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Thus, we do not accept theories in which quarks are real,
observable particles; [...].

[...]

The simplest and most obvious advantage [...] is that the gluons
are now just as fictitious as the quarks.

Advantages of the Color Octet Gluon Picture [1]
Harald FriTzscH, Murray GELL-MANN, Heinrich LEUTWYLER

Scared to face the world, complacent career student
Some people graduate, but be [sic] still stupid

Good Morning [2]
Kanye WEST



Abstract

We analyze lattice-QCD data of the 77 — 7z P wave obtained at unphysical-high pion masses
with the inverse-amplitude method at next-to-leading order and at next-to-next-to-leading order.
We then extrapolate to the physical pion mass and determine the properties of the p resonance
from its pole in the complex plane. By comparing both orders, we estimate the systematic error
associated with the truncation. Subsequently, we use the inverse-amplitude method as input to
KuUrl-TREIMAN equations for y()7 — 7z The resulting dispersive framework is fit to lattice-
QCD data at unphysical pion masses and then again extrapolated to the physical mass, where
we determine the radiative coupling of the p, the lineshape, and the chiral anomaly of the process.
Lastly, we develop a method to assess the statistics needed in experiments to be sensitive to higher-
order pion rescattering in decays of a single particle into three pions and illustrate the approach
for simple cases.
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Chapter 1

Introduction

Arguably, the standard model (SM) of particle physics is a rather reductionist affair. According to
it, matter consists of a large number of tiny particles interacting via the exchange of other tiny
particles, with altogether only 17 different particle species in action.! There are three fundamental
forces mediated via particle exchange in the SM: the electromagnetic interaction, the weak one,
and the strong one, with the former two unified into the electroweak interaction [3-9]. The other
known force, gravity, is not incorporated into the SM and instead described by the theory of general
relativity [10]. It remains one of the major open problems in theoretical physics how to unify the
former and the latter. However, gravity can be safely ignored under various circumstances. In this
context, the SM is extremely successful, i.e., allows for precise predictions that have been confirmed
by experiment over and over again. Even if extensions are needed—e.g., to explain the observed
neutrino oscillations [9], or if new particles were discovered in an experiment—these would not at
all enforce a change of the conceptual underpinning of the SM, namely quantum field theory (QFT),
but merely require the addition of new terms to the Lagrangian of the SM. In fact, it has been argued
that QFT is a necessity arising from the combination of special relativity and quantum physics that
is needed to describe processes at the energy scales of relevance to particle physics [11]. There
even exists a paradigm stating that the quantum theory of gravity might ultimately be a QFT [12],
although loop quantum gravity [13] and string theory remain popular alternatives.

In itself, QFT is a highly complicated framework. Consider the strong interaction, which is de-
scribed by a subset of the SM known as quantum chromodynamics (QCD). QCD is a gauge theory
with gauge group SU(3) [1] and, as such, it is a special case of a YANG-MIiLLs theory. Establish-
ing the existence and key properties of YANG-MILLs theory is currently an unsolved problem in
mathematical physics [14]; however, the theory can be successfully used to make predictions at the
level of rigor of theoretical physics. Here, the main challenge lies in the non-perturbative nature
of QCD at low energies, i.e., at the typical energy scales of nuclear physics. It is conjectured that
the rise of the interaction strength with decreasing energy scale confines the fundamental degrees
of freedom of QCD, the quarks and gluons, to bound states known as hadrons, with hundreds of
hadrons observed experimentally [9], thereby giving rise to the field of hadron physics.

QCD describes a wide spectrum of physical phenomena, not only the confinement of quarks
in hadrons, but also their asymptotic freedom at high energies. Moreover, it shows an interesting
phase diagram that contains the quark gluon plasma [15]. There are further fascinating effects,
namely anomalies, instantons, and the 0 term, as well as a spontaneous symmetry breaking of a
chiraly symmetry [8].

'Here we do not count antiparticles separately.
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The rich physics paired with the difficulty to make predictions—caused by the failure of plain
perturbation theory in the low-energy regime—motivates the development of different methods to
compute observables. Three of those are of relevance to the work presented in this thesis. First,
there is lattice QCD, a numerical approach based on a rotation from MINKOWSKI spacetime to a EU-
cLIDean one and a subsequent discretization of a finite spacetime volume [16-18]. Second, there
is chiral perturbation theory (ChPT), an effective field theory (EFT) that allows for a perturbative
expansion by changing the degrees of freedom to pions, the pseudo-GoLDSTONE bosons associated
with the aforementioned spontaneous breakdown of the approximate chiral SU(2); x SU(2)g? sym-
metry [8, 20-22]. Third, there are dispersion relations, integral equations based on the properties
of scattering amplitudes when studied as functions of complex variables [11, 23-28].

Of the aforementioned tools, lattice QCD is the only one that allows for computations directly
based on the degrees of freedom of plain QCD, namely quarks and gluons. Hence, predictions
can be made as soon as the fundamental parameters of QCD, the quark masses and the coupling
strength, are fixed. This makes lattice QCD an extremely predictive tool. However, this power
comes at a price. Lattice calculations are computationally very demanding and require strong
hardware as well as sophisticated software [29-31]. Often, the computational cost is partially re-
duced by setting the quark masses to unphysically high values, which has the obvious drawback
that results obtained in this way cannot be directly compared with experimental observations that
are necessarily restricted to physical quark masses. Instead, such lattice results need to be extrap-
olated to physical quark masses, the so-called physical point. This extrapolation requires the use
of tools beyond lattice QCD. Although computations at the physical point have become feasible,
see Refs. [32-35] for examples, there are still computations performed at unphysical quark masses,
e.g., the ones presented in Refs. [36, 37]. Additionally, the information on scattering of hadrons
that can be gathered directly on the lattice is strongly limited, since the lattice is a finite volume
in EucLiDean spacetime, while scattering observables are defined in infinite-volume MINKOWSKI
space [38]. This apparent shortcoming can be circumvented via the L'scHER framework and ex-
tensions thereof, which translate finite-volume quantities to scattering observables [39]. For cer-
tain scattering processes, this translation requires continuous parametrizations of scattering ampli-
tudes [40], which again cannot be provided by lattice QCD on its own. Indeed, lattice computations
are intrinsically constrained to yield a finite number of data points. In passing, we note that alter-
natives to the LUscHER formalism have been developed [41, 42].

Contrarily to lattice QCD, ChPT is a perturbative tool that enables to compute observables
analytically. Again, this goes hand in hand with drawbacks. ChPT contains free parameters beyond
those of QCD, so-called low-energy constants (LECs). The higher the order of the perturbative
expansion, the more LECs appear. In SU(2) ChPT at leading order (LO) there are two LECs, at next-
to-leading order (NLO) seven [21], at next-to-next-to-leading order (NNLO) 53 [43], and at next-
to-next-to-next-to-leading order (NNNLO) 452 [44].3 Of course, not all LECs contribute to a given
process. Nevertheless, the drastic increase of the number of free parameters clearly points towards
the practical limitations of ChPT. More severely, ChPT is limited to the onset of the low-energy
region and fails quickly as soon as the energy is increased. Despite these issues, ChPT is a potent
tool in the energy region where it converges well [22]. Naturally, the idea arises to fix the LECs
via lattice QCD [47] and even use ChPT to extrapolate lattice results obtained at unphysical quark

2ChPT can be extended to SU(3), x SU(3)g [19]; however, the explicit symmetry breaking by the quark masses is
stronger than in the SU(2) scenario. In this thesis we use SU(2) ChPT.

3Here we do not include contact terms (i.e., those that contain only external fields) and consider the even-parity
sector only. The numbers increase further if the odd-parity sector is included [45, 46].
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masses towards the physical point [48]. In fact, ChPT can be extended to incorporate discretization
artifacts associated with the lattice to allow for an improved analysis of lattice data [49].

As opposed to lattice QCD and ChPT, dispersion relations on their own do not enable to com-
pute a wide range of observables, mainly, because they do not incorporate much information about
the dynamics of the strong interaction. Instead, they put strong constraints on scattering ampli-
tudes, based on analyticity, i.e., the requirement that such amplitudes are holomorphic functions of
the kinematical variables except for singularities encoding the presence of physical states, proba-
bility conservation in the form of unitarity of the S matrix, and crossing symmetry. The constraints
show their true power when combined with input data, which are often taken from experiments,
see, e.g., Refs. [50-54]. In addition, these constraints can be combined with ChPT to extend the
range of validity of the latter via the inverse-amplitude method (IAM) [55-58]. This combination
can be used to extrapolate lattice data that are inaccessible to plain ChPT [59].

In this work, we study scattering processes and decays of hadrons as well as their electromag-
netic interaction with an external photon. To be specific, we discuss 7r — 77 scattering of a pion
by its own kind, y(*)n — s scattering of a pion with a photon y that might be virtual as indicated
by the superscript asterisk, and decays of a hadron into three pions.

Among these processes, 71 — 7z is clearly the prime example of hadronic scattering. Due to
their pseudo-GOLDSTONE nature the pions are the lightest hadrons, and hence stable within QCD.
Thus, the charged pions are sufficiently long-lived to be controlled experimentally rather well.4
In addition, the pions are the only states that can go on-shell in the region directly above the 77z
threshold. Hence, they dominate the dynamics in this region, making it possible to restrict the
attention to a single channel. Moreover, as a two-to-two particle process involving four scalars of
equal mass® the kinematics of 77 — 77 are as simple as it gets. For this reasons it serves as a
major testing ground in the development of dispersion relations,® another one being 7N — 7N,
the scattering of a pion by a nucleon N [62, 63]. In fact, dispersion relations quickly get out of hand
if the number of external particles is increased, as illustrated by the absence of rigorous dispersive
analyses of such multi-particle scattering in the current literature. On top of this, z7r — nrisa
major battle ground of ChPT [21, 64, 65], precisely because the latter is phrased in terms of pions.
Furthermore, as the lightest member of the QCD spectrum pions often dominate the dynamics
of hadronic processes at low energies. More precisely, via unitarity of the S matrix 77x — 77 is
coupled to a plethora of scattering processes and decays, and thus providing key input to theoretical
descriptions of these [51, 52, 66-72].

The process 7t — 7 is also intrinsically interesting due to the appearance of resonances.
These short-lived phenomena show up as intermediate states in scattering processes. Specifically,
in the 7t — 77 S wave there is the f;(500) resonance, which is of particular interest because it
is the lightest known resonance in the spectrum of the strong interaction and it does not seem
to be an ordinary quark-antiquark meson [73], as opposed to, e.g., the p resonance. The latter
shows up in the P wave as the dominant physical effect at energies below 1 GeV. Often it saturates
electromagnetic interactions of hadrons, in this way being a key player in the phenomenological
approach known as vector meson dominance (VMD) [74]. ChPT fails to describe resonances, which

“While the charged pions decay via the weak interaction, the main decay channel of the neutral pion, 7° — yy, is
driven by the electromagnetic interaction. Thus, the lifetime of the 7° is nine orders of magnitude smaller than the
one of its charged cousins [9].

SOf course, in reality the 7° is slightly lighter than the 7* [9]. However, throughout this thesis we work in the
isospin limit and set the mass of all pions to the one of the charged pions.

8Tt must be stated that dispersion theory on its own, i.e., S-matrix theory, failed to describe =& — 77 [60]. However,
it provides strong and powerful constraints in the form of Roy equations [61] and modifications thereof [50].

10



CHAPTER 1. INTRODUCTION

arise due to the non-perturbative nature of low-energy QCD. Clearly, any understanding of the
strong interaction in terms of QCD is incomplete as long as the properties of resonances cannot be
computed accurately via the latter.

The apparent simplicity of the 7z — mxm P wave as well as the interesting physics associ-
ated with the p resonance make the P wave a prime candidate for investigations on the lattice via
LtscHER’s method, highlighted by the huge amount of computations of this kind, see Refs. [34,
36, 75-88]. The data have reached a formidable quality, with recent computations covering a wide
range of quark masses [36], sometimes even extending to the physical point [34]. Although compu-
tations at the physical point do not require an extrapolation in the mass, analytical models are still
needed to extract resonance properties. These are encoded as parameters of poles in the complex
plane outside the direct reach of the lattice, and thus models that allow for an analytical contin-
uation need to be fit to the data before the resonance characteristics can be properly determined.
The quality of the data calls for high-quality models. One such model is the aforementioned IAM,
which has been used to study the quark-mass dependence of both the S wave and the P wave for
the first time in Ref. [89]. The IAM can be employed at different orders of ChPT, the higher the
order, the more accurate the model. While lattice-QCD data have been analyzed with the IAM at
NLO several times [59, 90-93], there is only one previous analysis at NNLO [94, 95], which was
carried out a decade ago. At that time the lattice data were not nearly as good as they are nowa-
days. Hence, fits to the data alone were not stable. To obtain stable fits, additional constraints were
put in by hand. Moreover, some data points required ad hoc shifts. This motivates a confrontation
of the NNLO IAM with state-of-the-art lattice computations as presented in Part II. Again, note
that an alternative to LscHER’s formalism has also been used to study the p [96].

