)
Hence, to determine |V,;| from the exclusive measurement of this decay rate, the non-
perturbative hadronic matrix element (w(p’)| w9*b|B(p)) must be calculated. Two recent
unquenched lattice QCD calculations are [11] and [168]. Both works make use of the
ASQTAD action for the light quarks. For the b quark, lattice NRQCD was used in [11],

while the Fermilab action (cf. Sec. was used in [168].
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8.1.4 The decay B — K*v

Among the rare decays, the decay B — K™ (first observed by the CLEO collaboration
[15]) is the one with the most precise experimental results available [17, 16, [I§]. As a
loop-mediated flavour-changing neutral current process it is suppressed in the Standard

Model, and therefore very sensitive to possible new physics contributions (see for example
[169, 170, 171, 172, 173| 174 175 [176]).

S S
W u,c,t
+ — O7
Y Y
b b

Figure 8.2: Example of a one-loop diagram contributing to Oy

The effective weak Hamiltonian relevant to this radiative decay can be written in the

following form,
8

LAGE
Het = —VaoVis—= > _ Cn(1)On, (8.10)
\/i n=1
where O1, ..., Og are 4-quark operators, O7 is an electromagnetic and Og is a chromomag-

netic dipole operator [I77]. The CKM-matrix dependence has been factored out globally,
neglecting V,;;, ~ 0 and using unitarity to replace V3V by —ViVis.
The dominant short-distance contribution to B — K™+ is due to the electromagnetic

dipole operator

_ 1+

O JuwFlomy  with = S0y, b, (8.11)

16w

where o#” = %[’y“, 4¥]. An example of a one-loop Feynman diagram contributing to Oz is
shown in [R.2l
As derived in Sec. the hadronic matrix element of the tensor current J,, in O7

can be parametrised as follows:

¢’ (K*(p,e)|Jw|Bp)) = 2T1(¢°) €uvpo € 1" p°
+i To(q%) [}, (Mp — Mz-) — (" - q)(p + P)u)

2
(p+p)u| (812

. * q
HTy0) (€ 0) oy — T
T ML M2
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where ¢ = p—p’ and ¢ is the polarisation vector of the K* meson. For the physical on-shell
photon, one has ¢?> = 0. Note that 77 (0) = T3(0).
In Sec. [B2]I give a derivation of the decay rate, with the result

o G%
84

M2,
M

(B — K'y) =

3
Cr )21V Vi A (1 - ) ). (8.13)

Here, the contributions from the operators other than O7 are neglected. These contribu-
tions will be discussed in Sec.

So far, there are no unquenched lattice QCD calculations of the form factors for B —
K*~ by other groups. Quenched calculations can be found [I78] [179] 180, 18T, 182, 183,
184]. In these works, the b quark was implemented with Wilson-like actions, so that m,
had to be unphysically small. The form factors were then extrapolated in m; to the
physical value. The precise form of the functional dependence on my is unknown, which

leads to an additional systematic uncertainty.

8.2 More about b — s decays

Including also s ¢T¢~ final states, the effective Hamiltonian for b — s transitions has the

form
Heg = — ViV 298 fj Cr(1)O (8.14)
e s \/i ] n n
with
O1 = (4" b3) (5% Au L),
O2 = (34" b3) (5% Au L),
O3 = (534" b%) >,(a7 A 42);
Os = (554" b%) >, A at),
Os = (514" b%) 2, (@% Au qp);
Os = (54" bY) 2@k A ab),
Or = oo 8 oy by Fl
Os = iy 5% oy Fly b,
e? =
Oy = 55589 b1) Xyl D),
2

Ow = 755524 b1) o445 0)- (8.15)
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Figure 8.3: Example of a Feynman diagram contributing to Os.

(see e.g. [177, [165] 185], [166]). Here, Zq denotes a sum over the quark flavours u, d, c, s,b
and ), denotes a sum over the lepton flavours e, i, 7. The indices a, b are colour indices
and are summed over from 1 to 3. Under renormalisation-group running from g = myy

down to p = my, the operators mix and their coefficients change significantly.

The operator Oy was already discussed in Sec. The operators Og and O1g give
additional short-distance contributions for b — s¢*¢~; they arise from box diagrams (with
two W boson propagators) and penguin diagrams (with a photon or Z decaying to the
lepton pair).

At leading order, the operator Oy is generated by the Feynman diagram shown in
Fig. so that at this order Cy(myy) = 1. The operator Op, where the colour structure
is changed, is generated from this by QCD corrections and is thus loop-suppressed. In
principle, there are also operators analogous to O; and O, with the replacement ¢ — u.
However, since V;, ~ 0 is neglected here, these are not included. For the same reason, we

also neglect weak annihilation in B¥ — K®)* decays.

The hadronic matrix elements of Oy can be sizable when the éc pair forms charmonium
resonances (see Figs. and . This is a non-local effect and can not be calculated
directly on the lattice. The dominant resonances are the J/1(1S5) and ¥ (25); their squared
masses are 9.591 GeV? and 13.587 GeV?, respectively [83]. Thus, one should keep ¢* away
from these values when comparing the theoretical results with experimental data. For
B — K*~, one has ¢ = 0, which is far away from the resonances. The remaining effect
for B — K*v is small [I86]. For B — K®)¢¢ decays, one can work at large ¢> (close to
@2, ), Which is also far away from the resonances, so that the long-distance effects are also
under control [I87]. The lattice calculation works best at large ¢ anyway.

The operators O3 ... Og have very small Wilson coefficients and can be neglected. The

chromomagnetic tensor operator Og may also lead to non-local contributions like the one
shown in Fig. The contributions from Og to B — K*7y were estimated in [I88] and
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Figure 8.4: Long-distance contribution from charmonium resonances via Os.

dI'/dq?

+ 2 :2
M3y My
2

q

Figure 8.5: Effect of charmonium resonances on the differential decay rate (schematically).

Figure 8.6: Example for a spectator-quark contribution to B — K*v due to Os.
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found to be suppressed relative to O7 by a factor of (Cs/C7)Agcp/Mp =~ 0.05. See also
[189] for a discussion of Og for B — K*{T¢~ decays.

Finally, note that the K* meson decays through the strong interaction into a pseu-
doscalar kaon and a pion. The width of the K* is about 50 MeV [83]. For the unphysically
large u- and d-quark masses used in the initial lattice calculations, the K* is stable. How-

ever, extrapolations to the physical quark masses will be complicated by threshold effects.

8.3 General definition of semileptonic form factors

As discussed in the previous section, the short-distance contributions for B — K™y and
B — KWy decays are due to the operators O, Og and O1g. The hadronic matrix
elements of the bilinear heavy-light quark currents contained in these operators can be

parametrised by Lorentz-invariant form factors as follows (see e.g. [190]):

) M2 — M2
(PO DBE) = fold?) |+ 0" = =E =g
M2 _ M2
+f0(q2) Bq2 Pqﬂa (816)
Nao b _ ifT(qg) 20, 1 Im 2 2\ 1
0 (P(p')|qo""b|B(p)) = m[q (" +p™) — (Mp —mp)g"], (8.17)
. 2iV (¢?)
/ m — nrpo ko
(V(p',e)lgy"b| B(p)) P (8.18)
i e*
(V(©,)|a3"4sb|B(p)) = 2MyAo(d®) 2 ¢*
2
* E*
(M + M) As(e) [ o qﬂ]

e*-q M3 — M2
— As(q?) AP, [p“+p’“— E—Vg'|, (819)
" (V(p',e)gowb B(p)) = 4T1(q*)euproc™p ', (8.20)

(VY. e)|qowAsblB(p)) = 2iTa(q%) [eh(Mp — M7) — (* - @) (p+1')4]

2
. % q /

L ATHP)E - ) [q ) ] (8.21)

I M% o M‘2/ 12

A derivation of (8.20) and ({8.21)) is given in Sec.

8.4 Extraction of form factors from correlation functions

The matrix element (F(p')|.J|B(p)), where F' denotes the final pseudoscalar (P) or vector

(V) meson, and J ~ @Iy b is the heavy-light quark current in the effective electroweak
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operator, can be extracted from the combination of the Euclidean 3-point function
Crus(P', P, 20, Y0, 20) = > <¢’F($) J(y) ‘I’E(z)> e P lye) - (8.92)
y =z

with the Euclidean two-point functions

Cop(p, 70, 10) = Y (Pp(x) h(y))e PO, (8:23)

X

Crr(®, w0, 90) = 3. <<I>F(ac) @}(y)> b’ (x-y). (8.24)

X
Here, @5 ~ ¢45b and ®p ~ §45q (F = P), ®p ~ 79 (F=V).
In the following we write 7 = |zo — yo| and T = |z¢ — 20|. As in Sec. one can show

by inserting complete sets of states that at large 7, T', and T — 7, the correlation functions

become
Cris®,p, 7, T) — AFIB) =BT o—Ep(T—7) (8.25)
CFF(pa 7') — A(FF) e_EF’T’ (8.26)
Conlp, 7) — AP Fo, (5.27)
where
VZv \Zp
(FJB) 2Ey 2Eg Z%’(P/,S) (V(@.e@.s)|J|Bp), F=V,
! - ) (8.28)
N i
26y 2B, © (#) 1 71B(p)), F_p
Z
ABB)  _ ﬁ7 529
ZQZTV ei(p,s)ej(p',s), F =V (nosum over j),
AFF) % v 520
2Ep’ F=P

Thus, the matrix elements (P(p')|J|B(p)) and Y &;(p’, s)(V (p',e(p’, s)) | J |B(p)) can be
extracted from , once the factors Zp, Zr have been extracted from the two-point
functions (the energies Fp, Fr can be obtained from either the two-point or three-point
functions). Note that in Eqgs. (8.28)) and (8.29), Ep denotes the full, physical energy of the
B meson; this is not equal to the energy obtained from the exponential decay in or
when an effective theory like mNRQCD is used for the b quark.

In the next sections I discuss briefly how the form factors can be extracted from the

matrix elements. I will only consider the case where all momenta point in x;-direction.
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Then, only certain combinations of operator indices and final state polarisations give non-
zero contributions (were appropriate, after contraction with ¢”. There are 21 combinations
in total (modulo the antisymmetry of o,,,). They are listed in Table together with the

form factors to which they contribute.

8.4.1 The form factors f, and f,
First, at p = q = 0, we have from Eq. (8.16))

(P(0)|73°01B(p)) = fo(gmax) [Mp + Mp], (8.31)
and hence

(P(")|77°b|B(p))
Mp+Mp

fo(Gmax) = (8.32)

For non-zero momentum transfer, we define r = (¢*, ¢°,0,0), so that 7 - ¢ = 0. Then,
ru{P()|@¥"0|B(p)) = f+(¢®) r- (0 +p). (8.33)

Hence, if ¢! # 0, the form factor f, (¢?) can be calculated in the following way,

¢ (P()|a7°b|B(p)) — ¢"(P(¥)|a7'b| B(p))

2

= 8.34
fr(@) ¢'(° +9°) — "' +p) (534

Once f4(¢?) has been extracted, we obtain fy(¢?) from Eq. (8.16) with p = 0:

01 B M2 — M? M2 — M?
(P()|g3°b|B(p)) = f+(4%) {po +p° - %(pﬂ - p’o)] + fo(qz)%(zo0 —p").
(8.35)

This gives
_ 2 a2
L (POIZIIB®) — fi(a?) [p°+p° = EE (" = p°)
fO(q ) = M2 M2 ) (8'36)
%(ZDO —p")

where p’ = Ep, p¥ = EF.

8.4.2 The form factor fr

For momenta pointing in 1-direction, it is clear from Eq. (8.17) that only the matrix
Ol ig non-zero. Thus, we obtain
: (p° — ") (P(p)|go'°b| B(p)
fr(¢*) = —i(Mp + Mp) :
?(p' + ") — (M —mp)(p' —p")

element with ¢! = —¢

(8.37)
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Gamma matrix in ®p Gamma matrix in J R/ Form factor(s)
Vs o R [+ Jo
Vs At R T+: Jo
Vs o01 ) Ir
A2 43 3 Vv
A3 42 3 Vv
o 045 s Ao, A1, Ay
o A4 R Ao, A1, Az
Al 4045 R Ao, A1, Ay
At A4 s Ao, A1, Ay
A2 4245 R Ay
o 434 R Ay
A3 002 R T
42 003 R T
A3 012 R Ty
42 013 R Ty
A2 00295 ) T
o 01275 ) Ty
A3 00375 ) T
ol 01395 ) T
A0 0195 ) Ty, T
Al 00195 ) Ty, T3

Table 8.1: Operators required for form factor calculations with momenta in 1-direction.
The table also shows whether the real () or imaginary () part of the three-point function

is needed.
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8.4.3 The form factor V

Using the following spin sum for massive vector mesons,

- PP,
> et )ei o) = (g - Ty ). (5.39)
s=1 |4

we obtain from Eq. (8.18))

2i V(q

D) (V (e 9) 1670 1Bw) = 51— MV TS ) e
2i V(g?) wwp vip),
———— P | g, — 8.39
Mp + ]\4\/6 97 ]\42 ( )
If we now set u = 2, we get
L = 21 V(q
30 5) IV (200, 0) | 570 1BO) = 1oL g 9! ), (5.0

and we see that we need to set j = 3 in the three-point function. On the other hand, for
© = 3, we need to set j = 2 in the three-point function. One can average over these two

cases to increase statistics.

8.4.4 The form factors Ay, A; and A,
Setting = 2 in (8.19)), the only remaining contribution is from A;. Using (8.38)), we get

Do)V (0 ) | 977300 B = (i + M) () 254,90 )

= (Mp+ My)Ai(q )5j2 (8.41)

and we see that we can extract Aj(q?) if we set j = 2 in the three-point function. For

u = 3, we need to set j = 3 in the three-point function.

Next, using the vector r orthogonal to ¢, as before r = (¢*, ¢°,0,0), we obtain
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e iy 9) (V (0,20, 9)) | 49450 | B(p))

= (Mp + My)Ai(@®) Y ei (0, 9)e, (v, 5) "

_ A S 0 e ) 4
MB+MV - J 9 v 9
/ ]
b;p
= (Mp + My)A;1(¢%) <gju - ]\]4;> r
2
AQ(q2) / p;p;’
_ 2 p/~7" /
= (Mp+ My)Ai(¢*) (75 — 2P
%
As(g?) / P-q,
_MB—FMVT.(]HPP) A M‘%pj )

For momenta pointing in 1-direction, this is non-zero only for j = 1. Since A;(¢?) is known

from (8.41), we can now extract As(q?).
Finally, Ag(¢?) can be extracted by looking at the matrix element for p = 0 or p = 1

and subtracting the now known contributions from A; and As.