One process connected via unitarity to the 77 — 77 Pwave is y(*)n: — . Again the p appears;
therefore y(*)ﬂ — 77 gives access to the radiative coupling of the p and its sibling [97]. At low
energies, the WEss—-ZuMINO-WITTEN anomaly [98, 99] gives rise to a prediction for the scattering
amplitude in terms of known physical constants [100-102]. While a similar prediction for 7° — yy,
which is driven by an anomaly, too, is experimentally tested at the sub-percent level [103], the one
for ym — 7r has been put to test at the 10 % level only, once via the corresponding PRIMAKOFF
reaction [104] and once via an analysis of pion-electron scattering data [105]. This motivated the
development of a dispersive framework [66], which in combination with modern experimental
data that could become accessible in the future [106] would allow for a more stringent test of the
anomaly prediction. In the meantime, the process has been computed on the lattice twice [107, 108],
both times at quark masses significantly above the physical point. To extract the characteristics of
the p and, most importantly, to test the anomaly prediction, we analyze these data with a dispersive
framework in Part III, building upon previous work in Ref. [109]. This dispersive framework is a
special case of the so-called KHuri-TREIMAN (KT) equations [110].

Via crossing symmetry y(*)ﬂ — s is connected to y* — nnr, i.e., the decay of a virtual pho-
ton into three pions. The associated decay amplitude is of exactly the same form as the one for
w(782) — mxm and $(1020) — sz, that is, decays of the w and ¢ resonances. More generally
speaking, all these are special cases of a decay of a particle with I°(J¥¢) = 07(17~) quantum num-
bers into three pions, where I denotes isospin, G the G parity, J angular momentum, P parity, and
C charge conjugation. Indeed the KT equations that we use to analyze the lattice data allow for a
description of the decay region, too. This points towards an interesting future perspective. Origi-
nally, the LUscHER formalism was restricted to two-to-two scattering, and afterwards extended to
simple one-to-two decays [111]. In recent years, the formalism was generalized to include three-
to-three scattering and decays into three particles, see Refs. [112-114] for reviews of the progress

11
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Figure 1.1: Hadronic contributions to the anomalous magnetic moment of the muon. The magnetic
moment is extracted from the coupling of a muon to a photon. Hadrons contribute in two different
ways to this coupling: via vacuum polarization and light-by-light scattering. Only the leading
diagrams of both are depicted. A prominent contribution to the latter is the pion-pole term, which
contains the pion transition form factor. The most important intermediate states in the transition
form factor are 7z states. This allows for a decomposition of the transition form factor into the
pion vector form factor and the y(*)ﬁ — s amplitude [117, 118]. Both these objects, in turn, are
related to 7t — 777, as we will see explicitly for y*)7r — 77rin Part I Accordingly, both pion-pion
and photon-pion scattering are building blocks for a data-driven determination of the anomalous
magnetic moment of the muon [119].

in this direction. By now, first lattice analyses of 77zt 7" — 772t z" [35, 37, 115] and the formal-
ism for decays like y* — zz are available [116]. In the future these developments will open up
new perspectives for dispersive frameworks like the one discussed in this thesis in the analysis of
lattice data.

There is another interesting aspect of both 7z — 7 and y(*)ﬁ — 7 that deserves attention.
Both processes contribute to the anomalous magnetic moment of the muon [119], as illustrated in
Fig. 1.1. This quantity shows a long-standing discrepancy between the SM prediction and the ex-
perimentally observed value, see Refs. [120, 121] for a historical perspective as well as an overview,
Ref. [53] for the current theoretical prediction, and Ref. [122] for a recent experimental result. There
is a lattice-QCD computation [123] that yields a theoretical prediction in agreement with the ex-
perimentally observed value and in contradiction to the prediction made in Ref. [53], but such a
shift in the prediction would have consequences for other observables, thereby shifting the tension
from one place to another [124]. The anomalous magnetic moment of the muon thus remains an
interesting place of potential failure of the SM. If such a failure was manifested, this would point
clearly to physics beyond the SM, that is, extensions of the SM [125]. These are a topic of hot
debate, for the SM on its own fails to describe neutrino oscillations and dark matter.

12
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Both the IAM used in the analysis of 7r — 7w and the KT equations used to analyze y(*)ﬂ - T
describe similar physics, namely the rescattering of pions, in other words, the repeated interaction
of pions with themselves. Just like other physical systems, e.g., mechanical oscillations [126, Ch. 5]
and electrical circuits [127, Vol. 2, Ch. 6], the rescattering can show resonant behavior. This mani-
fests itself in the appearance of the aforementioned resonances, e.g., the p resonance in rescattering
of two pions at an energy of roughly 760 MeV or the w resonance in the rescattering of three pions
at roughly 780 MeV.

In decays of a particle into three pions, there are different kinds of rescattering. First, there is
rwrrescattering of a fixed pair of pions, with the other pion acting as a spectator. If the pions are in a
Pwave, this is completely dominated by the p resonance below 1 GeV. Second, there is rescattering
where all pions participate but interact only pairwise, e.g., the first pion might rescatter with the
second, and subsequently the second with the third. In the following, we refer to this as mixed
rescattering. Third, there is genuine three pion rescattering, i.e., all pions interact with each other at
one point in the FOURIER-transformed spacetime. KT equations might be considered as a black box
that takes as input information on 77 scattering (including the resonances) and generates as output
a decay or scattering amplitude that contains both the first and the second kind of rescattering.
The third one needs to be built in manually. Usually, the first kind of rescattering dominates the
second one. Hence, the question arises, if mixed rescattering can be observed experimentally. In
Ref. [51] it was shown that the ¢ — mzr data of Ref. [128] indeed point towards the existence
of this kind of rescattering. Contrarily, in Ref. [129] the authors argued that no such effects are
visible in their v — z7r data, which motivated a re-analysis of the same data in Ref. [130], this
time taking into account information on w — 7°*, too. While the analysis confirmed the absence
of statistically significant mixed rescattering in the decay into three pions, the authors claimed
that mixed rescattering was necessary to simultaneously describe @ — 7°y*. In the light of these
developments we introduce in Part IV a method to estimate the quality of experimental data that
is necessary to probe mixed rescattering in decays into three pions, focusing on a simple system.

Having established the motivation of our research, we give a brief overview of this thesis. In
Part I we introduce the core concepts of two-to-two particle scattering in the continuum and on
the lattice that are of key relevance for the subsequent discussions. Equipped with this knowledge,
we are ready to introduce the IAM and present our analysis of 7z — 7 lattice data in Part II.
Subsequently, in Part IIl we confront y*);r — rrlattice data with KT equations, building up on the
foregoing analysis of 7 data. Then, in Part IV we discuss pion-rescattering effects in KT equations.
Lastly, we sum up or results and draw conclusions in Part V.

13
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Chapter 2

Scattering of two particles in the
continuum

Throughout this thesis, we will be confronted with scattering of two particles both in the ini-
tial and final state, i.e., processes of the form P (p;) + AB(py) — A(p3) + P(py), with p; the
four-momentum of particle %, i = 1,...,4. Kinematically, such scattering is described by the four
four-momenta, hence 16 real numbers. Since all frameworks that we are going to employ are in
accordance with the laws of special relativity, we can make use of POINCARE invariance. This
allows us to reduce the number of kinematical parameters to six, for the POINCARE group is ten-
dimensional. In addition, if all particles are on-shell, i.e., p? is fixed for alli = 1, ..., 4, there are only
two remaining free parameters.

Denoting the free-particle state associated with a particle Zof momentum p as |2, p) (omitting
further quantum numbers for the sake of notational simplicity), the scattering amplitude .# of
interest can be inferred from the S matrix S = 1 + iT via the T matrix T according to

(AP, p3, Ps|S| PP, p1, P2)
= (BR, p3, ol AD, p1, p2) + iAABR, p3, pa [Tl AP, p1. P2) (2.1)
= (PP, p3. pa| AP, p1. p2) +1(2m)" 8B (P — P) Ml (B () Po(p3) > P5(p3)Fa(py))-
Here P := py + py, P’ = p3 + py, and [AP, p;, pj) = | R, p)) ® |F, p)).
It is convenient to introduce LORENTZ invariant MANDELSTAM variables as

si=(pr+p2)° = (ps + pa)’
ti=(p— ps)* = (P — po)°, (2.2)
u:=(p — P4)2 =(py - P3)2,

where we made use of four-momentum conservation: p;+p, = ps+p4. They obey the constraint s+

t+u = Z?Zl p?. Thus, if the particles are on-shell, only two MANDELSTAM variables are independent,
in agreement with the parameter counting. In the center-of-mass (CM) frame, s = (E*)? holds, with
E”* the total energy. Throughout this thesis, all quantities in the CM frame are denoted by a star as
a superscript, if they are not LORENTZ invariants.!

Instead of using two MANDELSTAM variables, e.g., s and ¢, to parametrize on-shell scattering, it
is sometimes useful to use one MANDELSTAM variable, e.g., s, and one scattering angle, e.g., 6* :=

IThis is to be distinguished from complex conjugation: a* denotes a quantity in the CM frame, while a* denotes
complex conjugation.
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CHAPTER 2. SCATTERING OF TWO PARTICLES IN THE CONTINUUM

2(py1, p3), especially when discussing some consequences of rotational invariance. This invariance
allows to expand a scattering amplitude into partial waves, that is, contributions to the scattering
of fixed total angular momentum, as discussed pedagogically, e.g., in Ref. [131]. If the involved
particles carry spin, the partial-wave expansion can become a delicate affair. One way to tackle the
issues associated with spin is described in Ref. [132]. However, if the particles %, i = 1,...,4, are
scalars, the partial-wave expansion of the associated scattering amplitude .# simply reads

M (s,2%) =327 Y (2 + 1)1 (s) P (2Y). (2.3)
=0

Here z* := cos(0”) takes into account the dependence on the scattering angle, P; denotes the I-th
LEGENDRE polynomial, and ¢ is the partial wave of angular momentum L Both the factors 32z as
well as 2/ + 1 are purely conventional, the former is the canonical choice for identical particles, the
latter is introduced to make the use of the orthogonality relation of the LEGENDRE polynomials,

1

| PPy ax -

-1

Oub,s 2.4
2a+lab (24)

more convenient. Via this orthogonality relation, from Eq. (2.3)

1

0 (s) = é{ J P (2*) M (5, 2*) dz* (2.5)
1

follows.

Up to now, both ./ and t; are C-valued functions. In reality, for fixed particle species in the
initial state, often there are several different two-particle combinations in the final state, which
each might be produced with a certain probability. In general, the higher the energies, the more
states are accessible. To describe multiple channels conveniently, .# is rendered into a matrix-
valued function. Each of its components is associated with a different combination of initial- and
final-state particles. Accordingly, the partial waves t; become matrix-valued functions, too. Since
the subsequent discussion applies to arbitrary angular momenta, we drop the subscript and write
T instead of t;. Explicitly, we then have

T : C —» matg(n,n),

s> T(s). 2.6)

Here n € N is the number of different channels under consideration, each entry Tf;(s) corresponds
to a specific particle content in the initial state i and final state f, and s denotes the usual MANDEL-
STAM variable.

Such an amplitude Thas several interesting properties. First, it can be analytically continued to
general complex values of s, in fact, it is holomorphic in s except for branch points, all of which are
associated with thresholds of multi-particle intermediate states, and poles, associated with bound
states. Such thresholds in the s channel lead to branch points on the positive real axis in the s plane,
to which we attach branch cuts extending along this axis towards infinity, so called right-hand cuts.
The impact of thresholds in the t and u channel on the analytic structure is convoluted due to the
partial-wave projection. Often, the associated branch points are located at real values below the

16



CHAPTER 2. SCATTERING OF TWO PARTICLES IN THE CONTINUUM

lowest s-channel threshold, the associated cuts are located in the left half of the complex s plane,
and thus they are known as left-hand cuts. The poles—if there are any—lie on the positive real axis
below the lowest s-channel threshold. The function can be continued onto other RIEMANN sheets,
as explicitly shown in Sec. 2.2. On these sheets there might be poles, which correspond to reso-
nances. It should be stressed that these poles are the sole universal approach to extract resonance
properties. Other methods, e.g., reading off properties from the cross section via a BREIT-WIGNER
parametrization, yield results that often depend on the process in which the resonance appears,
moreover, as soon as two or more resonances are nearby, or if there is a threshold in the neighbor-
hood of the resonance, or the resonance pole is deep in the complex plane, such approaches fail
completely [9].
Furthermore, T fulfills the ScHwARz reflection principle,

T(s*) =T(s)" (2.7)

for all values of s except those lying on branch cuts, in addition, it obeys a unitarity relation of the
form
Im(T) = ToT* (2.8)

for values of s along the right-hand cut(s). Here the phase space ¢ is a function C — matg¢(n,n),
too. Equation (2.8) is a direct consequence of the unitarity of the S matrix.

In Sec. 2.1 the constraints put on the scattering amplitude by unitarity are made explicit via the
K matrix. Subsequently, in Sec. 2.2 the analytic continuation to other RIEMANN sheets is discussed.
Later, building on top of the K matrix, in Sec. 4.2 we introduce the IAM.

2.1 Kmatrix
Multiplying Eq. (2.8) from the left by T~! and from the right by (T*)~! yields
o =T m(T) (T
= T—% [T —T*] (")

D B e R |
= [ -17] (2.9)
_ 1oy 1
= [(r71)" -17]
=-Im(T71).
Hence,
T7!'=Re(T7!)+ilm(T™")
=Re(T!) —io. (210)
That is,
T=[K-io]', K=Re(T}). (2.11)

This is the general K-matrix? representation of T[133]. Along the right-hand cut(s), where Eq. (2.8)
is valid, Eq. (2.11) holds. That is, all parametrizations for T that fulfill unitarity need to be of the
form (2.11) (along the right-hand cut(s)).

2Often, in the literature, what we denote as K is called K™%, see, for example, Eq. (5) in Ref. [39] (Eq. (6) in the
arXiv version).
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On the other hand, given a specific K-matrix parametrization along the right-hand cut(s), if
the given parametrization of K is in fact holomorphic in some domain, it is possible to analytically
continue this parametrization to the complex plane simply by promoting s to a complex instead of
areal variable. In this case, the ScCHWARZ reflection principle constrains K and . Namely, equating

T(s)" = [K(s)* + ia(s)*]_1 (2.12)
with
T(s*) = [K(s*) —io(s*)] " (2.13)
yields
K@) +io(s)" = K(s*) —io(s*), (2.14)
which is fulfilled if
K(G*) =K(s)", o(s*) = —o(s)". (2.15)

In the derivation of Eq. (2.27) it is shown that this constraint on o is also required such that the
analytic continuation of T to other RIEMANN sheets fulfills the ScHWAR?Z reflection principle.

As a special case, restrict the kinematics, such that only one channel is accessible. In this
scenario, the unitarity relation (2.8) reads

Im (7T) = &[T (2.16)

and the K-matrix representation (2.11) boils down to

1

T = . 2.17
K —-io ( )
In this case, the K matrix can be expressed via the argument (i.e., the phase) of T, using:
cot[arg (T)] = cot [— arg (%)]
1
= —cot Z
cot arg (3)
Re (T—l) (218)
T Im(TY)
_K
—
That is, K = ocot(d) with § := arg(T), and therefore
11 1. 5
e ) €. 2.19
ocot(d) —i Gsm( )e (2.19)

If a given expression for cot(d) allows for a continuation into the complex plane simply by making
s complex, according to Eq. (2.15) it needs to fulfill cot[(s™)] = — cot[5(s)]".

Often, the CHEW-MANDELSTAM phase space [134] I(s) with Im(I) = —o along the right-hand
cut is used in connection with the K-matrix representation. That is,

T=——= —, K=K-Re(). (2.20)
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2.2 RIEMANN sheets and resonance poles

To continue the matrix-valued amplitude Tto other RIEMANN sheets (to search for resonance poles),
the ScHwARz reflection principle (2.7) comes in handy. Consider two RIEMANN sheets A and B that
are connected along a cut along (a subset of) the positive real axis. To be precise, the amplitude
T4 on sheet A and the amplitude T? on sheet B are related via T4(s;) = TB(s_). Here s, := s + i€
with s a real number along the cut, € > 0, and a limit € N\, 0 is implicit. Choose now A =1, i.e,,
A is the physical sheet. Here unitarity in the form of Eq. (2.8) holds along the positive real axis if
approached from above, i.e.,

T 500G [T ()] =m [T 6] = 1 [T 60 - T (5)]. (221)

That is,
TB(s_) =Tl (s.) = 2iTB (s_) o (s;) T (s), (2.22)

yielding
TB(s_) = TH(s_) [1 - 2i0(s,) T ()] (2.23)

It is crucial to note that in the derivation of Eq. (2.23) TI(s,) = TB(s_) was used, for the naive
opposite relation TI(s_) = T5(s,) holds for arbitrary B only if there is only one branch point, i.e.,
in the single-channel case. To make full use of Eq. (2.23), it needs to be analytically continued into
the complex plane, where resonance poles are located. To that end it is first necessary to continue
o(s;) above the cut to obtain its value at s_. This continuation depends on the nearest branch point
under consideration. For example, if ¢ is given along the postive real axis on the physical sheet as

2 4m?
9(3—4m) 1_T

0
o(s) = (2.24)
0 0(s — 4M?) 1 - 2L

with M > m > 0, there are four sheets. For instance, the one connected to the physical sheet along
the real axis between 4m? and 4M? is reached by considering only

GH(s):( 1- 5 0). (2.25)
0 0

In either case, the continuation is performed such that o(s*) = —a(s)*, for in this way the SCHWARzZ
reflection principle holds also on the other sheets. Thus,

TB(s.) = T (s_) [1+ 2i0B (s) TN (s)] . (2.26)
Since the right hand side of Eq. (2.26) is holomorphic in s, via uniqueness of analytic continuation
TB(s) = TL(s) [1 + 2i0B () T (5)] . (2.27)

is obtained.
If instead the amplitude on the first sheet is reconstructed from the one on sheet B, Eq. (2.27)
can be rearranged into

TL(s) = [1- 2TB () 0B (s)] " TB(s). (2.28)
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CHAPTER 2. SCATTERING OF TWO PARTICLES IN THE CONTINUUM

To make the impact of the constraint o(s*) = —o(s)* more explicit, consider the simple case of
single-channel 77 scattering with phase space

o(s) = ’1 - %, (2.29)

M,; being the pion mass. For this to fulfill the aforementioned constraint, the branch cut of the
square root needs to be aligned with the positive real axis. This can be achieved by replacing /-
by sign(Im(-)),/-, with /- having the cut along the negative real axis, as in many programming
languages.’

A resonance is a pole on an unphysical RIEMANN sheet B off the real axis, that is, it corresponds
to a value spole such that ITB| approaches infinity at Spole- The real and imaginary part of s,
determine the mass M and width I" of the resonance via

. \2
Spole = (M + ér) . (2.30)

Note that due to the ScuwaRz reflection principle such poles appear as complex-conjugated pairs,
as indicated by the two signs in front of the width. Furthermore, the couplings are defined via the
residue at the pole according to

2] +1
(20 (spote))”

Here Jis the angular momentum quantum number of the partial wave Tunder consideration (which
in turn defines the angular momentum of the resonance), p is the momentum in the CM system,
and a (b) labels the row (column) of T, which correspond to multi-particle channels. Hence, g, is
the coupling of the resonance to channel a, while gj, is the one to channel b.

In general, according to Eq. (2.27) the poles of T? are given as solutions of

a8 = —16m res (T4, Spole) - (2.31)

0 = det[1+ 2icB () T1 (5)] . (2.32)

This condition implies that the inverse in Eq. (2.27) does not exist at the poles, in addition, it implies
0 # T(s), in this way assuring that there is no cancellation due to a simultaneous zero in the
numerator of T5.

If there is only one channel of interest (i.e., one combination of in- and out-states), Eq. (2.31)
collapses to

g% = Cqer— L e (T, $pote ) (2.33)
(21’ (spole))zj
and Eq. (2.32) simplifies to
0=1+2ic(s) T (s). (2.34)

Using this, an easy way to calculate the residue and the coupling g can be derived: abbreviating
the denominator of T! as
d(s) =1+ 2ic(s) T (s) (2.35)

5Note that due to the presence of the cut o(s*) = —o(s)* does not imply Re[o(s)] = 0 if s € [4MZ, o).

20



CHAPTER 2. SCATTERING OF TWO PARTICLES IN THE CONTINUUM

and expanding it around spole yields*

res (TH, Spole) = lim (s — Spole) T (5)

N\

pole
= Sl)ignl (s — Spole) T >
(spote) + 4" (so1e) (5 = pote) +O((s = sp0e) ) 236)
= lim ()
$7Spole d’ (spole) + O(s - spole)
_ T (spote)
% (spole),

where d’(s) = dd(s)/ds.

“Here we assume that the pole is of single order. While this assumption holds true for all scenarios of relevance
to this work, there exists the possibility of higher-order resonance poles. The possibility of such poles is discussed in
some detail in Ref. [135].
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Chapter 3

Scattering of two particles on the lattice

The computation of scattering via lattice QCD is a challenging problem. From a conceptual point
of view, the challenge lies in the fact that there is no direct way to simulate a scattering process
on the lattice, because the EucLiDean spacetime and finite volume do not match the scenario of
continuum scattering theory, namely a MINKOWSKI spacetime of infinite extent. Instead, one has to
resort to indirect methods, which turn a supposed weakness of the lattice—the finite volume—into
a tool, by carefully investigating the impact of the finite volume on observables. In Sec. 3.1 we give
a very superfical reminder of the basic aspects of lattice QCD that are relevant to understand the
subsequent discussion of the indirect approach towards scattering, whose derivation is presented in
detail in Sec. 3.2. This discussion allows us to understand why the computations are often carried
out at unphysically high quark masses, see Sec. 3.3. There we also clarify the relation between
the pion mass and quark masses and explain, why we often use the terms pion-mass dependence
and quark-mass dependence interchangeably. We conclude with a brief discussion of rotational
symmetry on the lattice in Sec. 3.4.

3.1 Correlation functions in lattice QCD

In QCD—as in any QFT—the relevant information is contained in correlation functions, which are
of the form

(017101 (A 1.1) Oz (A, ) - On (A Y ¥)} [0)
_ | DADYDYO; (A, 4,1) Oy (A, %, 9) - On (A ¥, ) exp [iS[A, ¢, ¥] | (3.1)
| DADYDyexp [iS[A ¢, ]] |

Here T denotes the time-ordered product, |0) the vacuum, A the gluon fields, ¢ and  the quark
fields, and S the action. In addition, Oy, ..., Oy are operators depending on the fundamental fields.
In lattice QCD, Eq. (3.1) is analytically continued into EucLiDean spacetime, as a result exp(iS) is
replaced by exp(—SEUCUP), with SEUCUP the EucLipean action. Subsequently, the theory is put into
a finite volume and discretized [17, 18].

To be precise, we introduce the lattice with volume T x 13. Here T = aT' is the temporal
extent of the lattice, with T2 € N the number of sites along the temporal direction and a the
lattice spacing, i.e., the temporal distance between two adjacent lattice sites. The spatial extent L
is defined analogously, that is, L = asLlat with 12t € N and as the distance in one spatial direction
between two adjacent sites. The latter is related to the lattice spacing via the anisotropy ¢ := ag/a,
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ie., a, = £a. Accordingly, the lattice contains Tt x (L121)3 sites. It is this lattice that replaces the
infinite volume EucLiDean spacetime.

Since SEUCMP g real, exp(—S'2") can be interpreted as a (non-normalized) probability density.
Accordingly, the path integral can be computed by Monte-Carlo techniques. To that end, samples
corresponding to different values of the gluonic fields are drawn from a probability distribution that
is derived from exp(—S""), these samples are called gauge configurations. Correlation functions of
a given set of operators can subsequently be computed by evaluating the operators on all different
gauge configurations and averaging the result.

The computation of a correlation function in this way is in general costly from a numerical
perspective. Hence, to assess the statistical error associated with the finiteness of the number of
gauge configurations, it is not feasible to perform the computation again and again. Instead, the
gauge configurations are computed once only, subsequently, bootstrap (or jackknife) samples are
generated from the configurations. The operators under consideration can then be re-evaluated on
each bootstrap sample, yielding multiple different values of the correlation function at hand. Using
the resulting set of values, statistical quantities, e.g., variances, can be estimate in the standard
way [136].

On the lattice all quantities are expressed in terms of lattice units. To that end, each quantity is
multiplied with the appropriate power of the lattice spacing to render it dimensionless, e.g., M,ITat =
aM,;.. The exception is the spatial lattice length L2t that is given in terms of ag, as described above.
Throughout this thesis, all powers of a and a4 are displayed explicitly and quantities determined
on the lattice are often indicated via a superscript lat.