8.4.5 The form factors 77, 15 and T3

We first consider T;. Using the spin sum ({8.38)), we obtain from Eq. ({8.20))
) 3
¢"Y e s) (V (0 ,e(0,9) | qowb |B() = ATU@)eupno Y i 8)e™ (0, 5)p"p"”
s s=1

= 4 Tl(QQ)fupm <5jp - ]\42> PP

For p = 2, Eq. (8.42)) becomes

> ei@s) (V (0,e(s9)) | a(a°020 + ¢ o21)b | B(p)) = 4 Tu(¢%)8;,* (P — p'p"°), (8.43)

and we see that we need to set j = 3 in the three-point function to extract 7. (for pu = 3,

set j = 2).

Next, in order to extract To, we set u = 2 (or u = 3) in Eq. (8.21]), such that there is no
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contribution from 73. This gives

Y e ) (V (0 e 5)) | a(a°o20 + g 021)A5b | B(p))

3
= 2 To(®)(ME — M) ;0 5)5(0', 5)
s=1
= 2i To(q*) (M — M¢) gjo, (8.44)

and we see that we need to set j = 2 in the three-point function (or j = 3 for u = 3).

Finally, T3(¢?) can be extracted by setting 1 = 0 or g = 1 and subtracting off the now

known contributions from T3 and T5.

8.5 Matching of heavy-light currents

To compute the three-point function on the lattice, the continuum QCD current
J = @I'; b must be replaced by a lattice version. Since we use moving NRQCD for the
b quark, we can use the field redefinition to express the QCD field in terms of the
mNRQCD field.

Depending on the time-ordering in the correlation function, we need either the upper-

or lower-component mNRQCD fields for the heavy quark:

wit) = ( O > . ) = ( 0 ) . (8.45)
0 3

The tree-level current then is

1
J = \ﬁ q FJ S(A) TFWT ADt ‘Ijq(;i)7 (8'46)
where, to order 1/m,
A A" D
Trwr = 1+ 72775 M, (8.47)
i0.2 2
Ap, = 14 o4 (0" = DDo+ (v +1)v-D]. (8.48)

In |i we have removed the factor of e~ %3’ in the field redefinition, which corre-

sponds to the tree-level shift in the four-momentun]

L At first sight, this procedure seems invalid since there are derivative operators on the left-hand
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Next, in order to simplify Eq. (8.53|) further, we use the relation

S(A) 47 S(A) = (A7), 3" (8.49)

to commute the spinorial boost matrix through Tipwr:

iAuj(A_l)] v '?VD,LL) S(A)

2m

(e o) o,

2m

SA) Tewr = <1+

= (1 L L — ] WD“) S(A). (8.50)

Note that 4° \Ilgi) = jzllu(,i). Thus, we get

J = \;q T, <1+iw_27"n§“'D” i47im (/2 — 1)Do + (% + 1)v - D] | S(A) 0.

(8.51)
This still contains time derivatives, which is inconvenient for the lattice computation. To

eliminate these, we use the leading-order equations of motion

Do ¥y =—v-DW, (8.52)
and obtain
J = LQFJ‘I’%) + i(]FJ (Z.’AYOV.DJFW'D + iv'D) S(A) \I,S)i)
Nal VY 2m 2ym
= \% gy o + leﬂ ql; (—iA°v+ iy £iv/y) -D S(A) v (8.53)

On the lattice, the continuum covariant derivative D has to be replaced by a discrete
version A. I use the symmetric derivative defined in .

As before, I use the ASQTAD action for the light quark ¢. This means that the field
q has to be expressed in terms of the staggered field x,.

side of the factor e—im w4’ However, this factor can in fact be moved to the left of Twwr Ap,
without further changes, for the following reason:

Let us go back to the non-moving case. Equation contains a factor of e~im=’3", Using
A0 §E) = 23| we can replace this by the c-number etima’

Now, since the FWT transformation in the non-moving case does not contain time derivatives,
the phase etz can be moved to the left of Trwr without any other change.

By doing the transition to non-zero velocity after this step, it follows that the factor e =™ % ¥

can be moved to the left of Ty Ap, also in the case v # 0.
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Eq. does not yet include any radiative corrections. Calculations of radiative
corrections to the currents in mNRQCD have been performed by Eike Miiller [114] 116]
and previously (for a slightly different action) by Lew Khomskii [113].

Due to the complexity of these calculations, radiative corrections have been computed
so far only for the first term in (8.53]). The second term in is suppressed by Agcp/my
and can be included at tree-level (however, one has to define subtracted operators as will
be discussed later).

To see the effect of radiative corrections to the first term, note that the spinorial boost
is given explicitly by

S(A) = S, (A) = M ((+7)1—7v-549. (8.54)
As can be seen, contains a sum of two different Dirac structures; these will mix
under renormalisation. Thus, at order O(«ay), one also needs to consider the combination

with the opposite sign:

S(A):2(11+7) [(1+’y)]l+7v-»3/@0}.

The lattice current through order O(«y) then reads
JOk — 11 a,e) I +a,e T, (8.55)

with
JO = \% g S,(A)v@®, g0 = \% gT S_(A) U,

The matching coefficients cy in are obtained by requiring that the matrix elements

in the lattice theory and in the continuum (MS scheme) are equal to order a.

Results for the matching coefficients for the vector (I' = 4#) and tensor (I' = o/")
currents are shown in Figs. and These were obtained using automated tadpole-
improved one-loop lattice perturbation theory by Eike Miiller [114, [116]. Here, the bare b
quark mass was set to amp = 2.8 and the boost-velocity is pointing in 1-direction. In the
figures, the different Lorentz indices of I" are indicated as 0 (temporal), || (parallel to v)
and L (perpendicular to v).

We would also like to include the tree-level O(Agcp/ms) correction

go- L1 orp (=iA°v +iF +iv/y) - A
my /Y 2

to the lattice current. However, this operator mixes with the lower-dimension operators

Sy(A) U (8.56)

Jio). As discussed in [191], 192] [I1], one should use subtracted higher-order operators.

This requires the perturbative calculation of the mixing coefficients.
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Figure 8.7: Matching coefficients for the vector current, computed by Eike Miiller [114,
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I have already computed the non-perturbative matrix elements of (8.56)), so that I can
include them in the form factor results once the necessary mixing coefficients have been

calculated.

8.6 Reference frame choice

With moving NRQCD, a non-zero frame velocity is introduced with the objective of re-
ducing discretisation errors. The discretisation errors are determined by the momenta
carried by the quarks (and gluons) and are typically proportional to (& x momentum)?
where a is the lattice spacing. For the b quark described by lattice mNRQCD, the relevant
momentum in this relation is the residual momentum (see Sec. .

If the B meson is at rest, the residual momentum of the b quark has a distribution
with a width of the order Aqcp (see Sec. and the residual energy has a distribution
with width of the order A(ZQCD /(2mp) < Aqep. Note that momentum conservation implies
that the spatial momentum of the light quark in the B meson (the “spectator quark”) has
a distribution with a width of the same order.

For a B meson moving with velocity v, the momentum distribution is boosted to
approximately yAqcp. Let us now consider a decay B(p) — F(p') where F' denotes the

light meson in the final state and the 4-momenta are

p = (VMB7 ’YMBV)v
P o= (ME+Ip')?% p),

where v is antiparallel to p’. For a given value of ¢*> = (p — p’)?, we shall determine the
optimal velocity of the B meson which minimises discretisation errors. The full lattice
mNRQCD action derived in Sec. [5| has no tree-level O(a?k?)-errors, but has O(asa’k?)
errors due to radiative corrections. The same is true for highly improved light quark
actions such as the ASQTAD action [123] 124, [125] (which I use in this work), or the
HISQ action [84].

Thus, the increase in discretisation errors for the quarks in the B meson due to the
boost of the momentum distribution when going from zero velocity (v = 1) to a non-zero

velocity v is proportional to
Y Aqcp — Aep- (8.57)

Assuming that the quarks in the light meson share the momentum equally, each carrying

momentum of order p’/2, we expect that the increase in discretisation errors for the light
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Figure 8.9: Estimate of optimal velocity, minimising discretisation errors, for B — F' form

factors (see text) as a function of ¢? for the 7, K and K* light mesons.

meson when going from zero momentum to p’ is proportional to
')’ 8.58
(2 Ip ’) . (8.58)

The total error is the sum of these terms with some coefficients that we presume are of
order unity. Investigation with various reasonable choices of coefficients shows that the
minimum total error is obtained when the terms and are approximately equal.
The velocity for which these two terms are equal is plotted as a function of ¢? in Figure
for F =7, F = K and F = K*. I find that at maximum recoil (¢*> = 0) a velocity of
|v| &~ 0.7 would minimise discretisation errors. Of course this is only a very crude estimate,

and the optimal velocity depends on the details of the lattice computation.

8.7 Heavy-quark expansion of the current

Even in continuum mNRQCD systematic errors for heavy-to-light decays increase when
going to lower g2, since the convergence of the heavy-quark expansion for the current

mediating the decay (cf. Sec. gets worse. The heavy-quark expansion requires that all
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Figure 8.10: The ratio |p’(0)|/MB as a function of ¢? for the 7, K and K* light mesons.

momentum scales for the light degrees of freedom are small compared to the mass of the
heavy quark, which is approximately equal to the mass of the B meson, Mp. In the low-
recoil regime, the only relevant scale is Aqcp < Mp, but for large recoil the momentum

of the light meson in the B rest frame is large.

The light meson energy in the B rest frame can be written in a Lorentz-invariant way

as
/ 2 2 _ 2
p-p Mg+ Mg —q
E = = . 8.99
PO~ My 2Mp (8.39)
The light meson momentum in this frame is then \p’(0)| = E12?(0) — M2. In Fig. [8.10} I

plot the ratio \p’(o)\ /Mp as a function of ¢ for for the m, K and K* light mesons. This
ratio becomes almost 0.5 at ¢> = 0, which has to be compared to Aqcp/Mp ~ 0.1 in the

low-recoil limit.
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8.8 Two-point and three-point functions with random-wall

sources

In the following sections I give more details about the lattice techniques that I use to

calculate the correlation functions (8.22), (8.23), (8.24), and present numerical results.

In particular, I investigate the use of stochastic sources (random-wall sources), which
provide an approximation to the all-to-all correlators and can therefore potentially reduce
statistical errors. For the B — m/fv semileptonic decay in standard NRQCD (i.e. with the
B meson at rest), random-wall sources have been tested in Ref. [I93]. I now generalise
this to include vector-meson final states and moving NRQCD, and also work at smaller
light-quark masses (closer to the physical point).

I performed the numerical calculations described in the following sections using the
same 400 “coarse” MILC gauge configurations as in Sec. [0} As before, I used the full
O(1/m?) mNRQCD action with am;, = 2.8 and n = 2 for the b quarks, and the ASQTAD
action with am, = amg = 0.007 and ams = 0.04 for the light valence quarks.

Four source locations per gauge configuration were used, leading to a total of 1600
measurements. The light-quark propagators and light-meson correlators with random-
wall sources were generated by Zhaofeng Liu using the MILC code (see http://physics.
utah.edu/"detar/milc.html). I also thank Zhaofeng Liu for numerous discussions about

the fitting of the data. Lattice units are used in the remainder of this section.

8.8.1 Light meson two-point functions

For flavour-non-singlet light pseudoscalar mesons with 3-momentum p’, the two-point

function (with naive quarks) from a point source located at x is given byE]

1 X ) P
Cs5(T = lyo — zo|,P') = 6 Tr[45Gq(y, 2)35Gy (2, y)] e PO
y
1 I
= 162 Tr (G, )Gl (y, )] e P
1 —ip’-(y—x
= 16 2= Tr[G (1 2) 2 (@)9x) Gl (3, 2) 2 () (y) ]P0
y =1 =1
1 —ip’-(y—x
= ZZTr[GXq(y,w)G;q,(y,x)]e Pl (y=x), (8.60)
y

2All definitions of correlation functions and propagators in this and in the following sections are
understood to be on a single background gauge-field configuration. To obtain the full expectation

value, an average over the gauge configurations needs to be performed.


http://physics.utah.edu/~detar/milc.html
http://physics.utah.edu/~detar/milc.html
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The factor of 1/16 has been included to obtain the correct normalisation for a single taste.

To increase statistics, we would like to average over all points x, i.e. perform
the sum % > - We shall refer to the two-point function obtained in this way as the ezact
all-to-all two-point function.

The data from different source points are of course correlated with a correlation length
of 1/my, so one would expect a reduction in the statistical errors by a factor proportional
to \/W

Note that for every point x, the lattice Dirac equation would need to be solved again,
so the sum % > would increase the total computational cost by a factor of L3. This is
forbiddingly expensive. One solution is to only include a few points separated by about
1/mag.

Another possibility is to compute a stochastic estimator of the exact all-to-all meson
two-point function, referred to in the following as the random-wall two-point function.
Stochastic methods have first been used to estimate all-to all quark propagators (see for
example [194]) and later also for meson correlation functions (using the “one-end trick”
[195]).

We define

G, (y,20,0) = ) Gy, (y,7) €(x) P, (8.61)

where £P(x) is a vector in colour space (colour index not shown explicitly), with every
colour component at every spatial site an independent Zs x Z random number. The
index p (not to be confused with the momentum) labels different random samples on a
given configuration; additionally it is understood that new random numbers are used on

every gauge configuration. The noise fields satisfy
1 &
o > & (x)5(2) & beadx 2, (8.62)
p=1

where nz is the number of random samples (this relation becomes exact in the limit
ny — o0). Therefore, an approximation to the all-to-all pseudoscalar two-point function

can be obtained as follows:

1 1 &~ .~ o
C55,RW(7_7PI) = mEZZqu/(yax()aO) -G’;q(y,xg,p')e Py
p=1Yy

Q

1 N S
15 O Gy (0:2)ab G (3:0)ac b B 5 P PY L (5.63)

y?z)x

1 —
- m ZTr[GXq(y?x)GLq,(y,x)]e p'-(y—x)
x?y
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In practice, a small number ny is sufficient; for the pseudoscalar meson two-point function
even ny = 1 is sufficient to improve the signal compared to point sources.