3.2 LuUscHER formalism and extensions

The indirect approach to scattering is based on the following observation: what one can compute
on the lattice in an at least conceptually straightforward manner are energy levels corresponding
to single- and multi-particle states. These energy levels are shifted with respect to their contin-
uum counterparts due to the finite spatial extent of the lattice. There are two different kinds of
shifts. First, those that scale like exp(—M,L), which are undesirable but fortunately exponentially
suppressed. Hence, via working with lattices that yield large values of M L, these shifts can be ren-
dered small. Second, those that scale like polynomials of 1/L. As shown explicitly first by LoSCHER
in Refs. [137, 138] in a field theoretic context, these polynomial shifts of two-particle energy levels
are related to scattering length and phases via certain quantization conditions. A few years later he
extended the quantization conditions in Ref. [139]. While the core part of his derivation presented
ibidem—albeit being technically challenging—rests solely on non-relativistic quantum mechanics,
nowadays it is more custom to derive the quantization conditions via the methods of EFT [140], a
derivation that is in its gist similar to the original one in Ref. [138]. This is because the field theo-
retic approach allows for an extension of the quantization conditions in different contexts: different
kinematic settings [140], coupled channels [141], external currents [40], and more particles [142].
For a review of this formalism in the context of two-particle scattering, see Ref. [39].

Here, we pedagogically discuss the detailed field-theoretic derivation of the quantization condi-
tions for both 7t — wrand y(*)n — 7. To that end, we work in continuous (i.e., non-discretized)
MINKOWSKI space with a finite spatial, but infinite temporal extent. This differs considerably from
the scenario encountered in lattice-QCD computations as discussed in Sec. 3.1. Nevertheless, the
results obtained in the finite-volume MINKOWSKI space can be carried over to the lattice, for it is
precisely the effect of the finite volume that is at the heart of LscHER’s method. The discretiza-
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tion yields artifacts that need to be treated separately, while the finite temporal extent amounts to a
finite temperature, again a different effect than the one we are interested in. Moreover, the final re-
sults, Eq. (3.73) and Eq. (3.112), require as input only quantities that can be computed in EucLipean
spacetime, namely energy levels and the matrix element on the left-hand side of Eq. (3.112). Al-
ternatively, in the following we could replace the correlation functions in MINKOWSKI spacetime
by the appropriate analytically continued EucrLipean correlation functions, which would however
render the notation less convenient.

3.2.1 Kinematics

In the following, we consider the scattering process 7z — 7z First, consider an arbitrary frame
(called the lab frame), in which the total momentum of the two pions is P, which is also called

the boost momentum. That is, one pion has four-momentum k = (wy, k), with w = K + M2 its

energy, while the other has four-momentum k” = (wp_g, P—k), with energy wp_x = +/|P — K + M2,
Hence, the total energy is E = wi + wp_j and the total four-momentum reads P = (E, P). We might
pick a cartesian coordinate system of R® such that the first basis vector points into the direction of
P ie,itis givenas P/ |P| =: ep. In this basis, an arbitrary vector vlooks like v = (v, ¥, ) with vy € R
the component in the direction of P and v, the remaining components. More precisely, these are

defined via
0
vy =v-ep v, = (‘1) =v—=vep. (3.2)

Accordingly, in this basis the total momentum P reads P = (|P{,0). Hence, k, + k| = 0 and
kH + k”' =|P|.

Now consider the CM frame. As before, all quantities in this frame are denoted by a star as a
superscript. By definition, P* = 0. We want to find a LORENTZ transformation A that connects the
two frames, i.e., P* = AP or, more verbose,

E
E*
(O):A |g| . (3.3)

Clearly, it is sufficient to focus on the subspace corresponding to the first two components, that is,
A = Ay @ 1,. Inserting the general form of a LORENTZ boost with rapidity { for A, results in

E*\ [cosh{ —sinh{\(E\ (1 —p\(E
( 0 ) - (— sinh{ cosh( <|P|) B y(—ﬁ 1 ) (\P]) (34)
with the LORENTZ factor y = cosh {'as well as = tanh { Multiplying this out yields
|P| E *32 2 2
= — = — E = F¢ — . 3.5
p=  v=gm () P (35)

More generally, applying A to an arbitrary four-vector v = (vo,w,h) we obtain v* = Av with
components

v = y(vo - ﬁ‘ﬂl)’ V”* = y(w - ﬁvo) , V=7, (3.6)
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Using Eq. (3.6) k* + k’* = 0 follows, as expected. This implies o} = w}_, since k* = (k')* = M2
and A is an isometry of the MinkowskI product. From Eq. (3.4) it follows that the inverse of A,
can be obtained by replacing f by —f, and thus the inverse of Eq. (3.6) reads

Ry MU R S S 6

as can be easily verified explicitly by using y™2 = 1 — 2. It is customary to use the LORENTZ
invariant MANDELSTAM variable s = (k + k”)? = (k* + k’*)? = (E*)?, see Ch. 2, as well as ¢* = |k*|

such that E* = 2/ M2 + ¢**.

3.2.2 Angular-momentum basis

Consider a function f : R} > C. In spherical polar coordinates, ie., r = (|r{,0,¢), f can be

decomposed using the spherical harmonics Y}, according to

o ]
f@ =22 fim(DVarY,, 6.4). (3.8)

=0 m=—I

Since the spherical harmonics are orthogonal, that is,

j dQY? 0.) Yo (0.6) = S-S (3.9)

the coefficients fj,, are given as

RET
fin () = = j QY 6.9) f0). (3.10)

This decomposition is possible because the spherical harmonics constitute a basis for all smooth,
C-valued functions defined on of a two-dimensional sphere. So do their complex conjugates, so
that an alternative decomposition reads

00 I
fO =Y fm(DVary;, 6.9,
=0 m=—I] (3-11)

Fon () = ﬁJ 4QY;,, (60.9) ).

We stress that the factor v4r in Eq. (3.8) is purely conventional (in fact, it can be replaced by
an arbitrary function of ||, resulting merely in a re-definition of fj,). It is chosen such that
VarnYy (0,¢) = 1.

These statements can be generalized to functions of several variables. Let & : R® x R®> — C be
a smooth function. Applying Eq. (3.8) to the first argument and Eq. (3.11) to the second yields

h(r,r") = 47Y} 0, 9) B (I 111) Y7, (67,907)

, 1 . , L, , (3.12)
bt (7)== [ 49 [ 4075, 0.9) i @', 69 r"),

with a summation about repeated indices implicit.
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It is instructive to apply this decomposition to the 77 — 77 scattering amplitude . for fixed
total isospin. In the CM frame, according to Eq. (2.3) its decomposition into partial waves ¢ reads

M (s, cos0*) =327 Z t1(s) (2l + 1) P;(cos 6™). (3.13)
=0
Here P, denotes the I-th LEGENDRE polynomial and 6 the scattering angle, i.e., |k*| |k’"*| cos 6* =
k* - k" with k* the momentum of an ingoing pion and k’’* the momentum of an outgoing pion.
Using

k* K 4 m=1 - .
P (ﬁ ) |k//*|> = 2l + 1 m;lylm (Qk) Ylm (Qk”) ’ (3‘14)
with Q, = (6, ¢,) the angular components of the vector r, we obtain
o m=l
M (s,cos0%) = 4 Z Z 327t (8) Vi () Yy, (9)
=0 m="1 (3.15)

= 477.'Ylm (Q]:) ﬂlml//m” (s) Ylf’m” (Q]:l/) s
M iy () = 3270y Sy 11 (S)

which is the decomposition (3.12) applied in this specific context.
For future use, it is convenient to define homogeneous polynomials %}, via

Yim () 1= I Vi (). (3.16)

3.2.3 Finite-volume MINKOWSKI space

In the following we will work in finite-volume four-dimensional MINKOWSsKI space denoted by IM; .
To be precise, we consider a MINKOWSKI space of infinite time extent, but confined to a spatial box
of volume L3. That is, x' € [0, L] for i = 1,2,3. Hence, M|, can be decomposed into M; = Rx L
with L := [0, L]?. Furthermore, we require periodic boundary conditions, i.e., we identify =1L
with ¥ = 0. Thus L, the spatial part of IM;, is in fact a three-dimensional torus. Given that the
spatial part of the eigenfunctions of the momentum operator reads *?, this enforces p € Zz with
Z; =1{n2xn/L : n € Z}: the components of all momenta are integer multiples of 27 /L. Accordingly,
momentum integrals are replaced by sums,

d3
J LN % > (3.17)

3
(2”) peZ%

The PoissoN summation formula, given in Eq. (3.31) and discussed in detail in Sec. 3.2.4, shows
that the sum on the right-hand side of Eq. (3.17) is indeed equal to the integral on the left-hand side
if the limit L — oo is performed (and the integrand is non-singular).

We denote integer vectors using Fraktur. In this way, we can write each momentum p as

21
p="Tp (3.18)
with p € Z3. This motivates us to introduce
3 1 '
Spq = = [ [ dwy = 5 J Exe* P70, (3.19)
j=1 i
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where the last equality can be proven by directly computing the integral. This definition is naturally

accompanied by
3
83 (x) = 3 =Y = ¥ 50 (x— Ln). (3.20)
PEZ] nez3
Here the last equality arises from the use of the Poisson summation formula, compare Eq. (3.28).

If we restrict our attention to 0 < x* < L i =1,2,3, only the n = 0 term on the right-hand side of

Eq. (3.20) is of relevance, resulting in 5L )(x) = 56G)(x). Consider now a function f:L—>C. We
define its FOURIER transform as

FIA = J dxe P f(x). (3.21)

L

Conversely, let g : Z3 — C be a function defined in momentum space. Its FOURIER transform
reads
el =5 =Y drrg(p). (3.22)
pez]
One may use Eq. (3.19) and Eq. (3.20) to check that Eq. (3.21) and Eq. (3.22) are indeed mutually
inverse.

Lastly, consider the spectrum of the HAMILTON operator in the finite volume. Since momenta
are discretized, the spectrum is discrete, too. We denote the eigenstates of the HamirToNian by
|E,, p; L) with E, the corresponding energy (that might depend on both L and p). Those states are
normalized according to

<En! P’ L | Em’ q: L> nm an (323)
with 8,4 given by Eq. (3.19).

3.2.4 Loops in finite volume

In the following!, we relate a loop integral in infinite volume to the one in finite volume. This re-
lation is of great importance in the subsequent derivation of the quantization conditions. Consider
a one-loop integral in infinite-volume MINKOWSKI space, namely

d*k (0
Iy (P) == ,
v (P) J (2n)* [k? — M2 + ie] [(P —R - M2+ ie]

(3.24)

with fa non-singular, but otherwise almost arbitrary complex-valued function, except for the re-
quirement that its asymptotic behaviour is such that the integral converges. Now consider the
same theory, but with the ordinary MiNkOwsKI space replaced by IM;. Accordingly, Eq. (3.24) is
replaced by

dko f(k)
o _ 3.25
rv (P, L) 3 kzZ:L J — M2 + e [(P —k)? - M2+ ie] (3.25)

It is important to realize that the sum runs over momenta in the lab frame, i.e., the frame that
does not move with respect to the spatial cube, for only in this frame the components of the three-
momenta are constrained in such an simple way. The goal of this section is to derive an expression
for D := IFV - IIV'

'The discussion in this section closely follows Ref. [140].
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Since fis non-singular, the only poles in the integrand of Iy arise from its denominator. To
render those poles more explicit, we decompose the denominator to obtain

kv (P, L)
1 dk? fk) 3.26
| 0

E(ko—wk+ie) (K0 + wp —i€) (K — E — wp_g + i€) (k* — E + wp_g — i€)

kez3

That is, there are four singularities in k°, located at +wy F ie and E + wp_j F ie. We close the k°
contour of integration in the lower half plane and use the residue theorem to obtain

IFV(P,L):—L%Z(Z | Hew k) y— JETorl) ) (3.27)
Wk

2 . 2
kez} (E—awp)” — col%_k + 16] 20wp_j [(E + wp_)” — a),f]

Here we kept the ie in the only place were it is going to be of relevance in the following.
To make further progress, we need another tool, namely the PoissoN summation formula,
which states that [143]

> h(m)= Y Z[hl ), (3.28)
nez3 leZ3

with & : R?> — C a function and % [h] its FOURIER transform, defined as

Fh] (%) = J yexp [-27ix -yl h (). (3.29)

Also, we made use of our convention to denote integer vectors using Fraktur. Applying the Poisson
summation formula to h(x) = g(27x/L), renaming | — —I in the sum on the right-hand side of
Eq. (3.28), and performing the change of variables k = 27y /L in the integral on the right hand side
of Eq. (3.29) results in

% INIGEDY

J &I’k .
( )3 exp [iLl - k] g (k), (3.30)
kez} lez?3

2

which holds true for arbitrary functions g. It is instructive to separate the [ = 0 term from the sum,

obtaining
3

1 [ &k &’k
=OWICH| SHORD) |

3 3
kez? (27 tezingoy” (2m)

exp [iLl - k] g (k). (3.31)

If the function g is non-singular and falls of quickly for large arguments, the terms with [ # 0 are
exponentially suppressed for large L (in accordance with the RIEMANN-LEBESGUE lemma), i.e.,

3
D IRICES PLCHE (3:32)

3
kez3 (2m)

ignoring exponentially suppressed corrections. That is, for non-singular functions there is effec-
tively no difference between the finite volume and the infinite volume. All important differences
between finite and infinite volume arise from singularities.