However, note that for each non-zero value of the momentum p’, new inversions are
required. This is not the case for the point source correlator, where arbitrary momenta
can be computed without additional inversions.

For a flavour-non-singlet vector meson with interpolating field ®; = §'9;¢, the point-

source two-point function is given by

1 s ] Py x
Ci(rp) = 162 Tx (3G, 2)3535G g (g, @) s e~ P70

= *ZTr oy 2)GL (g, z)] (—1)Fa e By, (8.64)

where the phase factor of (—1)%*¥% comes from the relation Qf (2)55%;Q(z) = (—1)%i45%;.
To obtain the random-wall correlator in this case, a factor of (—1)% is added to the

stochastic source for the zero-momentum quark propagator; we define
G (y. 0, ] Z Gy, (v, ) EP(x) (=1)". (8.65)

This means that additional inversions are required for the different polarisations j = 1, 2, 3.

The random-wall correlator is then

Cjjrw (T, p') 4L3 nzZZGP, Y, 20,§)" - G% (y, w0,p')(—1)¥e PV, (8.66)
p=1Yy

Colour dilution

Dilution methods were originally introduced for all-to-all (quark) propagators, where they
can lead to a significant reduction in statistical errors [196].

Here we use colour dilution in combination with the one-end trick for the meson cor-
relation functions. With colour dilution, a Kronecker delta in colour space is introduced
in the stochastic source, i.e. £;(z) is changed to d, 4,P(2z) for each source colour ag, where
&P(z) does not have a colour index. Then for each colour ag one needs to perform a
separate inversion and in Egs. a sum over source colour has to be added.

In the following, I shall denote the random-wall source in combination with colour
dilution by “RWecd”. All numerical results for the random-wall correlators shown here

were obtained with the colour dilution method.
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Figure 8.11: Relative errors in the K meson two-point functions at p’ = 0.

Numerical results: K-meson two-point functions

Comparisons of the relative errors in the K meson two-point functions from point sources
and RWed sources are shown in Fig. |8.11] (for p’ = 0) and Fig. 8.12| (for p’ = 27/L -
(—2,0,0)). As can be seen in the ﬁguresEl, the errors are 51gn1ﬁcantly smaller for the
RWcd source

At zero momentum, the CPU time used here for the two methods was the same; how-
ever, recall that for the random-wall source for each non-zero momentum new propagators
have to be computed with the phase e % inserted at the source.

I fit the kaon two-point functions with a function of the form

Nexp — neXP

Z A2[ —En7 En(LT—T)] 1)7+1 Z A2[ EnTJre_En(LT—T) ’

(8.67)

where the oscillating terms are required by the naive/staggered light-quark action. To

3Note that in contrast to the NRQCD heavy-meson correlation functions encountered so far,
the light-meson correlation functions are periodic in 7 with a period of L, = 64, the temporal
extent of the lattice. This is due to the use of a relativistic action for the light quarks, which leads

to propagation both forward and backward in time across the lattice boundaries.
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Figure 8.12: Relative errors in the K meson two-point functions at p’ = 27 /L - (—2,0,0).

ensure the correct ordering of the states, I actually use the logarithms of the energy
differences, In(E,—FE,_1), ln(En—En,l) as the fit parameters. Also, I write the amplitudes
of the excited states (n > 0) as A,, = B,, Ao, A, =B, go, and use the relative amplitudes
B, En as the fit parameters.

Examples of Bayesian fits (cf. Sec. |C.3) to the kaon two-point functions are shown
in Fig. (for p’ = 0) and Fig. (for p’ = 27/L - (—=2,0,0)). Note that at zero
momentum, the oscillating contributions are not detectable and one can set neyxp, = 0. At

non-zero momentum, I always set Nexp = Nexp-

I chose the priors for the relative amplitudes B,, to be 1 with a width of 2, and the
priors for the logarithms of the energy splittings to be (—1) with a width of 1. The fit
results from the ground-state energy and amplitude for range of values for ney, are listed
in Tables and All fits are performed in the range 7 = Tyip ... (Ly — Timin) With
Tmin = 2. As can be seen in the tables, the results are stable for nex, 2 5. I computed the
central values and errors given here using bootstrap, but they agree with those obtained

directly from the fit.

For comparison, I also show the results from unconstrained fits with nex, = 1 in Tables
and for a range of T,in. Here, one has to choose Ty,i, sufficiently large so that
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the contributions from the excited states are negligible. However, the statistical uncer-
tainty of the fit results increases with 7, (especially at non-zero momentum). Usually,
one increases Tmin until the change in the ground-state fit results becomes smaller than
the statistical errors. This is satisfied for 7, = 10.

At zero momentum, I find that the error for the ground-state amplitude from the
RWecd correlator is about 4 times smaller than the error from the point source correlator.
For the ground-state energy, the improvement factor is only about 1.5. Note that for
the point-source correlator, the central values for the ground-state amplitude obtained
from Bayesian and unconstrained fits differ by about 2 standard deviations. Additionally,
the central values for the ground-state amplitude differ between the two types of sources
(RWed and point), most significantly in the Bayesian fits (3.3 standard deviations). This
is despite the apparent stability observed individually for the two methodsﬁ

I find that the improvement in the ground-state fit results from the RWed source
increases with the momentum. At p’ = 27/L - (—2,0,0), the improvement factors are
about 7 for both the ground-state amplitude and energy. This is somewhat surprising,
given Figs. and for the relative errors in the correlation functions. However, note
that the fits take into account correlations between the data points at different 7, which
can be significant. Note that an increase with momentum in the improvement factor for

the light pseudoscalar mesons was also observed in [193] (with Bayesian fitting).

4Note that (inadvertently) different temporal boundary conditions for the light-quark propa-
gators were used for the two types of sources (periodic for the point source, antiperiodic for the
RWecd source). However, we expect the difference caused by this to be suppressed by e~™=E7. For
the quark masses in use, m,L, =~ 12 so that e”™=L~ ~ 6 -107%. Thus, it is unlikely that this can

explain the difference seen.
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Figure 8.13: Bayesian fit of the K meson two-point function (RWed source)

The fit has Tyin = 2 and nexp = 10, Nexp = 0.
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Figure 8.14: Bayesian fit of the K meson two-point function (RWed source) at p’ =

27/L - (—2,0,0). The fit has Tin = 2 and Nexp = Nexp = 10.



8.8. Two-point and three-point functions with random-wall sources

149

point source

RWed source

Tmin E A x2/d.o.f. E A x2/d.o.f.
6 0.33989(23) 0.2759(18) 2.59 0.34030(15) 0.27980(32) 4.66
7 0.33951(23) 0.2753(19) 1.41 0.33979(16) 0.27869(34) 2.24
8 0.33931(23) 0.2745(19) 0.89 0.33949(16) 0.27783(36) 1.34
9 0.33924(24) 0.2745(19) 0.82 0.33935(17) 0.27733(38) 1.04
10 0.33924(24) 0.2745(19) 0.83 0.33926(17) 0.27705(41) 1.01
11 | 0.33914(25) 0.2744(19)  0.79 0.33922(18) 0.27688(44)  1.00
12 0.33910(25) 0.2742(19) 0.79 0.33923(19) 0.27692(48) 1.05

Table 8.2: Results from unconstrained fits to the K meson two-point function at p’ = 0.

All fits have nexp = 1, Nexp = 0. Central values and errors directly from fit.

point source RWcd source
Nexp E A E A
4 0.33900(27) 0.2702(20) 0.33919(19) 0.27669(47)
5 0.33898(28) 0.2701(21) 0.33918(19) 0.27667(48)
6 0.33898(27) 0.2701(20) 0.33918(19) 0.27668(50)
7 0.33898(29) 0.2701(21) 0.33918(19) 0.27668(47)
8 0.33897(29) 0.2700(21) 0.33918(19) 0.27666(48)
9 0.33898(28) 0.2701(20) 0.33918(19) 0.27666(48)
10 0.33897(28) 0.2700(21) 0.33918(19) 0.27665(50)

Table 8.3: Results from Bayesian fits to the K meson two-point function at p’ = 0. All

fits have Tiin = 2 and Nexp = 0. Central values and errors from bootstrap.
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point source RWecd source
Tmin E A x%/d.o.f. E A x%/d.o.f.
6 0.4690(13) 0.2421(19) 2.18 0.46866(51) 0.24758(48) 3.63
7 0.4642(15) 0.2362(22) 1.43 0.46531(60) 0.24340(63) 1.71
8 0.4626(15) 0.2347(22) 1.34 0.46396(65) 0.24155(71) 0.99
9 0.4625(17) 0.2346(24) 1.38 0.46304(75) 0.24019(90) 0.90
10 0.4602(19) 0.2307(28) 1.21 0.46263(85) 0.2395(11) 0.90
11 0.4601(21) 0.2305(32) 1.33 0.46177(99) 0.2381(14) 0.87
12 0.4599(23) 0.2302(37) 1.22 0.4619(11)  0.2384(17) 0.91

Table 8.4: Results from unconstrained fits to the K meson two-point function at p’ =

27/L-(—1,0,0). All fits have nexp = Nexp = 1. Central values and errors directly from fit.

point source RWed source
Nexp = Nexp E A E A
4 0.4571(37)  0.2206(68) 0.4617(10) 0.2374(17)
5 0.4570(40)  0.2200(75) 0.4615(12) 0.2369(19)
6 0.4570(41) 0.2201(81) 0.4616(11) 0.2372(17)
7 0.4569(42)  0.2197(80) 0.4615(11) 0.2368(17)
8 0.4571(42) 0.2202(78) 0.4616(11) 0.2371(18)
9 0.4571(42) 0.2201(80) 0.4616(11) 0.2373(18)
10 0.4569(43) 0.2195(86) 0.4615(11) 0.2369(19)

Table 8.5: Results from Bayesian fits to the K meson two-point function at p’ = 27 /L -

(—=1,0,0). All fits have Ty, = 2. Central values and errors from bootstrap.
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point source RWed source
Tinin E A x%/d.o.f. E A x?/d.o.f.
6 0.732(14) 0.219(10) 1.10 0.7261(42) 0.2159(28) 1.10
7 0.693(21) 0.186(16) 1.01 0.7125(64) 0.2043(49) 0.97
8 0.722(40) 0.214(40) 1.02 0.716(10)  0.2081(90) 0.98
9 0.728(66) 0.221(78) 1.06 0.721(14)  0.213(14) 0.98
10 — — — 0.726(22)  0.219(25) 1.00

Table 8.6: Results from unconstrained fits to the K meson two-point function at p’ =

2m/L-(—2,0,0). All fits have nexp = Nexp = 1. Central values and errors directly from fit.

point source RWcd source
Nexp = Nexp E A E A
4 0.682(23) 0.172(23 0.7150( 0.2021(39)
5 0.677(30) 0.166(33 0.7134(47) 0.2005(39)
6 0.677(32) 0.166(30 0.7130(50) 0.2002(41)
7 0.676(32) 0.165(33 0.7126( 0.1999(39)
8 0.676(32) 0.165(32 0.7123(50) 0.1996(41)
9 0.674(34) 0.164(34 0.7120(48) 0.1994(40)
10 0.677(29) 0.166(29 0.7125( 0.1998(41)

Table 8.7: Results from Bayesian fits to the K meson two-point function at p’ = 27 /L -

(—2,0,0). All fits have Ty, = 2. Central values and errors from bootstrap.
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Numerical results: K*-meson two-point functions

Comparisons of the relative errors in the K* meson two-point functions from point sources
and RWcd sources are shown in Fig. (for p’ = 0) and Fig. (for p’ = 27/L -
(—1,0,0)). Note that the results are averaged over the polarisation directions j = 1,2,3
(for p’ = 0) and j = 2,3 (for p’ = 27/L - (—1,0,0)). Recall that all polarisation direc-
tions (and momenta) can be obtained from the same point-source propagators, while new
random-wall propagators are required for every polarisation direction (and momentum).
Thus, at zero momentum, the CPU time used to compute the RWcd two-point function
was four times larger for the RWed source compared to the point source. Despite the
additional CPU time, the improvement at zero momentum is smaller than that for the
pseudoscalar kaon.

Bayesian fits of the K™ correlators using the function With Nexp = Nexp = 10 are
shown in Fig. [8.17] (for p’ = 0) and Fig. 8.17| (for p’ = 27/L - (—1,0,0)). Note that in
contrast to the K meson, the oscillations are strong even at p’ = 0. The priors for the
energy splittings and the relative excited-state amplitudes were set to the same values as
in Sec. [8.8.1]

The results for the ground-state amplitude and energy from Bayesian fits with various
values of Nexp, and Tmin = 1 are listed in Tables [8.9) and In addition, results from
unconstrained fits with nexp = Nexp = 1 for a range of 7y are shown in Tables and
B.I10l

From the Bayesian fits, at zero momentum I find improvement factors of about 1.5
in the ground-state amplitude and about 1.5 in the ground-state energy. At p’ = 27 /L -
(—1,0,0), these factors are about 2.5 and 4, respectively. For the Bayesian fits I used
bootstrap to compute the central values and errors. The errors directly from the fit (not
shown) tend to be larger (for the non-Bayesian fit, they agree with the bootstrap errors).
I found that the bootstrap results are more stable under changes of the prior widths than

the results directly from the fit.
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Figure 8.15: Relative errors in the K* meson two-point functions at p’ = 0.
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Figure 8.16: Relative errors in the K* meson two-point functions at p’ = 27 /L-(—1,0,0).
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Figure 8.17: Bayesian fit of the K* meson two-point function (RWed source) at p’ = 0.

The fit has Tyin = 1 and Nexp = Nexp = 10.
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Figure 8.18: Bayesian fit of the K* meson two-point function (RWed source) at p’ =
2n/L - (—1,0,0). The fit has Tin = 1 and nexp = Nexp = 10.
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point source RWecd source
Tinin E A x%/d.o.f. E A x2/d.o.f.
4 0.7091(47) 0.1217(14) 2.13 0.7183(19) 0.12476(53) 10.30
5 0.6675(65) 0.1060(21) 0.85 0.6689(28) 0.10703(88) 2.65
6 0.6508(80) 0.0992(28) 0.69 0.6504(34) 0.0998(11) 1.38
7 0.648(11)  0.0983(43) 0.70 0.6328(51) 0.0926(18) 1.02
8 0.655(15)  0.1017(68) 0.71 0.6244(63) 0.0890(24) 0.87
9 0.652(23)  0.100(11) 0.84 0.6183(88) 0.0862(36) 0.86
10 0.649(27)  0.098(14) 0.72 0.617(12)  0.0856(52) 0.91

Table 8.8: Results from unconstrained fits to the K* meson two-point function at p’ = 0.