Equipped with this knowledge, the canonical next step is to investigate the singularities of
Eq. (3.27). From here on, we restrict the analysis to energies between the two-pion threshold and
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the four-pion one, i.e., 4M,2, < E** < 16M,§. Inside this kinematical range, the second term on
the right-hand side of Eq. (3.27) has no singularities, and thus according to Eq. (3.32) the sum over
it can be replaced by an integral. Moreover, Ijy can also be brought into the form of Eq. (3.27),
with the only difference that the sum in Eq. (3.27) is to be replaced by an integral (since to arive
at Eq. (3.27) only the k° integral has been performed, which is the same in both the finite-volume
expression (3.25) and the infinite-volume one (3.24)). Putting all this together, we obtain

D(P,L) = Ipy (P,L) — v (P)
- _ii f(p. k) (3.33)

4 20y [(E — a)k)2 - “’%—k + ie] ’

f-lpz 1]

k kEZ%

with

In principle, we could now use Eq. (3.31) to rewrite this expression as a sum over Z>\ {0}, however,
it is beneficial to spend some effort to further manipulate it.
To do so, we rewrite it in terms of CM-frame variables. Using Egs. (3.5) and (3.6) we obtain

(E - wp)’ — wb_ = E* (E* —20}). (3.35)

Furthermore, we have
1 E* + 2&)]: (3.36)
= .36
2
E*—Za),: 4(q*2—|k*| )

and introduce a function f* defined via

f (&) = floy. k) (3.37)

(we suppress the argument wg, for it is fixed via k*) resulting in?

D(P,L) = —i f )Z(E +20;) (3.38)
A 8a)kE*( * |k*| +ze)

To simplify this even further, we make use of Eq. (3.8) to decompose f*:

k* JEY Q) (E* + 20
2E 4a)k |k*| + ZE)
With the abbreviation (D
. fl* k™) E* + 2@,:
8im (E*, [K*]) == == : (3.40)

| k*|l s

’It is crucial to note that g* = \JE*?/4 — M2 is here an external parameter that can be varied freely, while k* is the
loop momentum. In particular, g* is not fixed to equal |k*|.
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we arrive at

D(P,L)

Ok gt kPt e

Z I Oy Gim (E*, |k* ) V47 Yy, (™)
Lm g

* * |L* * _x *Z—k*|2)
0f  gm (E*, k) = g (E*, ) €0 .
I i 8in® VY (k)
q - |k*" +ie

Wi

k
alg"~Ik"T)
Ziwkglmw Y (k).
Im

ZE* — k** +ie

(3.41)

Here @ > 0 is an arbitrary positive real number and %}, is defined in Eq. (3.16). The term inside the
curly brackets has no singularity, and therefore according to Eq. (3.32) its contribution vanishes.

Using
e e I @)
8im (E »q ) = mT
q
we are left with
—|k*| )
of fro (@) e D) .
D(P,1) = - *ZI m LY ().
2E * |k*| +ie g*
Again employing Eq. (3.6),
8k|| Wk
follows, resulting in
3 2 2 3% Wk
WOr

Thus,

fin (gl T)

*
Wy

' 1 >k 1
pp)=-—>=Y|= Y =X —J — 4, (k).
2F Lzm L3 kéz Wk (27[)3 q*z _ |k*|2 +ie q*l m

Focus on the integral first. As a special case of Eq. (3.9) we deduce

I dQ[ Y (QF) = mj dOQEYg) (Q5) Vi (Q5) = V4r8100m0 = V4130,

30

(3.42)

(3.43)

(3.44)

(3.45)

(3.46)

(3.47)



CHAPTER 3. SCATTERING OF TWO PARTICLES ON THE LATTICE

where we used that [ = 0 requires m = 0 automatically. Therefore,

a(q** k) .
: LY (k)
(2m) q |k*| + ie q

i J &Ek* fim (q*)e
2E* 4
,m

) [l i g e ) o
=L ijoj Jin

@er’ ¢t -k +ie g

P el )

J AR Y (%)
o (3.48)
:ifo*o (q")

d|k*
s | G T e e
*2_1.%|2
:fO*O (q*)q* + lfOO (q )J’ | | |k*|2 ea(q |k™| )
8mE* AF* 11 2 w2 ‘k*|2

where in the last line the CaucHy principal value is applied. Inserting this back into Eq. (3.46)
finally yields [140]

foo@)q” i Jm @) P [ %2
D(P,L) = — ,L), 3.49
(P.L) 8mE* 2E* gn: q*l “Im (q ) (3.49)

with W)
N dSk* (¢4 q* —‘k*|
A Y (k) — 8 J S (350)
(2n)” q** = [k~|

’ 2 C()k e *2 ‘k*|2)
Clm (q :L) = L3 kZ3 a)k q |k*|
cZ

Since the choice of the precise value of @ in the derivation is arbitrary, the coefficients Cll;)n are in fact

independent of a. Often they are replaced by the generalized zeta functions Z;’Bl that are defined as

I *\?
P2 \y_, __ 1 2_7T> P gL
C (q ,L) =: Y < i Zp (1,( 2”> ) (3.51)

There is one striking aspect of Eq. (3.49), namely that all quantities are evaluated at ¢*, which

is determined via
E*2
q = - M2 = |— - M2 (3.52)

In particular, recall that according to Eq. (3. 37) @) = flm(a)q q”), that is, fis evaluated on-shell.

Furthermore, while P is constrained to take on values in Z3, i.e., is discretized, P = E is a priori
arbitrary (except for the constraint 2M,, < E* < 4Mj), and thus ¢* can take on any value out of a
continuous range of real values.

3.2.5 Correlation functions in finite volume

In this section® we want to study correlation functions in MINKOWSKI space of infinite time extent,
again confined to a spatial box of size L*> with periodic boundary conditions. To be precise, the

3The derivation in this section has been presented multiple times in the literature, here we orient ourselves closely
by Refs. [39, 40, 140, 141].
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object of interest is

C(P,L) = J d*xelPx <o |T{@1 (x) 0] (o)}\ 0>, (3.53)
L
with P an arbitrary four-momentum and T the time-ordered product. Here we introduced the
shorthand notation -
Jd4x = J dx® I d’x. (3.54)
L —00 L

In addition, @ZT denotes an operator with the appropriate quantum numbers to create a pair of
pions, and 0; one that annihilates such a pair (these do not need to be Hermitian conjugates of
each other and they do not need to be local). That is, C is the correlation function relevant for
o — s scattering.

We restrict our attention to energies below a cutoff that is high enough such that all physical
phenomena we are interested in occur at energies well below this cutoff. In principle it is possible
to construct an EFT that describes the interactions among pions at energies below this cutoff by
integrating out all higher-energetic degrees of freedom from QCD. Of course in practice this might
not be feasible except for at very low energies, where ChPT is valid, but since we do not need to
use at all any specific characteristics of this EFT (like interaction vertices etc.), all we need to rely
upon is that such an EFT exists. Furthermore, we assume that G parity is a good quantum number,
i.e., that interactions between an odd number of pions are forbidden.

In this EFT the perturbative expansion of C to all orders is depicted in Fig. 3.1. It is given in
terms of the fully dressed one-pion propagator (denoted in the following by A) and the so called
BETHE-SALPETER kernel B. The latter is defined as the sum of all diagrams that are two-particle-
irreducible (2PI) in the s channel. In particular, it contains all ¢ and u channel loops to all orders
as well as all contributions from higher-energetic intermediate states (e.g., four-pion states). Note
that this expansion is—if summed to all orders, which we will do in the following—exact.

From here on, we restrict our attention to CM energies above the two-pion threshold and below
the four-pion one, i.e., 2M,, < E* < 4M,,.. Since we operate in finite volume, all loop integrals are

in fact of the form .
1 dp
5 > J —= (3.55)
P

€73

where p is the loop momentum. They can be decomposed as

PRSI PRIk 059

PEZ3 J

with the shorthand notation defined in Eq. (3.34). According to the discussion in Sec. 3.2.4, the
important differences between finite volume and infinite volume arise from singularities, all other
differences are exponentially suppressed. Intermediate propagators exhibit poles only if the corre-
sponding particle can go on-shell. However, in the kinematic range of interest the multi-particle
contributions in the s channel contained in the BETHE-SALPETER kernel cannot go on-shell. The
same holds true for the t- and u-channel loops, for we consider the region of s-channel scattering.
Hence, there are no relevant singularities in the BETHE-SALPETER kernel, such that the sum in
all internal loops of B can be replaced by integrals, effectively replacing B by its infinite-volume
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P—p P-p P

P—p P—p P-p —p P Py
YN YV
E3 eI ey
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C(P,L)
= 4 @ + @ @ + ..

O, :><+ @ b

Figure 3.1: The perturbative expansion of the correlation function C in a general EFT. Ordinary
internal lines denote LO single-pion propagators, while the fully dressed single-pion propagator A
is denoted by double lines. It is given as a geometric series of one-particle-irreducible (1PI) terms.
p, p’, and p’’ denote loop momenta. An L inside a loop indicates that Eq. (3.55) is used instead of
an ordinary integral [39].

counterpart. Since the finite-volume expression of B is not needed in the following, all subsequent
mentions of B refer to the infinite-volume BETHE-SALPETER kernel.# In addition, the intermediate
states of lowest energy in the 1PI terms in the dressed propagator are two-pion states. Hence, for
intermediate states in the 1PI terms of both dressed propagators in an s-channel loop to go on-shell
simultaneously, the overall energy needs to exceed the four-pion threshold. Thus, the only singu-
larities of interest arise if both pions in an s-channel loop go on-shell, i.e., precisely the singularities
studied in Sec. 3.2.4.

Applying the decomposition (3.56) to all s-channel two-particle loops depicted in the top row
of Fig. 3.1 and rearranging the terms leads to the decomposition

C(P,L) = Coo (P) + Coyt (P, L). (3.57)

Here C,, is the infinite-volume correlation function and the perturbative expansions of C,, and C,
are shown in Fig. 3.2. The cuts indicate that in the corresponding loop

d 0
J ' i‘ (3.58)
27
p
is used instead of an ordinary loop integral. According to the discussion in Sec. 3.2.4, only the
singularities are of relevance; hence, in the cut loops the fully dressed propagators can effectively
be replaced by the ordinary ones. For this to work smoothly, we pick renormalization conditions
such that: )
i
pPoM2 p? — M2+ ie

A(p) (3.59)

“This is why there is no L inside the loop in the last row of Fig. 3.1.
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Therefore, the internal propagators in the first row of Fig. 3.2 are denoted by simple lines instead
of double ones.

At this stage it is useful to decompose all quantities via spherical harmonics, as explained in
Sec. 3.2.2, that is,

M(p*, p*) = 47y, (Qp) Mty (071071, 07107 1) Vi, (25))
Q1 (p*) = V4@ (p*", 1) Yim (2} (3.60)
@y (p*) = V4@ (p*". 19*1) Y5, (25)

with sums over repeated indices implied. Here we are allowing for off-shell momenta (i.e., p*O *

wp) and all functions are defined with respect to CM momenta.

Denote the first diagram in the second row of Fig. 3.2 as Cg‘lg . Expressed as a formula it reads

(3.61)

LO o, [dp° @, (p*) @, (p*)
.= | 3; [

2m F [p? — M2 +ie] [(P - p)* — M2 +ie|

where the factor i? arises from the numerators of the two propagators, 7 = 1/2 if the pions in the
loop are considered to be identical, and = 1 otherwise. This is just a special case of the expression
D studied in Sec. 3.2.4 with (see Eq. (3.37))

(") =G, (p*) @; (p¥). (3.62)

Since all momenta are evaluated on-shell, we can suppress p*o in the following. We use
Eq. (3.10) to obtain (with |g*| = ¢*)

finta = 2= [ 4935, (95) @

(3.63)
= 4rQo,m, (4") Quiym, (47 J dQqY}, (95) Y, (94) Yim, ()

In particular, Eq. (3.9) implies

fO*O (q*) = QZIzmz (q*) @lllml (q*) 5l1125m1m2 = Qom (q*) Qiim (q*) . (3.64)
By virtue of Eq. (3.49),

Ceut (P, L) = ~1@at,m, Ftymyl,m, Ctymy (3.65)

with .

?lzmzl1m1 :8].[7&2115””2'"1

(3.66)

e () | €035, (9, (95) i, (07)-
Here again a sum over [ and m is implicit.

The higher-order terms in the expansion of C; can be manipulated in exactly the same way:.
Before writing down the result, it is convenient to introduce a notation for matrices and vectors
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w)

X M
a4

) 2.3;

Figure 3.2: The correlation function C expressed in terms of the infinite-volume scattering ampli-
tude . [39, 141]. The cuts (i.e., vertical dashed lines) in the first row indicate that Eq. (3.58) is
used to compute the loop integrals. This notation is motivated by the fact that this amounts to
evaluating the intermediate quantities on-shell, see Eq. (3.49).