All fits have nexp = Nexp = 1. Central values and errors directly from fit.

point source RWed source
Nexp = ﬁexp E A E A
4 0.638(10) 0.0924(39) 0.641(11) 0.0950(42)
5 0.636(10) 0.0912(41) 0.6257(67) 0.0887(29)
6 0.635(10) 0.0903(42) 0.6253(68) 0.0886(30)
7 0.634(10) 0.0899(39) 0.6246(76) 0.0882(35)
8 0.633(11) 0.0895(45) 0.6248(66) 0.0883(27)
9 0.633(10) 0.0894(38) 0.6249(58) 0.0886(23)
10 0.633(10) 0.0892(40) 0.6252(55) 0.0889(20)

Table 8.9: Results from Bayesian fits to the K* meson two-point function at p’ = 0. All

fits have Tnin = 1. Central values and errors from bootstrap.
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point source RWcd source
Tmin E A x%/d.o.f. E A x%/d.o.f.
4 0.8114(78) 0.1272(23) 1.99 0.8132(34) 0.12855(98) 3.15
5 0.765(11)  0.1098(34) 1.56 0.7685(54) 0.1126(17) 1.56
6 0.716(13)  0.0913(41) 1.14 0.7367(75) 0.1005(25) 1.08
7 0.728(20)  0.0962(75) 1.14 0.729(11)  0.0974(42) 1.08
8 0.723(31)  0.094(12) 1.18 0.699(15)  0.0850(55) 0.99
9 0.676(43)  0.074(16) 1.18 0.686(23)  0.0795(85) 1.01
10 0.712(68)  0.091(33) 1.18 0.669(30)  0.072(11) 1.03

Table 8.10: Results from unconstrained fits to the K* meson two-point function at p’ =

27/L-(—1,0,0). All fits have nexp = Nexp = 1. Central values and errors directly from fit.

point source RWcd source
Nexp = ﬁexp E A E A
4 0.703(21) 0.0846(72) 0.7220(11) 0.0931(35)
5 0.700(21) 0.0827(77) 0.7070(83) 0.0879(27)
6 0.699(19) 0.0824(69) 0.7060(80) 0.0877(25)
7 0.697(20) 0.0818(72) 0.7045(85)  0.0869(27)
8 0.696(20) 0.0814(71) 0.7049(83) 0.0872(24)
9 0.695(22) 0.0810(76) 0.7052(82) 0.0872(25)
10 0.697(21) 0.0816(74) 0.7055(84) 0.0873(24)

Table 8.11: Results from Bayesian fits to the K* meson two-point function at p’ = 27 /L -

(—1,0,0). All fits have T, = 1. Central values and errors from bootstrap.
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8.8.2 Heavy-light meson two-point functions

For B mesons, the point-source correlator (without smearing) is

CB(T; k) = Z Tr |:G:;, (y7 gj) Gb(y, $)} e*ip-(yfx)
y

1
- ’Yzy:ﬂ

#) 01 (y) S(A) ( Coelirs) 0 ) S(A) Q)

(8.68)

for 7 = yo — x9 > 0. Here we have used Eq. (6.24) to express Gp(y,x) in terms of the
moving-NRQCD propagator.

In order to obtain the random-wall correlator, we define

ATERSEDY ( Gt )S(A) Q) @), (8.69)

We then combine this with the zero-momentum random-wall light-quark propagator from

the same &P to obtain the B meson random-wall correlator:

11 1 G ~ :
s s 1 4 —ik-
O k) = - 75 p§ 1: §y: G (g0, 0)" - tr [ Q1 (1) S(A)GR, (y, w0, )| ™. (8.70)

In (8.70), “tr” denotes a trace over spinor indices only.
I also compute correlators with gauge-invariant Gaussian smearing for the heavy quark
at the source and/or sink. The smearing is performed via the operator

o s
(1 + A<2>> : (8.71)

ns

where A®) is a covariant lattice Laplacian and o, ng are the smearing parameters. The

operator (8.71)) is inserted in Eq. (8.69) to the left of Q(x) {P(x) (for source smearing)
and/or to the left of Gy, (y,z) (for sink smearing).

Numerical results: B meson two-point functions

Figures and show comparisons of the relative errors (RWed source vs point
source) in the B meson two-point functions (without smearing) at k = 0, v = 0 and at
k =0, v =1(04,0,0). As can be seen in the figures, the improvement depends strongly
on the separation 7 between source and sink, and becomes small at large 7.

I performed fits to (2 x 1)-matrix correlators with smeared sources and both local and

smeared sinks using a function of the form (6.31]) with nexp = Nexp. As for the light-meson
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two-point functions, here I also used the logarithms of the energy splittings and the relative
amplitudes for the excited states as the fit parameters. I set the priors for the former to
(—1) with a width of 1 and for the latter to 0.5 with a width of 2.

Plots of Bayesian fits with Tipin = 2 and nexp = Nexp = 10 are shown in Figs. and
For the Bayesian fits of the B meson correlators, I show results both directly from
the fit and from bootstrap in Tables [8.14] [8.15] [8.16] and

At v = 0, the errors from the Bayesian fits are larger for the RWed source compared

to the point source, while the errors from the unconstrained fits are slightly smaller for
the RWed source.

At v = (0.4,0,0), the situation is very different, albeit strongly dependent on the data-
analysis method used. With Bayesian fitting and error estimates from bootstrap, I find
improvement factors of about 3 for the ground-state energy and about 2 for the ground-
state amplitude from the RWed source. However, from the same fits I see no improvement
when considering the errors directly from the fits.

With unconstrained fits, where I see agreement between the direct and the bootstrap
results, no significant improvement is observed for the RWcd source compared to the point

source, neither at v =0 nor at v = (0.4,0,0).
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Figure 8.19: Relative errors in the B meson two-point functions (without smearing) at
k=0,v=0.
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Figure 8.20: Relative errors in the B meson two-point functions (without smearing) at
k=0, v=(04,0,0).
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Figure 8.21: Bayesian fit of the B meson (2 x 1)-matrix correlator (RWed source) at k = 0,

v = 0. The fit has Tmin = 2 and Nexp = Nexp = 10.
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Figure 8.22: Bayesian fit of the B meson (2 x 1)-matrix correlator (RWed source) at k = 0,

v =(0.4,0,0). The fit has 7in = 2 and Nexp = Nexp = 10.
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point source

RWed source

Tmin E A x%/d.o.f. E A x%/d.o.f.
4 0.5776(18) 0.2386(12) 17.70 0.58702(98) 0.24617(58) 64.20
) 0.5603(21) 0.2242(15) 9.58 0.5565(14) 0.22229(90) 17.90
6 0.5396(26) 0.2068(19) 1.87 0.5430(18)  0.2095(13) 3.93
7 0.5426(32) 0.2092(26) 1.33 0.5315(24) 0.1990(19) 1.98
8 0.5362(41) 0.2022(36)  1.11 0.5292(31)  0.1963(27) 1.42
9 0.5260(53) 0.1911(49) 0.87 0.5223(42)  0.1891(40) 1.34
10 0.5243(67) 0.1890(68) 0.90 0.5184(54) 0.1842(53) 0.87
11 0.5308(84) 0.1975(96)  0.85 0.5152(75)  0.1802(79) 0.87
12 0.528(10)  0.193(13) 0.67 0.517(10) 0.183(12) 0.91

Table 8.12: Results from unconstrained fits to the B meson (2 x 1)-matrix correlator at
k =0, v=(0.0,0,0).

Central values and errors directly from fit.

All fits have nexp = Nexp = 1. The local amplitude A is shown.

point source

RWed source

Tmin E A x%/d.o.f. E A x%/d.o.f.
4 0.5436(37) 0.2398(22) 4.69 0.5382(20) 0.2390(12) 9.28
5 0.5261(52) 0.2258(35)  4.30 0.5163(33) 0.2215(22) 7.1l
6 0.5031(76) 0.2029(53) 1.09 0.5082(53)  0.2094(38) 0.96
7 0.499(11)  0.2001(88) 1.13 0.4994(87) 0.2019(68) 0.96
8 0.500(18)  0.199(16) 1.15 0.511(15)  0.212(14) 0.95

Table 8.13: Results from unconstrained fits to the B meson (2 x 1)-matrix correlator at
k =0, v =(04,0,0).

Central values and errors directly from fit.

All fits have neyxp =

Nexp = 1. The local amplitude A is shown.
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point source RWecd source
Nexp = Texp E A E A
4 0.5248(56) 0.1890(60) 0.512(11)  0.174(16)
5 0.5253(55) 0.1897(58) 0.512(11)  0.174(16)
6 0.5260(57) 0.1902(61) 0.513(10)  0.175(14)
7 0.5256(58) 0.1897(63) 0.513(10)  0.175(14)
8 0.5258(59) 0.1899(64) 0.5145(89) 0.178(12)
9 0.5259(58) 0.1900(63) 0.5136(96) 0.177(13)
10 0.5259(59) 0.1900(64) 0.5149(87) 0.178(11)

Table 8.14: Results from Bayesian fits to the B meson (2 x 1)-matrix correlator at k = 0,
v = 0. All fits have 7iuin = 2. The local amplitude A is shown. Central values and errors

directly from fit.

point source RWecd source
Nexp = ﬁexp E A E A
4 0.5245(55) 0.1866(72) 0.5113(90) 0.171(13)
5 0.5243(59) 0.1860(78) 0.5112(88) 0.172(12)
6 0.5251(55) 0.1876(71) 0.5117(77) 0.173(11)
7 0.5243(61) 0.1857(90) 0.5110(88) 0.171(12)
8 0.5248(55)  0.1867(75) 0.5107(88) 0.171(13)
9 0.5245(61) 0.1865(85) 0.5101(94) 0.170(14)
10 0.5248(58) 0.1871(74) 0.5109(72) 0.170(14)

Table 8.15: Results from Bayesian fits to the B meson (2 x 1)-matrix correlator at k = 0,
v = 0. All fits have 7nin = 2. The local amplitude A is shown. Central values and errors

from bootstrap.
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point source RWed source
Nexp = Texp E A E A
4 0.491(13) 0.187(12) 0.498(10) 0.1955(95)
5 0.4918(99) 0.1883(82) 0.498(10) 0.1954(98)
6 0.4918(99) 0.1883(83) 0.498(11) 0.1954(99)
7 0.491(14) 0.187(12) 0.511(12) 0.196(12)
8 0.4919(99) 0.1883(83) 0.498(12) 0.196(12)
9 0.491(14) 0.187(12) 0.498(12) 0.196(12)
10 0.491(14) 0.187(12) 0.498(12) 0.196(12)

Table 8.16: Results from Bayesian fits to the B meson (2 x 1)-matrix correlator at k = 0,
v = (0.4,0,0). All fits have Tynin = 2. The local amplitude A is shown. Central values and

errors directly from fit.

point source

RWed source

Nexp = Texp FE A FE A
4 0.482(20) 0.193(11) 0.4966(72) 0.1943(66)
5 0.480(24) 0.195(14) 0.4971(77)  0.1949(66)
6 0.479(24) 0.197(16) 0.4974(73) 0.1951(69)
7 0.480(24) 0.196(14) 0.4973(78) 0.1955(74)
8 0.480(24) 0.197(15) 0.4973(76) 0.1955(74)
9 0.481(23) 0.195(14) 0.4973(78) 0.1957(76)
10 0.478(27) 0.195(16) 0.4973(81) 0.1949(74)

Table 8.17: Results from Bayesian fits to the B meson (2 x 1)-matrix correlator at k = 0,
v = (0.4,0,0). All fits have 7,y = 2. The local amplitude A is shown. Central values and

errors from bootstrap.
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Figure 8.23: Contractions for the three-point functions with point sources.

8.8.3 Heavy-light meson three-point functions

In terms of the standard Dirac propagators, the point-source three-point function at 7 =

|zo — yo|, T = |zo — 20| is given by

CFJB<T7 Ta p; p/) = Z e—ip’~xe—i(p—p’)-yeip~z Tr [FF G‘I(xay) 1—‘J Gb(yv Z) :)/5 Gq’(za l’)],
y?z

(8.72)
where ' = 45 for F = P and I'p = 47 for F = V. See Fig. for a diagram showing
the contractions. In we used the simple form of the heavy-light current J = ¢q I sb.
When replacing the b quark propagator by the lattice mNRQCD propagator, the current
has to be replaced by the lattice current derived in Sec. It is convenient to compute
and fit the three-point functions for the various terms in the lattice current individually.

Inserting the lattice current, the three-point function becomes

1 —ip'x_—i(k—p')y ikz S
Crsp(T, T, k, p') = 5 > e X Py ek oy |G (y,2) F(z) Q1(y) 45
Y.z

(8.73)

x 7 ( thui)@/a z) 8 )S(A) Y5 Q(z) Gy, (2, 2)

(for zog > yo > 20). In (8.73), we have F(zr) = 1 for a pseudoscalar meson in the final
state and F(z) = (—1)% 47 for a vector meson in the final state. The symbol ¢ in (8.73)

denotes the gamma matrix / derivative operator content of the heavy-light current:
Je {FS+(A), TS (A), T (=i +i5 +iv/y) A8, (A) } (8.74)

The three-point function (8.73)) can be computed by using the spectator-quark (¢) prop-

agator as a source for the heavy-quark propagator, so that only the sum over y remains



8.8. Two-point and three-point functions with random-wall sources 165

Figure 8.24: Contractions for the three-point functions with random-wall sources.

when the contractions are performed. This is the sequential-source method. More pre-
cisely, one needs to compute moving-NRQCD propagators from the following source at
the time slice zy,

2 S(A) 45 Q(2) Gy, (2, ), (8.75)

evolving them to the sink time-slice yg. In contrast, both light-quark propagators are
computed from the same point source at x.

For smeared three-point functions, I insert the operator in the source (8.75)), to
the left of Q(z) Gy, (2, 2).

With the method described here, the point-source three-point functions for arbitrary
current operators _#, arbitrary polarisations (which enter as F'(x)) and arbitrary final-
state momenta p’ can be obtained with little computational cost, since no new propagators
need to be computed when changing any of these.

The situation is somewhat different for the random-wall three-point functions. To

obtain these, we now define the sequential-source heavy-quark random-wall propagator:

~ G v (y7 Z) O
Gl (y, 20,20, k. p) = ) < v

2 0 0

See Fig. for a diagram illustrating the method. In ({8.76), the spectator-quark random-

~p N . .
wall propagator qu, (2,0, —p’) is defined as in |i
For a pseudoscalar meson in the final state, the random-wall three-point correlator is

) S(A) 45 €% Q(2) G (2,20, —P).  (8.76)

then given by

11 1 & , /
C w( T, k, p) = ——— E § —i(k=p')y
508, rw(T, T, k, p') v L3ng p=1y ’

X éiq(y, x9,0)" - tr [QT(y) 5 7 é’l’{(y,zo,xo,k, p’)] )
(8.77)
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In |-i the quantity qu (y,x0,0) is defined as in 1) for p’ = 0.
Similarly, for a vector meson in the final state, the random-wall three-point correlator

is

111 ~
Cisprw(r, T, k, p) = ———> 3 e ilk?)
v L3ny f
p=1y
X qu(ya x()aj)* - tr |:fAy] ;)/5 QT(y) ;?5 / Gf'—](ya 20, L0, k7 p/)] )

(8.78)

where the quantity ég)(q (y,x0,7j) is defined as in 1D
For smeared three-point functions, I insert the operator (7.10) in the equation for the

sequential-source heavy-quark propagator , to the left of Q(z) C?’g’(q/(z, xo, —p’). As
can be seen from Egs. and , with the random-wall method, the number of
heavy-quark propagators required is proportional to (#k) x (#p’). The number of light-
quark propagators required is proportional to (#p’)+(#7). Here, “#” stands for “number

different values used”.

Simultaneous fitting of two-point and three-point functions

I fit the three-point correlators with functions of the form

niE) -1 n{B)—1
exp Nexp
, (ee) —E(fﬂ)T 7E7(lB)(TfT)
CF]B(T,T,k,p) = Z Z A, e n e
n'/=0
i —1 &fﬁ 1

=(F) (B)
ST W T S
n'/=0 n=0

nlg—1 wiey—1

(
+ ()T 3 Z AC) BT B ()

n’=0
~(F ~(B
A -1 gxg 1

(F

+ (-7 Z Z A ¢ E T BT (8.79)

again using the logarithms of the energy splittings and the relative amplitudes as the fit
parameters for the excited states. In , the labels “e” and “0” on the amplitude
parameters stand for “even” and “odd”, respectlvely.

I find that the results for the form factors are most accurate when the B(k,v) — F(p’)
three-point functions are fitted simultaneously with B(k, v) and F'(p’) two-point functions,
sharing the energy parameters EfLB), Er(lB), Eff), and Er(f) .

Furthermore, I include additional three-point functions to improve the fit as follows:
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e For B(k,v) — K(p') at non-zero p’, I also include the three-point function B(k, v) —

K (0) in the fit, sharing the energy parameters EﬁLB) and quB).

e For B(k,v) — K*(p’) at any p’, I also include the three-point function B(k,v) —

K (0) in the fit, sharing the energy parameters E,(LB) and ET(IB).

In both cases, the B(k,v) — K(0) three-point function has a much better signal and
strongly constrains the B-meson energy and amplitude in the simultaneous fit. As demon-
strated in the next section, the results for Eg and Ap are up to about 5 times more accurate

compared to equivalent fits of the B-meson two-point function alone.

Numerical results: B — K three-point functions

So far, I have only analysed the three-point functions without smearing.

Comparisons (RWed source vs point source) of the relative errors in the B — K
three-point functions with the operator # = 4%S*(A) are shown in Fig. (for v =0,
k = 0,p’ = 0) and Fig. (for v = (0.4,0,0), k = 0,p’ = 27/L - (—1,0,0)). In both
figures, the three-point functions are evaluated at 7" = 12. The improvement from the
RWecd source is found to decrease with increasing momentum transfer; it is also found to
decrease when increasing T'.

For the B — K three-point functions, I performed unconstrained fits including a wide
range of T, setting néfg = ﬁgfg = ngfg =1 and 'ﬁgXKp) =0 (for p’ = 0) or ﬁgfg =1 (for
p’ # 0). The fitting ranges for 7 are chosen such that contaminations from excited states
are negligible.

In Fig. [8.27/1 show a fit of the B — K three-point function with _# = 4°ST(A) at zero
recoil, i.e. v =0, k = 0,p’ = 0. This is the case with the best signal-to-noise ratio. The
fit was performed simultaneously with the K-meson two-point function and the (2 x 1)-
matrix B-meson two-point function. I chose the following fitting ranges: T = 18 ... 26
and 7 =6 ... (T'— 12) in the three-point function; 7 = 12...32 in the B-meson two-point
function and 7 = 10 ... 54 in the K-meson two-point function. To confirm that for these

fitting ranges the contaminations from excited states are negligible, I varied the values for
(B2pt) _(K2pt) _(B3pt) .4 (K 3pt)

min ’ 'min ’ "min min

in the fit. The latter two specify the range of 7 in

the three-point function, which is

7= [T — B 3pt)] . (8.80)

min min

The fit results for the non-oscillating states are shown in Table (for the point-source
data) and Table (for the RWed-source data).
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Note in particular that the results for the B-meson energy and amplitude with the
simultaneous fits are about 5 times more accurate than the results from fits to the B
meson two-point function alone (with the same 7pin). The results from unconstrained fits

to the two-point functions with 7, = 12 (see Table [8.12)) are

point source : Ep =0.528(10), Ap = 0.193(13),

8.81
RWecd source:  Ep =0.517(10), Ap = 0.183(12). (8:81)

When the fit is performed simultaneously with the B — K three-point function at zero

recoil (also setting (B 3pt)

nin = 12) and the K-meson two-point function, the results are

point source : Ep =0.5177(27), Ap = 0.1822(35),

(8.82)
RWed source:  Ep = 0.5158(19), Ap = 0.1803(26).
The results for the three-point amplitude are
oint source : A = 0.0747(24),
P KI5 (24) (8.83)

RWecd source:  Agyp = 0.0761(17).

The improvement factor in the statistical error of Ax ;5 (RWed source compared to point
source) is about 1.4. The findings for the other operators # are similar.

Figure shows a fit of the B — K three-point function with # = 4°ST(A) at
v = (0.4,0,0), k = 0,p’ = 27/L - (—1,0,0). This corresponds to the lowest value in ¢?
(the highest recoil) considered here. As can be seen in the plot, the signal-to noise ratio
is much smaller than at zero recoil. The fit shown here is simultaneous with the B — K
three-point function at v = (0.4,0,0), k = 0,p’ = 0, the K meson two-point functions
at both p’ = 2n/L - (—1,0,0) and p’ = 27/L - (0,0,0), as well as the (2 x 1)-matrix

two-point function for the B meson at v = (0.4,0,0), k = 0. The fitting ranges are

(B2pt) _ _(B3pt) _ 10, FE20) g (K3pt) e

min ’ “min

min — "min
The fit results for several fitting ranges are shown in Table (for the point-source
data) and Table (for the RWed-source data). As can be seen in the tables, the results
are not as stable under changes of the fitting ranges as at zero recoil, and the results for
the three-point amplitudes from the point- and RWcd sources with the same fitting ranges
do not quite agree. It is planned for the future to perform Bayesian fits, which might be

more stable.
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Figure 8.25: Relative errors in the B — K three-point function with # = 4°ST(A) at
v=0,k=0,p =0

10 E
- B— K, v=0.4, k=0, p'=-1-2mL T=12 ]
- O point source B
1L 0 RWecd source _
§ L .
o
g 0 Qo E
c N O ]
T f o © i
i ooo© O ]
© " 0°%6%0 o0
o ]
0.01 O E
i = O O O ]
0.001
0 12
T

Figure 8.26: Relative errors in the B — K three-point function with # = 4°ST(A) at
v =(0.4,0,0), k =0,p’ = 2r/L - (—1,0,0).
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Figure 8.27: Unconstrained fit of the B — K three-point function with ¢ = 4%S*(A) at
v =0,k =0,p’ = 0. The numbers of exponentials are ngfg = ﬁéfg = ng({p) =1, ﬁéXKp) = 0.
The fitting range is 7= 18 ... 26 and 7 = 6 ... (T' — 12). The fit is simultaneous with the
B and K two-point functions. The data shown are from the RWecd source. The fit has

x?/d.o.f. = 0.92.
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Figure 8.28: Unconstrained fit of the B — K three-point function with ¢ = 4°5T(A)

at v =(0.4,0,0), k = 0,p’ = 27/L - (—1,0,0). The numbers of exponentials are néfg =
a8 = pB) = 7)) = 1. The fitting range is T = 16...20 and 7 = 6 ... (T — 10).
The fit is simultaneous with the B and K two-point functions and with the B — K
three-point function at p’ = 0. The data shown are from the RWed source. The fit has
x?/d.o.f. = 1.04.



I(nl?fpt) TI(nl?ngpt) Tg;m) Téfngpt) AkiB Ex Ak Ep Ap x%/d.o.f.
12 12 10 10 0.0747(37) 0.33926(24) 0.2739(18) 0.5164(40) 0.1807(47) 0.8
12 12 10 8 0.0754(28) 0.33930(24) 0.2726(18) 0.5181(31) 0.1828(39)  1.00
12 12 10 6 0.0747(24) 0.33935(24) 0.2723(17) 0.5177(27) 0.1822(35) 0.94
12 12 10 4 0.0747(22) 0.33945(23) 0.2719(17) 0.5180(24) 0.1824(32)  0.97
12 12 10 2 0.0734(20) 0.33956(22) 0.2716(16) 0.5165(22) 0.1807(29) 0.95
12 12 10 10 0.0747(37) 0.33926(24) 0.2739(18) 0.5164(40) 0.1807(47) 0.88
12 12 9 9 0.0725(31) 0.33927(23) 0.2737(18) 0.5141(35) 0.1785(42)  0.85
12 12 8 0.0755(28) 0.33938(23) 0.2726(17) 0.5184(31) 0.1836(39)  1.03
12 12 7 7 0.0750(25) 0.33961(22) 0.2732(17) 0.5177(28) 0.1839(36)  1.22
12 12 10 6 0.0747(24) 0.33935(24) 0.2723(17) 0.5177(27) 0.1822(35)  0.94
11 11 10 6 0.0720(16) 0.33942(23) 0.2721(17) 0.5146(19) 0.1797(24) 1.0
10 10 10 6 0.0709(12) 0.33952(23) 0.2710(17) 0.5140(14) 0.1787(18) 1.06
12 12 10 6 0.0747(24) 0.33935(24) 0.2723(17) 0.5177(27) 0.1822(35)  0.94
12 11 10 6 0.0720(16) 0.33940(23) 0.2723(17) 0.5145(19) 0.1784(28) 0.96
12 10 10 6 0.0711(13) 0.33951(23) 0.2711(17) 0.5141(14) 0.1778(23)  1.04
12 12 10 6 0.0747(24) 0.33935(24) 0.2723(17) 0.5177(27) 0.1822(35)  0.94
11 12 10 6 0.0747(24) 0.33937(24) 0.2722(17) 0.5178(27) 0.1834(32)  0.98
10 12 10 6 0.0740(23) 0.33935(24) 0.2722(17) 0.5170(25) 0.1817(27) 0.98

12 10 6 0.0747(23) 0.33936(24) 0.2721(17) 0.5181(25) 0.1847(25)  1.04
8 12 10 6 0.0793(20) 0.33942(23) 0.2722(17) 0.5233(21) 0.1912(18)  1.14

Table 8.18: Results from unconstrained simultaneous fits of the B — K three-point function with # = 4°S*(A) at v = 0,

k = 0,p’ = 0. Data from point source. néfg = 'ﬁgfg = ngfp) =1, 'ﬁgfp) = 0. Central values and errors directly from fit.
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b o T T Axus Ex Ak Ep Ap  xXP/dodf.
12 12 10 10  0.0764(28) 0.33922(17) 0.27701(41) 0.5163(31) 0.1808(37)  0.96
12 12 10 §  0.0764(21)  0.33919(17) 0.27695(40) 0.5161(23) 0.1806(29)  0.94
12 12 10 0.0761(17)  0.33921(17) 0.27698(40) 0.5158(19) 0.1803(26)  0.92
12 12 10 0.0756(14)  0.33922(17) 0.27693(40) 0.5151(17) 0.1790(23)  0.99
12 12 10 2 0.0750(13)  0.33923(17) 0.27697(39) 0.5141(15) 0.1774(21)  1.18
12 12 10 10  00764(28) 0.33922(17) 0.27701(41) 0.5163(31) 0.1808(37)  0.96
1212 9 9 0.0769(24)  0.33930(16) 0.27728(38) 0.5167(26) 0.1814(32)  0.93
1212 §  0.0772(21)  0.33941(16) 0.27772(35) 0.5168(23) 0.1813(29)  1.09
12 12 7 7 0.0772(19)  0.33972(15) 0.27863(33) 0.5165(21) 0.1813(27)  1.49
12 12 10 6  0.0761(17) 0.33921(17) 0.27698(40) 0.5158(19) 0.1803(26)  0.92
1111 10 6 0.0752(11)  0.33920(17) 0.27700(40) 0.5149(14) 0.1799(17)  0.92
0 10 10 6 0.07328(71) 0.33917(17) 0.27697(39) 0.5126(10) 0.1783(12)  1.07
12 12 10 6  0.0761(17) 0.33921(17) 0.27698(40) 0.5158(19) 0.1803(26)  0.92
12 11 10 6 0.0751(11)  0.33920(17) 0.27700(40) 0.5147(14) 0.1791(21)  0.93
12 10 10 6 0.07307(72) 0.33917(17) 0.27695(39) 0.5123(10) 0.1761(17)  1.07
12 12 10 6  0.0761(17) 0.33921(17) 0.27698(40) 0.5158(19) 0.1803(26)  0.92
11210 6 0.0763(17)  0.33921(17) 0.27698(40) 0.5161(19) 0.1812(22)  0.91
0 1210 6  0.0764(16)  0.33920(17) 0.27698(40) 0.5161(18) 0.1818(18)  0.92

1210 6 0.0771(16)  0.33917(17) 0.27683(40) 0.5171(18) 0.1852(17)  1.24
8§ 12 10 6 0.0786(14)  0.33918(17) 0.27686(40) 0.5188(15) 0.1874(13)  1.25

Table 8.19: Results from unconstrained simultaneous fits of the B — K three-point function with # = 4°S*(A) at v = 0,
k = 0,p’ = 0. Data from RWecd source. n.