Ccut (P s L)

in angular-momentum space, namely to denote by M the matrix with components |, 1,m,, by
Q; the column vector with components @yj,,, and by Q, the row vector with components @y,.
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Equation (3.65) now reads C5Q = —5Q,FQ;. Application to all orders results in

Ceut (P, L)
= (=1F) Q1 + Q (=1F)iM(—1F) Q1 + Q3 (=1F) iM (—nF)iM (—1F) Q1 + ...
= Q, (-n) 23 [-igMTFV Q, (3.67)
=9, (_’m][ﬂ +iMF] ™ 9,
=0, [ +iM] 2y
Inserting this into Eq. (3.57) finally yields

C(P,1) = Cu (P - Q[P + 0] Q. (3.68)

To complete our analysis, we consider the FOURIER transform of C with respect to energy, i.e.,

0 .
@(x%,P,L) = J dzie_lePOC(P, L. (3.69)
T
Inserting Eq. (3.53) results in
@(x°,P,L) = J PyeiPx <o |T{@l (x) 0] (0)}‘ 0>. (3.70)
L

In the following, choose x° > 0, such that the time-ordered product can be dropped. Inserting a
complete set of eigenstates of the HAmILTONian yields

&(x".P.L) =}, j &*xe (0101 (9] By, poi L) (En. pui |65 (0)]0)

n’Pn]L
=Y eiEs J Bxe *P=P) (0|0, (0)| E,p, po; L) <E,,, pn;L’@; (o)‘o> (3.71)
N, Pn L

=13 Y e 5 (010, (0)] By, P; L) (Ey, P; L|0] (0)]0),
n

where in the last step Eq. (3.19) is used. A different representation of € can be obtained by inserting
Eq. (3.68) into Eq. (3.69):

0o _
@ (x°,P,L) = G (x°, P) — J iie_,xolu "0, [ +iM] ‘o, (3.72)
JT

Here €., denotes the FOURIER transform of C,, with respect to energy.

As a function of energy, Co(P) is free of singularities in the kinematical region of interest,
2M,; < E* < 4M,,. Contrary to Cs, C(P, L) has poles as a function of energy, since the continuum
of two-pion states is replaced by a discrete spectrum in finite volume, as explained in Sec. 3.2.3.
Hence, according to Eq. (3.57), these poles need to be located in C.;(P,L). Moreover, the pole
positions must depend on L, for the allowed values of momenta depend on L. As Eq. (3.68) shows,
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the only L-dependent term in C.; is J, and thus the poles arise solely due to [(#F)~! +iM]~!. This
expression has poles at energies where the inverse does not exist, that is [39, 140]

0 = det[(nF) ™" +iM]. (3.73)

Here the determinant acts in angular-momentum space. Equation (3.73) is called LUSCHER’s quan-
tization condition.

The factor e * P* in Eq. (3.72) allows for closing the integration contour with a semicircle in
the lower half complex P° plane, for we consider x° > 0. Thus, we can compute the integral
by summing up all residues at the poles. Comparison with Eq. (3.71) reveals that the poles, i.e.,
solutions of Eq. (3.73), are indeed located at E,, furthermore, this comparison yields

ires (Q2 [(173")_1 + iM]_l Ql,En)
=10, (E) lim (P'~E;) [09) " +iM] ™ 01 () (3.74)
= 13(0|6, (0)| E,, P; L) <En,P;L ]@j ©) 0>.

Note that this relation holds only for the poles between 2M, and 4M,, for outside this range
Eq. (3.68) does not hold, that is, it does not need to reproduce Eq. (3.71) correctly. For future use,
we define [39]

R, = iP%in}E (P° - E,) [t + iJ\/[]_1 : (3.75)

Now let O; = 0,. Note that this implies Q; = Q}L (the transpose is meant to act in angular-
momentum space). Via Eq. (3.74) we obtain

0 R,9; = L300, (0| E,, P; L) (3.76)

Since the right-hand side of Eq. (3.76) is real, QIRan = QT\'R,TI Q,. This relation needs to hold for
arbitrary choices of Qy, the only requirement being that Q; is indeed associated with an operator
that annihilates two pions. Nevertheless, on its own it is insufficient to deduce that R,, is Hermitian.
However, it can be shown that as soon as the residual rotational symmetry in the finite volume—
see Sec. 3.4—is taken into account, R, can be reduced to a Hermitian matrix [40], and thus in the
following, in particular in the derivation of the LELLoucH-LtscHER formula (3.112), we treat R,
effectively as Hermitian.

3.2.6 Quantization condition via K matrix

It is illuminating to rewrite Eq. (3.73) using the K matrix [39, 40]. For simplicity, pick n = 1/2, i.e.,
treat the pions in the loops as identical particles. Since Eq. (2.29) implies ¢* /E* = o(s)/2, according
to Eq. (3.66) I decomposes into

io
nd = —1+3,
" 321 r

(3.77)
(?r)lzmzllml = 4_11;*%[0};1 (q*z’ L) J dQ:](Ylfn (Qa) Yl:mz (Q‘;) Yllml (Q‘;) )
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Furthermore, the individual partial waves appearing in M can be expressed via the K matrix, see
Eq. (2.17), combined with Eq. (3.15) this yields
.1
My, tym, = O1,1,6m,m, 327 (K, — i0) (3.78)
or equivalently

_ 1 .
ML= @(K —iol), fK:llmllsz = 511125m1m2K11. (3.79)

Here X denotes the K matrix in angular-momentum space. Since in the s-channel scattering region
the scattering amplitude does not have poles, its inverse exists, i.e., det{M™] = 1/ det[M] = 0.
Thus, Eq. (3.73) is equivalent to

0 = det [F] det [(Ufﬂ_l + iM] det [M™']

(3.80)
— det[M~! + ]
Plugging in Eq. (3.79) and Eq. (3.77) shows that this is in turn equivalent to [39, 40]
0 = det [Lx + ffr] . (3.81)
321

Since we work to all orders in perturbation theory, the scattering amplitude satisfies the constraints
imposed by unitarity, in particular, the K matrix is real. Via Eq. (3.81) this implies that J is real,
comparison with Eq. (3.77) shows F, = Re(inF).

3.2.7 Constraints on angular momentum

LUSCHER’s quantization condition, either in the form of Eq. (3.73) or Eq. (3.81), requires to compute
a determinant of an infinite-dimensional matrix in angular-momentum space. As such, it is useless
for practical applications. To simplify it, we need to ignore angular momenta exceeding a certain
maximal angular momentum [,,, i.e., we ignore all higher partial waves: t; = 0 for all | > [ ..
This implies that M decomposes into M = MV g 0, with Mow a diagonal matrix in the subspace
with [ < I,«. Note that contrary to M, J is not diagonal. To proceed, we follow the approach of
Ref. [140], namely we use projection operators. To be specific, the projection operators read

low ,_ N
:Pllmllzmz =0 (lmax l)5l1l25m1m2s

hich (3.82)
lllmgllzmz =0 (l - lmax - 1) 511125m1m2’
with
1 ifx>0,
O (x):= o 3.83
) 0 ifx<o0 ( )

the HEAVISIDE step function. Clearly, M = M®P°% = PlOWN Tracing back the manipulations
performed in Eq. (3.67), we have

-1
(@) +iM]| =0T + 9T (M) pF + nF (<MY nF (M) nT + ...
= 1F + nF (M) nF + nF (M) POV pFPIOWY (M) pF + ...

- j 3.84
= nF +1F Y (—igMPOVFPOVY (—int) g F (3.84)
=0

= F + 5 [1 + iMPOVFPN] T (i) T,
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That is, the quantization condition reads

0 = det [1 + igMPlOVFPlov|

(3.85)
= det [1 + igMlovFlow] |

with Plowgplow —. glow g ¢ j e FloW j5 F constrained to the subspace with I < I,. Multiplying
Eq. (3.85) from the right with det[(7F°%)~"] finally yields

-1
0 = det [(;73”10‘”) + iMk’W] , (3.86)
which in turn can be expressed as
0 = det | Logclow 4 glow| (3.87)
327

Despite the fact that F is not diagonal, the quantization condition in the form of Eq. (3.73) or
Eq. (3.81) is replaced by Eq. (3.86) or Eq. (3.87), respectively, if partial waves of angular momenta
larger than [,,, are ignored. The matrices of interest are now finite-dimensional, thereby making
the quantization condition a tool of practical use.

There is another problem, namely that the matrix elements of J contain an infinite sum over
angular momenta, see Eq. (3.66). To tackle this problem, we express the product of two spherical
harmonics as [144, App. IV]

Y, m, () Y, (Q)
2l +1) (2L +1) m L L 1\(4 L I (3.88)
- M ai(n b .

4r ) 0 0 0

Here the WIGNER 3-j symbols are defined via CLEBscH-GORDAN coefficients,

oL L) (phEm™
( 1 2 3 ) = — (llmllzmz |13, —m3> s (3-89)

my mp mg J2bs + 1

and we follow the usual convention to keep the CLEBSCH-GORDAN coefficients real. Combining
Eq. (3.88) with Eq. (3.9) shows that

13127”211"’!1 = J dQ;Yl;’l (Qz]() Yljm2 (QZI() Yllml (Qg)

_ \/ (2l +1) (2l + 1)

(3.90)

Iml l 01,0 |1,0) .

4 (2l + 1) (Imlymy | l;my) <1010 |1;0)

According to the basic rules of angular momentum addition, | — | < [; < |l + | needs to hold,
such that the CLEBscH-GORDAN coefficients appearing in ylm are non-vanishing. Consider [ > .
Consequently, [ — I, < [j, which is in turn equivalent to [ < [; + ;. Inserting this into Eq. (3.66)
results in [39]

* ; L+l A=
?lzmzllml - 871'E* ]llzmzllml - ZE* Z Z q l lm ( ) ldlzmzllml (391)
=0 m
Since we consider only }; < [y, i = 1,2, the sum appearing in J is in fact finite.
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CHAPTER 3. SCATTERING OF TWO PARTICLES ON THE LATTICE

3.2.8 LELLOUCH-LUSCHER formalism

Next we want to study y(*)ﬂ — 7 scattering in the finite volume.® Before we do so, it is expedient
to study the fully dressed propagator in slightly more detail. That is, we focus on

A(P,L) = J d*xelP* (0[T{p () ¢7 (0)]] 0). (3.92)

L

with ¢ an operator that annihilates a single pion. Its FOURIER transform with respect to energy
reads

0
A(x°,P,L) = J dP” -ir'xp (p, 1. (3.93)
2m
Let us choose x° > 0, such that the factor e¥**" allows for closing the contour of integration in
the lower half complex plane. We can perform the integral via the residue theorem, picking up
the contribution of the pole that is fixed via the renormalization conditions stated in Eq. (3.59), to
obtain )

A(xOP L) = ——e B 4 3.94
(x ) 2e0p (3.94)

Here E,, := \[M2 + |P|2 is the energy at the pole. The dots denote contributions arising from poles
at higher energies (i.e., when intermediate propagators in the loop contributions to the 1PI terms
depicted in Fig. 3.1 go on-shell). Alternatively, we can insert a complete set of eigenstates of the
HamMIiLTONian to obtain in complete analogy to Eq. (3.71)

(Ew PsL|gT (0)0)

AGOPL) =13 e
0 (3.95)

= 3¢ XEx (ErP;L|p7 (0) 0>|2 + o

where (E,, P; L| is the lowest-lying state that has overlap with ¢7(0)|0). Since ¢T has the appropri-
ate quantum numbers to create a single pion, this state is precisely a single pion state with energy
E,. Comparing Eq. (3.94) with Eq. (3.95), we deduce

L3 (E,. P; L |p" (0)| o)\2 = ip. (3.96)

Now we are ready to tackle the process y(*)n — mr. That is, the object of interest is the
correlation function

G(P, P L) = J d*x J d*ye =R (o|T{0, () J(0) ¢ )}| 0). (3.97)
L L

Here gb-'L creates a single pion, while O; is the same operator as the one appearing in Eq. (3.53), that
is, it annihilates two pions. Although we are later interested in the electromagnetic current, at this
stage Jis an arbitrary current that couples the incoming pion of momentum P, to the outgoing two-
pion state with momentum P;. Hence, the four-momentum injected by the current is Q = Pr — P,.

SThe main reference for this section is Ref. [40], see also Ref. [39].
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Figure 3.3: The perturbative expansion of the correlation function G in a general EFT [39, 40]. This
is to be compared with Fig. 3.1.