(B) _ ~(B) _

exp — Texp = Mexp = 1,

(K) _ 1 7&E) _

Nexp =

0. Central values and errors directly from fit.
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(Bapt) (Bipt) (K2pt) (K3pt) — gpip Ex Ak Eg Ap x2/d.o.f.
10 10 10 6  0.0280(34) 0.4607(16) 0.2279(24) 0.466(11)  0.169(10) 1.16
10 10 10 5 0.0292(30) 0.4599(16) 0.2272(23) 0.4713(95) 0.1741(94)  1.14
10 10 10 4 0.0317(27) 0.4597(16) 0.2261(23) 0.4775(82) 0.1767(36)  1.21
11 11 10 6  0.0303(78) 0.4602(16) 0.2279(24) 0.470(21)  0.181(22) 1.07
10 10 10 6 0.0280(34) 0.4607(16) 0.2279(24) 0.466(11)  0.169(10) 1.16

9 9 10 6 0.0339(21) 0.4604(16) 0.2277(24) 0.4778(63) 0.1794(59)  1.18
10 11 10 6  0.0310(81) 0.4603(16) 0.2280(24) 0.472(21)  0.175(21) 1.08
10 10 10 6  0.0280(34) 0.4607(16) 0.2279(24) 0.466(11)  0.169(10) 1.16
10 9 10 6 0.0328(21) 0.4606(16) 0.2278(24) 0.4745(65) 0.1758(76)  1.16
11 10 10 6 0.0321(42) 0.4605(16) 0.2277(24) 0.479(12)  0.190(15) 1.18
10 10 10 6  0.0280(34) 0.4607(16) 0.2279(24) 0.466(11)  0.169(10) 1.16

9 10 10 6 0.0281(35) 0.4605(16) 0.2278(24) 0.467(11)  0.1693(99)  1.17

Table 8.20: Results from unconstrained simultaneous fits of the B — K three-point function with _# =4YST(A) at v = (0.4,0,0),

k=0,p'=2n/L-(-1,0,0). Data from point source. ngfg = ﬁéﬁg = nngp) = 'ﬁgg = 1. Central values and errors directly from fit.
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(B 2pt)

(Bapt) (Bipt) (K2pt) (K3pt) — gp p Ex Ag Ex Ap x2/d.o.f.
10 10 10 6 0.0395(36) 0.46280(79) 0.2395(10) 0.4849(84) 0.1799(82)  1.09
10 10 10 5 0.0402(31) 0.46289(79) 0.2396(10) 0.4856(72) 0.1807(73)  1.07
10 10 10 4 0.0387(26) 0.46291(78) 0.2397(10) 0.4807(63) 0.1768(65)  1.11
11 11 10 6 0.050(11) 0.46280(79) 0.2395(10) 0.503(18)  0.211(23) 1.06
10 10 10 6 0.0395(36) 0.46280(79) 0.2395(10) 0.4849(84) 0.1799(82)  1.09
9 9 10 6 0.0384(18) 0.46270(79) 0.2393(10) 0.4783(45) 0.1832(42)  1.13
10 11 10 6 0.050(11) 0.46278(79) 0.2395(10) 0.503(18)  0.210(21) 1.05
10 10 10 6 0.0395(36) 0.46280(79) 0.2395(10) 0.4849(84) 0.1799(82)  1.09
10 9 10 6 0.0371(18) 0.46276(79) 0.2395(10) 0.4750(46) 0.1720(53)  1.09
11 10 10 6 0.0394(38) 0.46281(79) 0.2395(10) 0.4845(89) 0.181(11) 1.10
10 10 10 6 0.0395(36) 0.46280(79) 0.2395(10) 0.4849(84) 0.1799(82)  1.09
9 10 10 6 0.0395(36) 0.46273(79) 0.2394(10) 0.4853(84) 0.1898(80)  1.15

S9OINOS [[em-WOPURI YjIM suorouny jyutod-so1) pue jutod-omJ, Q'

Table 8.21: Results from unconstrained simultaneous fits of the B — K three-point function with _# =4YST(A) at v = (0.4,0,0),

k=0,p’ =27/L-(-1,0,0). Data from RWed source. ngfg = ﬁgfg = ngg = ﬁgfp) = 1. Central values and errors directly from fit.

QLT
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Numerical results: B — K* three-point functions

The relative errors in the B — K* three-point functions with ¢ = ;9557 (A) from
the RWcd and point sources are shown in Fig. [8.29] (at zero recoil) and Fig. [8.30] (at
v =(0.4,0,0), k =0,p’ = 27/L - (—1,0,0)). The improvement from the RWed source is
small (and gets even smaller at larger T), despite the higher computational cost.

Here I performed simultaneous Bayesian fits with the range 7 = 1 ... (T' — 2) and
T=14..16 or T = 15... 16 in the the B — K™ three-point functions, 7 = 2 ... 32 in the

B-meson (2 x 1)-matrix two-point function and 7 =1 ... 63 in the K* two-point function.

For all these correlators I used the same number of exponentials, ngfg = ﬁéfg = néff;) =
ﬁgg) = Nexp, VAIYINg Nexp in the range 4 ... 10. I set the priors for the logarithms of the

energy splittings to (—1) with a width of 1, and the priors for the relative excited-state
amplitudes to 1 with a width of 2 (for the K*) and 0.5 with a width of 2 (for the B
two-point function and for the B — K* three-point function).

As already mentioned in Sec. I also included the B — K three-point function
(with _# = 4°S%(A)) and the K two-point function for p’ = 0 in the fit in order to

improve the results for the B meson. For these correlators I used néfg = ﬁﬁfg = ng((p) =1,

ﬁgg = 0 and the same fitting ranges as given in Sec. m, so that the contamination
from excited states is negligible.

A plot of a fit to the B — K* three-point function with ¢ = 009557 (A) at v = 0,
k = 0,p’ = 0 is shown in Fig.|8.31] Fit results are given in Table (point source data)
and Table (RWed source data). For the point source, I used 7' = 14 ... 16. For the
RWed source, the range T'= 15 ... 16 gave more reliable fits.

As can be seen in the tables, the errors in Ag+jp are comparable for the RWed and
point source data, while the RWed source gives more precise results for Ex~ and A+,
compared to the fits of the K* two-point function alone (cf. Sec. |8.8.1)).

The findings for non-zero p’ and for the other operators # are similar.
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Figure 8.29: Relative errors in the B — K* three-point function with ¢ = 0¢;455" (A)
atv=0,k=0,p =0.
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Figure 8.30: Relative errors in the B — K* three-point function with ¢ = 0¢;455" (A)
at v =(0.4,0,0), k = 0,p’ = 2r/L - (—1,0,0).
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Figure 8.31: Bayesian fit of the B — K* three-point function with # = 009551 (A) at
v =0,k =0,p' =0. The fitting range is T'=14 ... 16 and 7 = 1 ... (T — 2). The numbers
of exponentials are n.gfg = ﬁgfg = ngfp*) = ﬁgfp*) = 8. The fit is simultaneous with the B
and K* two-point functions and with the B — K three-point function and K two-point

function. The data shown are from the point source.
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Nexp Ar+jB Ex- Aps Ep Ap
4 0.01261(88) 0.6330(58) 0.0906(23) 0.5172(19) 0.1803(15)
5 0.0124(12)  0.6363(91) 0.0915(30) 0.5167(25) 0.1793(25)
6  0.0125(15)  0.6361(87) 0.0915(38) 0.5168(22) 0.1791(27)
7 0.0123(12)  0.6360(72) 0.0914(31) 0.5166(26) 0.1789(31)
8 0.0127(14)  0.6363(74) 0.0916(33) 0.5167(22) 0.1792(30)
9 0.0124(14) 0.6355(76) 0.0915(36) 0.5165(27) 0.1793(35)

10 0.0120(16)  0.6348(91) 0.0906(39) 0.5167(17) 0.1794(23)

Table 8.22: Results from simultaneous Bayesian fits of the B — K™ three-point function
with _# = 00957 (A) at v. = 0, k = 0,p’ = 0. The fitting range in the B — K*
three-point function is 7= 14...16 and 7 = 1... (T'— 2). The numbers of exponentials are
ngfg = ngfg = n(Kp*) = n(pr*) = Nexp- Data from point source. Central values and errors

from bootstrap.

Nexp Ar=jB Egc« Ag+ Ep Ap
4 0.0164(20) 0.680(33) 0.1067(99) 0.5166(13) 0.18011(65)
5 0.01342(98) 0.6302(64) 0.0908(17) 0.5155(20) 0.1790(26)
6 0.01314(79) 0.6282(51) 0.0902(15) 0.5158(16) 0.1789(23)
7 0.01316(30) 0.6274(47) 0.0898(11) 0.5156(17) 0.1782(27)
8 0.01305(85) 0.6262(44) 0.0895(14) 0.5152(21) 0.1775(30)
9 0.0131(12)  0.6257(49) 0.0894(17) 0.5153(17) 0.1779(29)

10 0.0130(12)  0.6255(40) 0.0893(10) 0.5155(19) 0.1784(24)

Table 8.23: Results from simultaneous Bayesian fits of the B — K™ three-point function
with _# = 00957 (A) at v. = 0, k = 0,p’ = 0. The fitting range in the B — K*
three-point function is 7= 15...16 and 7 = 1... (T'— 2). The numbers of exponentials are
ngfg = n.gfg = n(K;) = %gf;) = Nexp- Data from RWed source. Central values and errors

from bootstrap.
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7 ATy =4") AgssTs;=4") Agspl;=o010)

I S*H(A) 0.0280(34) 0.0063(11) 0.0218(25)

T S™(A) 0.0368(43) 0.0218(25) 0.0065(11)

2:;% 4 AFE T SH(A) —0.00177(26) 0.00177(31) —0.00148(29)
—2;'% v - AB T SHA)  —0.000084(55) 0.000139(59) 0.000189(57)
iQanb v-AFE T ST(A) 0.000143(51)  —0.000168(51)  —0.000123(53)

Table 8.24: Fit results for the B — K ground-state amplitudes of the individual terms
in the heavy-light lattice vector and tensor currents. The boost velocity is v = (0.4,0,0)
and the momenta are k = 0, p’ = 27/L - (—1,0,0). Data from the point source. Central

values and errors directly from fit.

8.9 Size of the 1/m corrections

The construction of the heavy-light lattice currents was discussed in Sec. Now I give
examples for the contributions of the individual terms in the current at v = (0.4,0,0). I
consider the pseudoscalar kaon in the final state as the results are more precise compared
to the vector-meson.

Fit results for Ax;p from the different operators ¢ are shown in Table Results
are given for 'y = 4%, T'y = 4!, and T'y = oyo.

It should be noted that the O(1/my) corrections considered here are the unsubtracted
operators that mix with the lower-dimension operators. For the vector current in non-
moving NRQCD it was found in [II] that the matrix elements of the subtracted operators

are significantly smaller.

8.10 Preliminary form factor results

In the following I give some preliminary results for the form factors fy, fi+, fr and 11, T
obtained with the fitting methods described in Sec. I computed the form factors from
the formulae in Sec. using bootstrap to take into account the correlations between

the different quantities entering the formula. For the hadron masses and energies I also
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used the lattice results. I computed the full B-meson energies using the non-perturbative
results for the mNRQCD energy shift C, obtained from the 7, dispersion relation (see
Sec. . I set Z, = 1, which is compatible with the result obtained in Sec. For
the lattice spacing I used a=! = 1.6 GeV [I08]. The values of ¢? given in the tables
correspond to the experimental values for the hadron masses.

All form factor results shown in the following include the one-loop radiative corrections
to the leading-order heavy-light currents, i.e. the lattice currents are given by . I
used the matching coefficients calculated by Eike Miiller [114], 116] and set the value

of the strong coupling constant to as = 0.3, which is approximately equal to ay(2/a)

(cf. Sec. [6.3).

8.10.1 The form factors fy, f., and fr

The preliminary results for fy, fi+, and fr for B — K are listed in Table and plotted
against ¢2 in Figs. At |v| = 0.4 T added to the error estimates a systematic
uncertainty resulting from the choice of Trgfngpt)
the form factor when Tl(n?n?)pt)

At zero recoil I find that the statistical error in fj is smaller for the RWed-source data

, taken as the shift in the central value of

is changed by 1.

compared to the point-source data by a factor of about 1.4. At the largest recoil considered
here, corresponding to v = (0.4,0,0), k =0,p’ = 27/L-(—1,0,0), the estimated error for
the RWcd-source result is larger than that for the point-source data.

Overall, the central values of the results from the RWecd-source data tend to be above
those from the point-source data, sometimes outside the one-standard-deviation interval.
As already discussed in Sec. the fit results are not very stable and systematic uncer-
tainties may be underestimated. It is planned to perform new Bayesian fits of the B — K
data in the future.

I find that the results for fr and fi are very close to each other. Calculations using
light-cone sum-rules [197], albeit applicable only at low ¢2, give fr > f. and show that
the difference between fr and fi vanishes as the mass of the pseudoscalar meson in the
final state is taken to zero.