To relate finite-volume quantities to infinite-volume ones, we proceed in analogy to Sec. 3.2.5.
First, we consider the FOURIER transform with respect to energy of G:

dp? (dPY
Z(x%, 90, P, P, L) = J - Jz—;e—’(xopf" V'P)G(P, Py, L). (3.98)
Let x° > 0 > °. Accordingly,
()RR = | Ex [ Epe @D o), 0 IO Go). 39
L3 L3

We insert a complete set of eigenstates of the HAMILTONian on each side of J. Since ¢ (y) creates a
single pion, it has non-vanishing overlap with the lowest-lying single-particle state, whose energy
we denote by E,. Compared to this, the overlap of gb-'k(y) with all other states in the spectrum is
exponentially suppressed, and thus we keep only the leading term arising from |E,, p; L). Using
Eq. (3.19) we arrive at

@ (x% %P, P L)

iE_1° _iE x° 3.100
= 1865”3 15 (010, (0)] By, P L) By, Prs L1T(O) En B L) (Ex P LT (@)]0). 3100
n

Alternatively, we can compute G to all orders in perturbation theory by extending our abstract
EFT to incorporate insertions of the current J. The expansion is depicted in Fig. 3.3. Here Bjis the
analogue of the BETHE-SALPETER kernel B, i.e., it sums up all diagrams that are 2PI in the s channel.
In addition, @ denotes the contributions arising from gb-'L. Decomposing the loops again via Eq. (3.56)
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CHAPTER 3. SCATTERING OF TWO PARTICLES ON THE LATTICE

yields Fig. 3.4, with H the infinite-volume amplitude corresponding to 7 — 7z with an insertion
of the current J. Next, we decompose H with respect to spherical harmonics, H = V4xHj,Y;, ,

and define HT as the row vector in angular-momentum space with components Hj,,. In complete
analogy to Egs. (3.67) and (3.68) we obtain

G(P, P;, L) = Goo (P, Pr) + Geyt (P, P, L), (3.101)

with
Gewt (P, P 1) = —GA (PYHT [ +iv] ™ 9y, (3.102)

where A denotes the fully dressed single-pion propagator. Inserting this into Eq. (3.98) results in
G (x%, 9% PP L) = Goo (x°,9°, P Pp) + Gy (x°, )0, P PR L), (3.103)

with

dp’ J dpf
—e€

21

Gt (x0,9°, P, P, L) = —J SR P oA (P) KT o)™ + iM]_l Q,.  (3.104)

2
First, we perform the integral over P°. Since y° < 0, the presence of the term e/ "P’ ensures that
we can close the contour of integration with a semicircle in the lower complex plane, picking up
the pole of A(P,) at P = M2, see Eq. (3.59). Accordingly,

_ ar? -1
Geut (¢, 3°, P, P L) = —zLelfPf’ I z—fe—IX‘)Pf" et o +im] 9, (3.105)
a)pi T

where now P? = |MZ2 + |Pi|2 = E,. Since x° > 0, the PP integral can be evaluated by closing
the contour of integration with a semicircle in the lower half plane, too. Picking up the poles of

[(3F)~ +iM] ! leads to

Geut (xo,yo, P, P L) = ﬁeiyoEﬂ Z e~ ix"En OHTR,Q; + ... (3.106)
i n

Here the sum runs over all poles that lie above the two-pion threshold, but below higher multi-
particle thresholds, since only here Eq. (3.102) is valid, the dots include all remaining terms. Fur-
thermore, R, is defined in Eq. (3.75).

Inserting Eq. (3.106) into Eq. (3.103) and comparing with Eq. (3.100) reveals

1
ﬁ@WﬂM%ﬂﬂM%&iWME&Mﬂ%&JWWM@=Z;@ﬂ&% (3.107)

for all E, below higher multi-particle thresholds. Since @ just equals the contribution arising from
an external scalar, @ = 1. Computing the absolute value squared on both sides and expressing the
matrix element of 0, via Eq. (3.76) and the one of ¢ via Eq. (3.96) yields

+ T
HTR Q. QR K
KEp P L|J(0)| Ep, P L) = — — i St (3.108)

L°20p  ofR .0

where we used the fact that R, can be effectively treated as Hermitian, as discussed below Eq. (3.76).
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C )
CaPB)=  (H) (0)
@/ N

cht (Pi’ Pfs L) =

ST

Figure 3.4: The analogue of Fig. 3.2 for the correlation function G.

Introducing £ = (nF)~! +iM, we can rewrite Eq. (3.75) as

R, =i lim (P'—E,) L7 L (3.109)
P'>E,

Denote the eigenvalues of £ by A, such that

det [£ Hak, det[¢71] =TT Ai (3.110)
k

k
Thus, det[R,] = [T, with

(P°—Ey)
=1 lim ————=

3.111
P>E, /1]< (PO) ( )

the k-th eigenvalue of R, and we have made the dependence of A; on the energy explicit. Let us
now make the additional assumption that there is no degeneracy, that is, for each energy E, there is
only one state in the spectrum.® According to the discussion surrounding Eq. (3.73), at this energy
det[ L] = 0; therefore, at least one of the eigenvalues {1} vanishes. If there is indeed no degeneracy,

®As explained in Ref. [40, p. 18] (p. 19 in the arXiV version), indeed there is no degeneracy as soon as Eq. (3.108)
is projected onto a given irreducible representation of the symmetry group of the lattice, see also Sec. 3.4.
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only a single eigenvalue vanishes, without loss of generality we say that A is this eigenvalue. Then
Eq. (3.111) enforces r;. = 0 for all k # 0. Since R, is effectively Hermitian, we have r; € R, and there
exists an associated set of orthonormal eigenvectors Vi of R,, that constitutes a basis. Accordingly,

R, = rOVOVg , furthermore, we can express Qy in this basis: Q; = Y}, & Vi gk € C. Inserting these

expressions into Eq. (3.108) and making use of VZV]- = &j we arrive at

11
KEp, Pe; L|J(0)| Ex, P LY = —P}CTTRni}C. (3.112)

EZ&)

This is the generalized LELLoucH-LUSCHER formula, derived in this way for the first time in Ref. [40],
stated in a form resembling the expression given in Eq. (33) of Ref. [39] (Eq. (34) in the arXiv ver-
sion).

The key feature of Eq. (3.112) is that the left-hand side can be computed in the finite volume,
since it is a matrix element of the operator Jbetween finite-volume states, while the right-hand side
contains the infinite-volume scattering amplitude H (more precisely, the corresponding vector H
in angular-momentum space). So it allows for extracting the infinite-volume scattering amplitude
from a finite-volume matrix element. However, note that the right-hand side involves the 7z — 77
scattering amplitude M (contained in R,,). Thus, an explicit parametrization of M is needed before
I can be determined. The free parameters of this parametrization are to be fixed via Eq. (3.73).

3.3 Role of the pion mass

Now that we are acquainted with the LscHER formalism, we can understand the reasons behind
the common use of values of the quark masses that exceed the physical ones in lattice-QCD com-
putations.

First, the GELL-MANN-OAKES—-RENNER relation states that [145]

¥ ... (3.113)

m,,,m;—0

(0 fuul 0)
M3 = (my +mg) ‘—2
Fx

Here m, is the mass of the up quark, m; the one of the down quark, u the field associated with
the former, F,, the pion decay constant, and the dots denote higher orders in the quark masses.
That is, the square of the pion mass is proportional to the masses of the light quarks. This relation
is incorporated into LO ChPT, with the corrections being of higher order in ChPT. To be precise,
denoting the LO pion mass as M, to NLO

M2

2 _ as2 M"
M:=M 11+F2

2
o + ﬁln (%)]} (3.114)

holds [21]. Here [ is a renormalized LEC, F the pion decay constant in the chiral limit, and y the
renormalization scale. Since the ChPT expansion of the pion mass converges well, independent
of their sign the higher-order terms do not alter the core result: the pion mass increases with
increasing quark masses. Hence, we might speak about pion-mass dependence instead of quark-
mass dependence. Since the models we are going to employ in the analysis of lattice data are
phrased in terms of M, indeed for the remainder of this thesis we will mostly speak of pion-mass
dependence.
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Accordingly, low pion masses require low values of the quark masses. These masses show up in
the QCD action, and thus in the correlation functions, see Sec. 3.1. To be precise, they are a part of
the DIRAC operator, i[)—m, with D the covariant derivative and m = diag(m,, my, ... ) the quark mass
matrix. For technical reasons, (a modified and properly discretized version of) this operator needs
to be inverted repeatedly in the computation of correlation functions. Traditionally, this inversion
gets numerically more costly the lower the smallest eigenvalue of the Dirac operator, which scales
roughly like m,,. That is, the lower the quark masses, the more expensive the computation, making
calculations at the physical pion mass challenging. However, algorithmic advances have alleviated
this problem [9].

Second, throughout the derivation of LscHER’s method, we ignored exponentially suppressed
terms, i.e., terms that scale at most like exp(—M,L). In a numerical computation it needs to be
ensured that these corrections are indeed small, that is, ML needs to be sufficiently large. Hence,
the lower the pion mass, the larger the required values of L. At the same time, it is not desirable to
increase the lattice spacing a5 too much, because otherwise discretization artifacts become huge.
Thus, to obtain large values of L = asLlat, the number of lattice sites in one spatial direction, rlat,
needs to be large. That is why a lower value of the pion mass requires a higher number of lattice
sites, T12t x (L121)3 making the computation again more costly.

Third, the derivation of the LuscHER formalism presented in Sec. 3.2 takes into account only
the lowest-lying intermediate multi-particle states, namely 77 states. There are a lot of additional
multi-particle states that increase in relevance the higher the energy. As we discuss in Part II, the
mass of the p resonance changes only slightly with varying pion mass. On the other hand, the
value of the threshold of, e.g., a four-pion state changes drastically. At physical pion masses, the p
is well above the four-pion threshold and not too far away from the six-pion threshold. Admittedly,
phenomenology indicates that the p couples almost exclusively to two pions [9]. However, in the
energy region above 1 GeV inelastic effects show up that seem to be dominated by four-pion states
instead of KK states [51].” Hence, the current limitations of the LiscHER formalism to states with
less than four particles put a serious constraint on computations at the physical point [34]. As a
workaround, one can resort to computations at pion masses high enough such that the p resonance
region is at least partly or even completely below the four-pion threshold, which works due to the
aforementioned very mild pion-mass dependence of the p mass.

3.4 Rotational symmetry and the lattice

Another specific of the lattice requires attention. As discussed in Sec. 3.1, the spatial part of the lat-
tice is a cube with edge length L and spacing ag. Thus, contrary to the continuum three-dimensional
EucLipean space of infinite extent, the lattice is not invariant under O(3). Instead, rotational invari-
ance is reduced to those rotations that leave the cube invariant, i.e., the octahedral group including
parity. Accordingly, 77 states on the lattice cannot be directly classified via angular momentum,
which arises as a quantum number of the irreducible representations (irreps) of SO(3) (more pre-
cisely, its double cover SU(2)). These irreps are to be replaced by the ones of the symmetry group of
the cube. For a given continuum angular momentum J, there are several irreps that can contribute.

As soon as the total momentum P = (27/L)P of the two pions is non-vanishing, the situation
gets more complicated. To be precise, the lab frame introduced in Sec. 3.2.1 is the rest frame of the

"Note that the situation is reversed for the S wave due to the presence of the f(980) resonance at the KK threshold.
Here, four-pion states become relevant at much higher energies only [146].
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PURY

0  (0,0,0)
1 (0,0,1)
2 (1,1,0)
3 (1,1,1)
4 (0,0,2)

Table 3.1: The bijective relation between P and its absolute value squared.

lattice, hence the name boost momentum for P and its integer counterpart % € Z3. Since the CM
frame of the two pions moves with constant velocity with respect to the lattice, relativistic length
contraction sets in. From the point of view of the CM the lattice is distorted, thereby reducing the
number of symmetries. For an accessible discussion see Ref. [147], the important point for this
work is that each 77 level on the lattice corresponds to a state belonging to a certain irrep® of the
discrete symmetry group under consideration.

Since the lattice is cubic, § = (n,0,0), P = (0,n,0), and P = (0,0,n) with n € N are related
by rotations that leave the lattice invariant, and in addition,  and —P are related by parity, which
is also a symmetry of the cube. Thus, these apparently different boost vectors describe the same
physics, so it is sufficient to consider only one of them (for each n); here the choice to single out
the z axis is made. By similar symmetry arguments, (0, 1, 1), (1,0, 1), and (1, 1, 0) describe the same
physics. Accordingly, for low values of |P|?, |B|? and P are related bijectively, see Table 3.1. This
bijective relation breaks down for high values of |2B|2, e.g., both P = (2,2,1) and P = (0, 0,3) map
to P = 9.

8In the literature, different naming conventions for the irreps exist. What we will call B1 in the following is called
B, in Ref. [148] and B2 is called B;. Similarly, A1 is called A; and E2 simply E. Compare also Table 5.2 below with
Table XVI in Ref. [148].