Unquenched lattice QCD results for fy and fi for B — 7 can be found in [I1] and
[168]. For B — K, preliminary results for fo and f; computed using the Fermilab action

for the b quark can be found in [I98]. No previous lattice results for fr are available.
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point source RWcd source
7> (GeV?) fo f+ fr fo I+ fr
22.91 0.869(17) — — 0.889(12) — —
20.68 0.746(19) 1.951(78) 1.852(82) 0.780(15) 1.980(55) 1.858(61)
18.22 0.617(45) 1.21(12)  1.37(20) 0.715(61) 1.40(19)  1.58(29)

Table 8.25: Preliminary results for the form factors fy, f+, fr for B — K decays, obtained

from simultaneous unconstrained fits. The error estimates are statistical/fitting only.

form factor

25 \ \
- B—K o f,_ point | 1
o P ~ f, Rwed| |
o f, point
| o f, Rwed| |
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‘ \ \ \
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2 2
q /GeV

Figure 8.32: Preliminary results for the form factors fy, fi for B — K decays, obtained

from simultaneous unconstrained fits. The left-most points have v = (0.4,0,0), k = 0 and

p' =2n/L-(—1,0,0). The error estimates are statistical/fitting only.
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Figure 8.33: Preliminary results for the form factor fr for B — K decays, obtained from
simultaneous unconstrained fits. The left-most points have v = (0.4,0,0), k = 0 and

p' =2xn/L-(—1,0,0). The error estimates are statistical /fitting only.
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point source RWcd source

¢* (GeV?) Ty 13 T 15
19.25 — 0.285(26) — 0.305(19)
17.85 0.65(16) 0.246(38) 0.69(12) 0.272(50)

Table 8.26: Preliminary results for the form factors T3, 15 for B — K* decays, obtained
from simultaneous Bayesian fits with with 7' = 15,16 (RWecd source), T' = 14,15, 16 (point

source). The error estimates are statistical/fitting only.

Reference Result
[79) T (ghax) = 0-26970:009 < 0.011
[182] T2(¢2 4x) = 0.325 & 0.033 + 0.065
[183] To(q20) = 0.25 £ 0.02, 0.22 +0.02
[181] To(q2 ) = 0.25+£0.1
[184] T»(18.3 GeV?) = 0.38 £ 0.0575-09

Table 8.27: Quenched lattice results for 75 from the literature, obtained by extrapolation
in the heavy-quark mass. The two results cited from [I83] correspond to two different
extrapolation methods. For [I84], the result from the finest lattice spacing is shown. See

the original works for the meaning of the error estimates.

8.10.2 The form factors 77 and 75

Preliminary results for the form factors 77 and Ts for B — K™ are listed in Table
and are plotted against ¢ in Fig. The points with the lower value of ¢ have v = 0,
k = 0 and p’ = 27/L - (—1,0,0). The data at significantly lower values of ¢? are very
noisy and have not yet been analysed.

For T5(¢2,,) and T} at the lower value of g2 the errors for the RWcd-source data are
smaller by a factor of about 1.3; however, recall that the computational cost for the RWed
method is higher.

For comparison with the literature, Table shows results for T, at or near ¢2,,, from
quenched lattice calculations. All of these calculations were performed with Wilson-like

actions for the b quark with unphysically light values for my, and were extrapolated in mg.
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Figure 8.34: Preliminary results for the form factors 71, T» for B — K* decays, obtained
from simultaneous Bayesian fits with 7' = 15,16 (RWed source), T = 14,15,16 (point
source). The left-most points have v = 0, k = 0 and p’ = 27/L - (—1,0,0). The error

estimates are statistical/fitting only.
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Chapter 9

Conclusions

Moving NRQCD is a method for the lattice computation of heavy-to-light form factors. It
enables the calculation in a reference frame where the momentum of the light hadron in the
final state is reduced, and thereby leads to a reduction of lattice discretisation errors. In
this dissertation, I have independently derived an O(1/ mg, vérb.) mNRQCD action in the
continuum, and performed nonperturbative tests of a lattice action with the same accuracy
for the first time. These tests confirm the reduction of systematic errors compared to non-
moving NRQCD (cf. Fig. . I have then carried out the first calculations of form factors
with mNRQCD. The computer programs I have written for this purpose will be used in
future large-scale computations. This work will allow further tests of the Standard Model
of elementary particles, and will help in searches for new physics.

In the course of this dissertation I have also performed calculations of the heavy-hadron
spectrum in lattice QCD with dynamical domain wall fermions, including the spectrum
of excited states in bottomonium and the ground-state masses of baryons containing one,
two, or three b quarks. Several of these heavy baryons have not yet been observed ex-
perimentally but might be discovered in the future at the Tevatron or the Large Hadron
Collider.

In the following I shall discuss some open issues and give directions for future work

related to the various parts of this dissertation.

9.1 Renormalisation of the lattice mNRQCD action

In Sec. I compared my nonperturbative determinations of Z, (the renormalisation of
the external momentum) and C, (the mNRQCD energy shift) to predictions from one-loop

lattice perturbation theory. In both cases I considered the deviations from the tree-level
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values. For Z, good agreement is seen between the perturbative and nonperturbative cor-
rections at moderate boost velocities. However, for C), the full nonperturbative correction
was found to have a sign opposite to the sign of the one-loop correction. Note that this
does not impose any practical problems, as the corrections are both small and the non-
perturbative results for C,, and Z, can be used. Assuming that no mistakes were made in
either calculation, these findings do however demonstrate that one-loop perturbation the-
ory is somewhat limited. To go beyond one-loop perturbation theory one can use high-3
methods, as discussed in Sec. [5.3.5

In the present calculations, all couplings in the lattice mNRQCD action are set to their
tree-level values, and tadpole-improvement is used to account for radiative corrections. As
demonstrated by the numerical results, this is already a good approximation. However, if

very high precision is to be achieved, eventually one has to go beyond this approximation.

9.2 Heavy-hadron spectroscopy

The heavy-light spectrum calculations described in Sec. are not yet complete. Other
light-quark masses need to be included, and chiral extrapolations to the physical point need
to be performed. The statistical errors can be reduced by computing more propagators.

All calculations presented in Chapter [7] are only for one lattice spacing. A more
systematic analysis of discretisation errors will be performed once new ensembles of gauge
field configurations with a finer lattice spacing are made available by the RBC and UKQCD
collaborations.

Using NRQCD I have achieved high statistical accuracy for the €2y, baryon, similarly
to bottomonium. I am therefore planning to study excited states also for the Q. Given
how much insight into the strong interaction has been gained by analysing the spectrum
of bottomonium, it will be highly interesting to perform similar work for the ,, where

three heavy quarks form a colour singlet.

9.3 Calculation of form factors for B decays

In Chapter [§] I have developed and tested the methods necessary for the numerical cal-
culation of B decay form factors with lattice mNRQCD. Now, further computer time is
required to consider more points in ¢?, perform calculations with different light-quark
masses and also different lattice spacings. After more points in ¢ have been included,

the g*>-dependence of the form factors can be fitted by suitable models [199] [184]. In
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particular, for B — K*v the form factors need to be extrapolated to ¢? = 0.

The statistical errors must be reduced further. I found that the reduction in statistical
errors when comparing the random-wall-source method to the point-source method is small
for the final form factor results. Due to the lower computational cost, the point-source
method may lead to more precise results than the random-wall-source method for the
same amount of computer time.

The fitting methods for the three-point functions have not yet been finalised and there
is still room for optimisations. In particular, the effect of using a “smeared” interpolating
field for the B meson in the three-point function has not yet been analysed, and Bayesian
fits need to be performed where only unconstrained fits have been done so far.

The contributions of the tree-level 1/my corrections in the heavy-light currents have
not yet been included in the form factor results as the necessary mixing coefficients are
not yet known. A calculation of these coefficients would be useful. So far, the matching
calculation for the heavy-light currents was performed in one-loop lattice perturbation
theory. It would be desirable to go beyond this approximation, using for example high-3
methods.

The study of rare B decays is complicated by long-distance effects and, for B — K*
transitions, by the instability of the K* under the strong interactions. These issues require

further investigation.
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Appendix A

Conventions

A.1 Notation

I use units in which ¢ = h = 1.

Space-time coordinates: x = (t,x) = (20 2!, 22,23) in Minkowski space, z =
(1,x) = (20,2, 22, 2%) in Euclidean space

Indices p,v, ... run from 0 to 3; indices j, k, ... run from 1 to 3.

Indices appearing twice (and only twice) in a single term are summed over all allowed

values, except where otherwise stated.
The Minkowski metric is (g,,) = diag(1, —1, -1, —1).

The Lorentz boost of the coordinates is defined in terms of the 3-velocity v as:

v v P

A= ) , (A.1)
] ik Y j oy
v v? O7% + o vl
with v = (1 — v2)~ /2,
Gamma matrices in Minkowski space are denoted with a hat, to distinguish them

from vy = (1 — v2)~1/2. T use
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with the Pauli matrices 7. I define 0® = 19.9. Note that in calculations with
moving NRQCD, the Minkowski space gamma matrices are also used in Fuclidean

space for convenience.

e FEuclidean gamma matrices are denoted without a hat:

0 g
0 -0 o 0 j L 0 1o
’y = ’y = s ’y :—7/}/ = ) y
< 0 —oY > 107 0

R 0 o
. . ( 0 ) ) (A.3)
e The spinorial Lorentz boost is defined in terms of the 3-velocity v as:

_ Cvas0 L [ 14y qev
S = 2H+W)Ky+wﬂ AT %1+v)(va-v 1+~ )I

(A.4)

e Feynman slash notation:

= uly,. (A.5)

e Covariant derivatives and field strength tensor:

0 )
Du = W + ZgA/“ (Aﬁ)
[D,ua DV] = ing,, (A7)

DyFpe = DiF 5 + FpoDy, with D3 Fp = (0uFps) +ig[Ay, Fpol.  (A.8)

e Chromoelectric and chromomagnetic fields in Minkowski space:

1
Ey, = Foy, B; = —§€jk1Fkl- (A.9)

e Chromoelectric and chromomagnetic fields in Euclidean space:

1
Ey=—-Fu, Bj= —§€jk1sz- (A.10)
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A.2 Lattice derivatives and field strength

In this section I give explicit expressions for the discretised derivatives I use in the lattice
action, Eqs. (5.12] [5.13)). All expressions are constructed from the elementary forward,

backward and symmetric derivatives

Afd(@) = Uule)(z + ) — (@),
Apih(x) = () = Up(2)(z — ),

1

Afp(@) = S Uu@+ i) — U (@) — ). (A.11)

For performance reasons, I construct higher-order operators to be maximally local by

balancing the occurrence of these three types. I also symmetrise the expressions.

e Unimproved derivatives:

373
7j=1
3
AQ = %Z ok (AFAL +ATAL),
j.k=1
3
AP = % > vivk! (AjAfA;+A;A§Al+),
gk, l=1
3
AW = % > T (ATALAT A, + ATATATAY). (A.12)
7,k lm=1

e Improved derivatives:

1
+ + + A A—
AT = A fAjAjAj,

J i 6
1 3
A (2) 2) L +FA-ATAT
Al A()—lzzA]A]AjA],
j=1
3

FATALATAL + ATAFALAT). (A.13)
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e Unimproved adjoint derivative:

N Fonle) = 3|0 ol + L) = Uple) ol = 00 (220

e Improved field strength tensor:

() = 3F;w(x)
—1(U()F(+AUT U_(2)Fu(z — QUL (z) —
o\ Un(@) B (@ + Uy (2) + U (@) B (2 = @)U, () = (= v) ),
(A.15)

where

F,u,z/(x) = ;;(Q,w/(x) QLV(x))’

Qu(z) = 1 Un(2)Ug (2 + &) Uoo(z + &+ B)U(z + 5), (A.16)

() }uw

with

{(a, B) v = {1, v)s (v, -p), (g 1), (v, )} for p#v. (A.17)



Appendix B

Form factors and decay rate for
B — K™~

B.1 Derivation of form factors
The invariant matrix element for the exclusive decay B — K™~ is
M= —{y(q,r), K*(1', ) [Het| B(p)), (B.1)

where r = 1,2 denotes two possible photon polarisations and s = 1,2,3 denotes three

possible K* polarisations. The relevant part of the effective Hamiltonian is given by

(cf. Sec.

% 4GF e . — 1+ Y5
Hegg = — Vi V5 7 C7(p) T62 JMVF(Ié.Vm.) with  J = boy,, ————s, (B.2)
where C7(p) is the Wilson coefficient at the renormalisation scale f.
Upon contracting the external photon with F é "jm'), we obtain
(v(g,r)s KX, 8) [T Fle s | B(R)) = i[q“ez‘i’y’)(q, r) —a’e (. r) (K" (1, 5) [ 1| B(p))
= 2 ¢"< () (K (0, ) |70 | BD)), (B3)

where £(,) = 6(7)(q, r) is the polarisation vector of the photon. We shall now derive the
general structure of the matrix element (K*(p',s) |Ju|B(p)). The operator J,, contains
both a tensor and a pseudotensor part, and it is convenient to consider them separately.

Let us start with the tensor part of J,,, so we need to look at

(K*(#',€) [bouws| B(p)), (B-4)
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where e = £(p/, s) now denotes the K* polarisation vector. Under parity and time reversal,

the states transform as follows:

PIB(p)) = -|B(pp)),

PIK*(p'.¢)) = K (Wp,ep)),

T|B(p)) = —[B(pr)),

TIK*(pe)) = |K*(Wrer)) (B.5)

with pp = pr = (p', —p) etc. Since QCD is invariant under these transformations, we

must have for ¢,j =1,2,3

(K*(p,€) [boo; s|B(p)) = +{K"(pp.ep) [boo; s|B(pp)).
(K*('e) [boij s|B(p)) = —(K*(pp.cp) [boij s|Bpp)),
(K1) [booj s|B(p)” = +(K"(pp,er) boo; s|B(pr)),
(K*(p,e) [boij s|B(p))" = —(K"(pp.er) [boij s|B(pr)). (B.6)

Here, we have made a choice of phase.

There are three Lorentz-vectors available: the momenta p, p’ and the polarisation
vector € = £(p/, s). Since the K* meson is in the final state, € must appear as its complex
conjugate. Let us use the basis vectors pr = p+p/, p— = p—p' and *. From the
transformation law under parity, Eq. , it follows that there are three possible basis

pseudotensors:

* * 4
€uvpo€ ppt_TH €uvpo€ Pp? and E,ul/pcrpfpi' (B'7>

Each of them can come with a function of Lorentz-scalar quantities as a prefactor. We

can build the following basic Lorentz scalars:

2

P, P, €7, po-py, € po and £ py. (B.8)
However, since ¢ is a polarisation vector, we have 2 = —1 and ¢ - p' = 0. The latter
implies that both ¢*-p_ and €* - p; reduce to the single quantity ¢*-p. Furthermore, since

p?> = Mp and p? = Mg~, we have

p—-py = Mp— M.,
pl = Mj+MpE. +2p-p,

pr = Mi+ME. —2p-p. (B.9)
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Hence, it suffices to consider functions of €* - p and p? only. Another restriction is that
the matrix element must be linear in the polarisation vector £*. It follows that we can

write the matrix element in the form

(K*(p',¢) ‘BU,W/S’B(p» = f—l—(pz—)euupffg*ppgr + f—(p%)euvpag*ppi

+ 902 ) (" P)eppod” DT | (B.10)

with unknown functions fi, f- and g. The transformation law under time reversal,
Eq. , implies that these functions are real.

Let us now consider the part of J,, containing 75. The identity

i o
O Y5 = §€,u1/pao'p (Bll)

allows us to relate the matrix element to (B.10)):

* 1 Z * 1 o
(K*(p' ) [bowns s|B(p)) = 56w (K (p',¢€) [ba™s|B(p))
e | £ P )Tl + RN

+9(P2) (e - p)e” 7 p_\py ). (B.12)
Using
P75 — (5355 . 5553) : (B.13)
Eq. (B.12) simplifies to
(K*(p,€) bows sIB(p)) = ify(02) [espy, —eppy,] +if-(02) [esp—, — €5,
+ig(p2 ) (" p) [Prp— ) — Py uP—] - (B.14)

Next, recall that the full matrix element (B.3)) contains a contraction with the photon

momentum ¢ = p_. We have

qN<K*(p/,5) |EO'MVS|B(p)> = f+(q2)€w,pap/i€*ppi
= 92 f+(q2)e,,upa€*“p”p"’ (B.15)

and

(K (', €) [bouwss|B(p)) = if(¢?) [e(Mp — M) — (€° - q)(p + )]
+if () [e5a” — (€" - Q)]
+ig(d®) (e - q) [ (0 + ) — (Mp — M )] -
(B.16)
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In order to disentangle (B.15) and (B.16]), we now define the new form factors

Ti(?) = —yfi(a),
@) = L@+l @
AU 2 +\q M% —_ M[Q(* —\q ’
L) = 5 (@) + (MG~ ME)g(a?)], (B.17)
so that
f+(@) = —2Ti(¢%),
o 2 2 g2
f () = 2 [Tl(q ) T2(9(?]2)] (Mg ]\41(*)7
2 Ts(q? 2T — Ty(q?
o) o i(?\é* 2[Ti(g )q2 2(a%)] (B.18)
This results in
¢(E* (0, €) [bows|B(p)) = —4T1(¢%)evupoe™ p"p"” (B.19)
and
g (K*(p,€) [bowss|B(p)) = —2iTa(q?) [e}(MB — Mf.) — (¢* - q)(p + )]
2
—2iT3(q2)(€* Q) |qv — M(p +9')u]
(B.20)

so that the tensor- and pseudotensor contributions are now separated. Note that at the
physical point ¢? = 0, the second line of (B.17) implies

T1(0) = T5(0). (B.21)

B.2 Calculation of decay rate
We shall now express the decay rate

1 d3p’ 3 4
= (2m)* W (p —p' — B.22
STy G ) OE. ;;W M~ —q) (B.22)

in terms of the form factor at ¢> = 0.
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Equation (B.3|) becomes

(V(g,r)s K*(P,8) [T Fle | B(p)) = i T1(0) { —devupo™ (g, 1) (', 8)p P
— 2ie*(q,r) - e*(p/, ) (Mp — M)
+2i [ 5) - d] [E°(a,r) - 0+ )] |-

(B.23)
Working in the B rest frame and using momentum conservation, we have
p = (Mg,0),
¢ = (la,a),
po= (Mp—la,—q),
M} — ME.
o = ZE Mk (B.24)
2Mp
We can also set €°(q,r) = 0, which implies
e(q,r) (p+p)=¢€"(g,7) q=0. (B.25)

Therefore, (B.23]) reduces to

(V(ar), K* (05 8) [ Fo ) | B(0)) = i T1(0) [4 Mp €jiae™ (q,1)e™ (0, 5)d'
+ 2ie*(q,7) - €*(p, 8) (M3 — M#.)|.
(B.26)

The spin-summed absolute square of the amplitude becomes

Z! (0, 8) | Fie )1 BO)

= 16 [T (0)*ME ) €jmemno £ (a, 7)™ (g, 7)™ (0, )" (0, 5)d'a°

8

+ 4Ty (0))2 (M3 — M%.)? Z e (q, ) (q,m) e (p, 5)eR (P, 5)
r,8

=16 ’TI(O)PM]QBijlfmnO <6Jm - a2 ) <5kn * MIQ(* QIqo

ik ik
AT OV 2 (M2 — M2.)2 6jk_& ik q’'q
+4 [T (0)[*(Mp i) a? +M12(*

= 16 |T1(0)|> (M3 — M%.)% (B.27)
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Finally, the total decay rate is

r

1 / d3q
2Mp J (2m)32[q

1
% @ﬂ%O@—MM%+mL¢®§]MP
(2m)32,/MZ. + [a? =

1 47|ql*d 1
JE= s o (81— a1+ 1a? - ) 3 I
2Mp J (27m)?2]q| o /M2, + |q)? =
-1

2
2Mp (2m)?2|q| 9 MIQ(* + |q)? MIZ(* + |q/? s l ME-M2,
A=—"2n5;

B

M2 — MZ. 9

B M
167TM% TZS: ‘ ’

M} — M3. AGp e | oo o
—E WV Vi —=Cr () w—5mp| 16 |T M3 — M.

16w M3, VieVis™ 5 Crlin) fzame| 16 1T (O)F (M = M- )
a G2 M2,

3
|@@ﬂ%@%@@@— )m@ﬁ (B.28)

8 M3,
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Data analysis methods

C.1 Correlated least-squares fitting

Suppose that we have real-valued “observables” y; where ¢ = 1,2, ... is a generic label; an
example will be given in Sec. In this notation, the total number of observables equals
the total number of degrees of freedom in the fit.

Suppose further that we have N statistically independent measurements (for example
data from N independent gauge field configurations) for all of these observables. We
denote a data point by y.*, where n = 1... N. We define the average of the i-th observable

as

1 N
and the data correlation matrix as
1 N

We would like to describe the data by smooth model functions f;(a) depending on P real-
values parameters ai,ao,...,ap. The aim is to find those values of the parameters that

minimise the following x?2 functiorﬂ

() => (C7Y)i [ - fi@)] [77 - fi(a)]. (C.3)

iﬂj

!This definition, which contains C~!, requires the number of measurements N to be much larger
than the number of degrees of freedom, so that the data correlation matrix is well-determined and
invertible. If this is not the case, one can work with a pseudo-inverse of C instead, which is

computed using singular value decomposition.
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This is the standard least-squares fitting procedure for correlated data points [33, [34].
An efficient method for finding the minimum of numerically is the Levenberg-
Marquardt algorithm [200} 201, 202]. A good fit should have x?/dof ~ 1, where “dof”
denotes the number of degrees of freedom.
Let a® = (ago),ago),...,agg)) be the point in parameter space (we assume that it
exists and is unique) that minimises x?(a). The error estimate for a parameter a, in the

quadratic approximation is then given by

a, = a}()o) + [a‘l(a(o))]pp , (C4)
(no sum over the repeated index p here) where the matrix a4 is defined as follows:
1 9x*(a)
=_- . C.5
aP(I(a) 2 aapaaq ( )

Note that in the definition (C.5|), second derivatives of the functions f; are usually ne-
glected. The inverse of a4 is the parameter covariance matrix.
When evaluating some smooth function g(a) of the parameters, the error estimate in

the quadratic approximation is

a(0) a(0)
o) = g(a) | |3 ot @0, P2 R, (e

p,q

In this work, I refer to results and error estimates computed with (C.4) or (C.6) as “ob-

tained directly from the fit”, as opposed to results and error estimates from bootstrap (see

Sec. .

C.2 Simultaneous fitting of multiple correlation functions

The general principle introduced in Sec. also allows simultaneous fits of multiple
correlation functions in lattice QCD. As an example, we consider a simultaneous fit of the

following model functions:

e a three-point function with model Cryp(T,7) and data in the range T' = 15, 16 and
7=6..(T—6),

e a two-point function with model Crp(7) and data in the range 7 = 10 ... 54,

e a two-point function with model Cpp(7) and data in the range 7 = 12 ... 32.
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The model functions Cryp(T,7), Crr(7), and Cpp(7) depend on a set of parameters,
here various energies and amplitudes. In this example, Cryp(T,7) could share the en-
ergy parameters describing the state F' and its excitations with the two-point function
Crr(7), and Cryp(T,T) could share the energy parameters describing the state B and its
excitations with the two-point function Cpp(7).

To perform the simultaneous fit we would use the following model functions f; in the
notation of Sec.

fi = Cpyp(T =157 =6),

f4 = OFJB(T:15a7-: )7
fs = Cryp(T =16,7 = 6),

fo = CFJB(T =16,7 = 10),
fio = Cpp(t =10),

fsa = Crpr(T=54),
fss = Cpp(tr =12),

frs = Cpr(t =32). (C.7)

The simultaneous fit in this example has 75 degrees of freedom.

C.3 Bayesian fitting

Bayesian (constrained) fitting of lattice QCD data has been introduced in [122], 203]. The
use of the Bayesian method is best illustrated for the fitting of a Euclidean two-point
function to extract energies and amplitudes. It is known from the theory (see Sec.
that a two-point function has the form of an infinite sum of exponentials. For a matrix of

two-point functions with a (finite) set of operators labelled by I', we have
C(Tg, Te, 7) = Y An(Daie) Afy(Tse) e 7, (C.8)
n=0

where we assume that the energies are ordered so that E, > E,_1. We would like to

extract the amplitudes A, (") and energies E, from a fit of (C.8) for a range of points
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Tmin < 7 < Tmax. However, there is an infinite number of parameters but only a finite
number of data points. Therefore, when unconstrained fits are used, one has to truncate
the sum in and keep only a finite number of exponentials: 0 < n < neyp. Since the
contributions from higher excited states fall exponentially with 7, one has to choose Tin
large, so that the contributions from the states with n > ne, are negligible. However,
when 7y, is chosen too large, statistical errors in the fit results are too big; when 7, is
too small, the contributions from excited states introduce systematic errors in the results.
This behaviour can be seen for example in Table[8.10] The precise value one should choose
for Tnin 18 not well-determined.

Ideally, we would like to include the data at small 7, since it is statistically very
precise. We would like to increase ney, until the systematic errors in the fits results for
the low-lying states are negligible. However, the fit becomes soon unstable when neyp, is
increased. If the fit converges at all, one typically obtains unphysically large values for
the amplitudes at large n, such as 100 times the amplitude for the ground state, which
also destabilises the results for the low-lying states. From quark models it is expected
that the amplitudes of the excited states are smaller than or of a similar magnitude as the
ground-state amplitude.

The solution for this problem is to constrain the parameters to physically reasonable

ranges. This can be achieved through augmenting the y? function (C.3)) by

X2 - X2 + X?)rior (Cg)
with a Gaussian prior
(ap — @p)?
X?)rior = Z % (ClO)
P ap

The term Xf)rior favours parameter values in the ranges a, = a, £ 0,4,; the values for a,
and 0,, are chosen based on prior knowledge.

In the following discussion of the prior choices {ay,,7,,} we will distinguish between
parameters for low-lying and high-lying states. For example, the 3 x 3 matrix fit shown
in Fig. contains operators optimised for the Y(15), Y(2S) and Y(3S5) states. These
three states are referred to as low-lying for this fit, since their energies and amplitudes are
well-determined by the data. Higher excitations are referred to as high-lying.

I typically choose the prior widths for the parameters of the low-lying states to be
about 10 times larger than the resulting error estimates from the fit. This ensures
that the influence of the priors on these parameters is negligible. I obtain initial guesses for

the central values from unconstrained fits including only a small number of exponentials
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Figure C.1: Bayesian fit results for a 3 x 3 matrix correlator with the

{Y(1S), T(2S5), T(35)} smearings as a function of the number of exponentials. The values

of x? divided by the number of degrees of freedom are also shown.

at large Euclidean time.

For the fit shown in Fig. I used the logarithms of the energy splittings I, =
In(E,+1 — E,) and the relative amplitudes B, (T') = A4, (T")/Ao(T") as the fit parameters
for n > 0. I set l~n = —1.4 and 0;, = 1. This corresponds to energy splittings of about
400 MeV, with a prior uncertainty of about 100 percent. For the relative amplitudes I set
En =0and op, = 5.

With the Bayesian method, one can increase neyp arbitrarily without destabilising the
fit. One has to increase nexp until the results and error estimates for the low-lying states

of interest become independent of nexp. This is demonstrated in Fig.

C.4 Bootstrap method

Equation provides a method for taking into account correlations when computing
quantities that depend on more than one parameter of a single fit. However, in many
cases one also needs to compute quantities that depend on parameters from multiple non-
simultaneous fits of data from the same gauge field configurations.

An alternative technique for taking into account correlations that is applicable in both
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cases is the statistical bootstrap method [33, 34]. Recall from Sec. that we considered
N independent measurements. A single bootstrap sample is obtained by picking N out of
these N measurements randomly (with allowed repetition). One generates a large number
of such bootstrap samples, and performs the fits as in Sec. for each of these bootstrap
samples.

The function of the fit parameters that one is interested in is then computed for the
fit results from each bootstrap sample. In this way, a distribution for the function is
obtained. One computes the average and takes the 68% width of the distribution as the
error estimate.

Note that the bootstrap method must be modified for Bayesian fitting [122] such that
not only the data sets are resampled randomly, but also the central values a, of the priors
in are drawn from Gaussian random distributions with widths o,, for every fit.

C.5 Autocorrelations

The methods described above all require that the N measurements are statistically inde-
pendent. However, in lattice QCD the gauge field configurations are generated using a
Markov process with a non-zero autocorrelation time. In addition, when different measure-
ments are performed on a single gauge field configuration, these are also not completely
independent. In general, autocorrelations lead to underestimates of statistical errors. A
detailed discussion can be found in [34].

A simple method to reduce autocorrelations is the binning method. “Neighbouring”
measurements (in terms of Markov-chain time and/or position on a single gauge field
configuration) are grouped into bins of size B, and the average is computed for each bin.
The N/B bin-averages are then taken as the new measurements, which are statistically

more independent. The bin size B is increased until the error estimates become stable.
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