46



Part 11

Pion-mass dependence of nr — 7

The main results of this part have been published in Ref. [149].
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Chapter 4

Continuum scattering amplitude

Here we specialize the general form of two-to-two scattering amplitudes discussed in Ch. 2 to
n — o focusing on the P wave. First, in Sec. 4.1 we express the P wave via ChPT. The resulting
expressions are unitarized in Sec. 4.2 via the IAM to allow for a description of the p resonance.
Lastly, we investigate effects associated with the mass of the strange quark in Sec. 4.3.

4.1 Chiral perturbation theory

Denote the partial wave of 77 — 77 scattering with isopsin I and angular momentum J as t//. In
SU(2) ChPT it can be expanded according to

8
I Iy Ay 1] p
t =67 +1," +1 +@(A_§()' (4.1)

Here t,fj denotes terms of order pk / A’;(, pion momenta and masses are collectively denoted by p,
and AX is the breakdown scale of ChPT. In the following, we focus on the P wave, i.e, I = J = 1.
The explicit expressions of the other partial waves are given in Ref. [149]. The LO terms téU have
been calculated as early as in Ref. [150], the P wave reads
s — 4M,2r

96w F%

The NLO scattering amplitude is given in Ref. [21]; performing the partial-wave projection via
Eq. (2.5) yields

31 (s) = (4.2)

2 3
I I i I
FiRe[t/(5)] = 3" b/) L) + Y b () (4.3)
i=0 i=1
for s > 4MZ. Here Fdenotes the pion decay constant in the chiral limit, I/ are ordinary renormalized

LECs that correspond to terms in the NLO ChPT Lagrangian, and

1+0(s)
1-0(s)l’

L(s)=1In [ (4.4)

with o the phase space as given in Eq. (2.29). The coefficients bl-I J and bI?’] are functions of MAN-
DELSTAM s and the pion mass only. They are displayed explicitly in App. A. It is possible to bring
Re[t}!] into a slightly more compact form as compared to Eq. (4.3), see Ref. [151].
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The NNLO part of the scattering amplitude has been computed in Ref. [64]. Again, it can be
partial-wave projected using Eq. (2.5). However, this time it is significantly more challenging to
obtain a result in closed analytic form. The detailed procedure is described in Ref. [149], the result
reads

FoRe [tg(s)] = Zc”(s) L) +ch](s)lr a8’

(4.5)
+ dI](s)[L13(0+(s)) + Lig(0-(5)) = L(s) Lip(0-()) | + P1(s),
again for s > 4M2. Here
20(s)
= 4.6
0u(s) = S (4.6
Moreover, polylogarithms show up, whose explicit form reads
, (1)1 Jl In"2() In(1 — xt) 4 &, %k
L = —. 4.7
W) = O ; 2 K @7

The coefficients ¢; I Clr] ,and clI,{ depend not only on s and the pion mass but also on the renormal-

ization scale g, Wthh appears via chiral logarithms; the explicit expressions are given in App. A.
In addition, three further LECs show up via the polynomial

s — 4 M2
Pll(s) = L

(raMﬁ + 1,sM2 + rcsz) . (4.8)

More specifically, the three LECs can be written in terms of the renormalized conventional NNLO
LECs rj_g, rp as defined in Refs. [65, 152] according to

ry, ry,ory 3t g e
=t = —,
96 24 24 20 60 1228874
s 3k T
SR I W N (4.9)
96 32 40 120
3 r r
r.: = —I(r= +r,
¢ 320( 5+ 76)

Up to now, we have discussed only the real parts of the partial waves. To obtain the imaginary
parts, we insert the expansion (4.1) into the unitarity condition (2.16) and equate the terms of
different chiral order on both sides, resulting in

Im( U ) =0,
2 2
Im (1)) = olty’| = oRe (/)" (4.10)
Im (té]) = 20Re< ]( U) ) = ZatéjRe (ti]) ,
where we made use of the fact that for s € R the LO contributions are purely real, see also Eq. (4.2).
That is, the ChPT expansion (4.1) does not satisfy unitarity exactly, but only perturbatively. This
failure is associated with the fact that ChPT on its own does not allow for a description of reso-

nances. However, it allows us to easily compute the imaginary parts of the partial waves, given
only the real parts, i.e., Egs. (4.2), (4.3), and (4.5).
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So far we focused on real values of MANDELSTAM s above the scattering threshold. Noting
that the expressions of the partial waves are holomorphic, we can, via the uniqueness of analytic
continuation, obtain the partial waves for arbitrary s € C simply by promoting s to be complex.
It is worth noting that Eq. (4.3) and Eq. (4.5) develop non-vanishing imaginary parts for general
complex s. Furthermore, Eq. (4.10) breaks down as soon as one leaves the scattering region, neither
of which is a problem.

Finally, we turn our attention to the pion decay constant in the chiral limit. It can be related
to the physical pion decay constant F,; via ChPT, to NLO this relation is given in Ref. [21], while
the NNLO result is discussed in Ref. [65], see Ref. [153] for a slightly more convenient expression.
Both results are given in terms of M, the pion mass to LO in ChPT. Using ChPT to replace M by
M,;, we obtain

M2 M2 2
P‘=F1+F——l—+F(——l—), 4.11
r l *1672F2 T\ 1672F2 (4.1
with ,
M
Ig::lénza-—hl<—j§),
J7i
I 22r_ 2(r lr 2rr _ﬁ
Fo == (167%)" rh—162% (I + 211+327z LI o (4.12)
M? M?
+<16n2 (7l{+4l§—lg)+§>1n Tr) 32 (2=
12 /12 4 ’uz

the NLO and NNLO coefficient, respectively. Here p is the renormalization scale, and throughout
this work we stick to the common choice p = 770 MeV.

4.2 Inverse-amplitude method
As alluded to in the discussion of perturbative unitarity in the form of Eq. (4.10), ChPT alone does

not allow for a description of resonances. To improve on this, the K matrix as given in Eq. (2.11) is
matched to ChPT, i.e., Eq. (4.1), at low energies, taking perturbative unitarity into account:!

K=T"'+ic
1 Im () (4.13)
= +i .
tz + t4 t22

This expression for K is not real, thereby violating unitarity. However, expanding this to NLO in

ChPT results in
1 _f Im (ts)

K=—-—
ty ts ts (4.14)
_ tp—Re(ly) ‘
2
with K indeed purely real. That is,
t
T= (4.15)
ty — 14

'From here on, we drop the superscript I ] for notational convenience. To avoid confusion with MANDELSTAM t, we
write Tinstead of t//. The only explicit expressions of relevance in this work are the ones for the 77 P wave, but note
that the IAM itself is not restricted to the P wave; in fact, it is not even restricted to 77 scattering.
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This expression is precisely the so-called IAM for a single channel at NLO [55-58] (for the coupled
channel calculation, see Ref. [133]). This derivation makes it clear that the IAM is obtained by
matching the general K-matrix representation with ChPT. There is one subtle point: Eq. (4.15)
can be obtained by solely expanding T~! = 1/(t, + t), bypassing the K matrix and perturbative
unitarity. However, in this way it is not a priori clear that the resulting expression (4.15) satisfies
unitarity as given in Eq. (2.8), while the derivation presented here makes this obvious. Moreover,
the K matrix turns out to be real only due to perturbative unitarity, which is therefore a mandatory
ingredient to obtain an amplitude that fulfills unitarity. Another subtle point is that, according to
the derivation presented here, Eq. (4.15) is a priori valid only along the real axis above threshold,
where unitarity applies. However, t, is an entire function and #; a holomorphic function except
for branch points at threshold and at zero (the latter corresponding to the left-hand cut). Thus,
Eq. (4.15) can be analytically continued into the entire complex plane apart from those branch
points and possible zeros of the denominator. Furthermore, since at low energies Eq. (4.15) agrees
with the ChPT expansion, the former inherits a left-hand cut from ChPT, which agrees with the
ChPT left-hand cut to NLO. Even more important, when continued to the second RIEMANN sheet
via Eq. (2.27), the IAM exhibits poles associated with resonances. In particular, the two poles (one in
the upper and one in the lower half plane) associated with the p resonance show up in the P wave.
The same construction can be carried out to higher orders, e.g., NNLO:

K=T'+ic
1 .
=— +io
t2+t4+t6
1 1
= — +io (4.16)
tp 1 4 e
5

2
1 ty+tg L
_[1_4 6, H

+io.

2

t2 t 2 tz

To show that this expression is indeed real, perturbative unitarity, i.e., Eq. (4.10), can be used again:

Im (K) = t% [Im (12) — t, (Im (1) + Im (t5))] + &
2

t% [2Re (t,) Im (ty) — t, Im (t4) + Im (t))] + o
2

1 (4.17)
= t_3 [ZRe (ty) ots — 1, (O'tzz + 20tyRe (t4))] +0
2
=-0+o0
=0.
That is,
_ 12 2 2
K = < [ — tyRe (t; + t5) + Re () — Im (t)”] (4.18)
)
and [154, 155]
1 bt )7 t2
T=1=|1- 2 = — (4.19)
g o g ty—ty—tg+ -
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There is an additional subtlety in the derivation of Egs. (4.15) and (4.19), namely, it proceeds
via inverting the partial wave T. It is not guaranteed that T is invertible for all values of s under
consideration. Indeed, as a consequence of chiral symmetry, some partial waves vanish at certain
s values below threshold, the ADLER zeros [156]. Hence, these partial waves are not invertible at
those positions. Since the ADLER zeros do not interfere with the right-hand cut, the derivation
of Egs. (4.15) and (4.19) goes through, but problems might arise in the analytic continuation of
these expressions away from the right-hand cut, especially to the sub-threshold region. This is
where an alternative derivation by means of dispersion relations comes in handy. It was carried
out in Ref. [58] for the NLO IAM and adapted in Ref. [154] for the NNLO IAM. The advantage of
a dispersive derivation is that the poles in T~! and its ChPT expansion associated with the ADLER
zeros can be taken care of via the residue theorem, as shown at NLO in Ref. [157] and NNLO in
Ref. [94], yielding the so-called modified IAM. However, the 7 — 7 P wave of interest is free of
ADLER zeros, so that we stick to the ordinary IAM.

When searching for resonance poles on the second RIEMANN sheet of the NNLO P wave IAM,
a problem arises: on top of the pair of poles associated with the p resonance an additional pair of
poles shows up, for the denominator of Eq. (4.19) includes higher powers of MANDELSTAM s than
the one of Eq. (4.15). This pair is not associated with any physical resonance. At sensible values
of the LECs the additional poles are very deep in the complex plane and do not affect the physical
region sizably. Nevertheless, a numerical search for poles needs to be guided such that it converges
towards the correct pole.

In passing we stress that the IJAM is far from perfect. It fulfills elastic unitarity in the s channel
exactly. Physically, the unitarization of the ChPT expansion corresponds to taking into account
iterated sz rescattering, as explored in more detail in Ch. 10. However, this rescattering is not
incorporated into the t channel and u channel, and thus the IAM is not crossing symmetric. Stated
differently, while the IAM improves the ChPT description of 77z — 7 along the right-hand cut, it
does nothing to improve the left-hand cut. Nevertheless, since ChPT is crossing symmetric, and the
[AM resembles ChPT at low energies, the JAM describes the left-hand cut correctly to the employed
order of ChPT [154].

4.2.1 Perturbative expansion of the pole trajectory

The derivation of the IAM in Sec. 4.2 makes it clear that the IAM resembles ChPT at low energies,
while it improves on it in the resonance region. However, a priori this improvement focuses on
the energy dependence only. Concerning the pion-mass dependence, the situation is less clear. Of
course, if both the energy and the pion mass are small, ChPT is recovered, but if the energy is in the
resonance region, i.e., beyond the breakdown scale of plain ChPT, with the pion mass still being
small, it is not guaranteed that the results are in agreement with constraints stemming from chiral
symmetry.

To be precise, according to chiral symmetry the expansion of the mass m of a mesonic resonance
and its width T in terms of M, the pion mass to LO ChPT, reads [158]:

m = ag + a,M? + asM> + O(M?),

4.20
T = by + byM? + bsM> + O(M*?). (4.20)

Here a and by, k € {0, 2,3}, are constants. Equation (4.20) has a few striking features. First, note
that according to Eq. (3.113) M? my, with m, the mass of the light quarks (i.e., the up and down
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quark). Hence, odd powers of M have a branch point at m; = 0, rendering the expansion non-
analytical if rewritten in terms of m;. While there is no term linear in M in Eq. (4.20), such non-
analytic contributions arise if a3 or b3 do not vanish. This can happen only if there is an interaction
coupling the resonance to a pion and another resonance of the same mass m. In the case of interest,
the p resonance, this happens if the w resonance is taken into account and assumed to be mass-
degenerate with the former. In that case, the coeflicients a3 and b3 scale with g, ,,, the coupling
of the w — pr interaction [159]. Based on this, in Ref. [87] the coupling g, ,, was extracted
from an analysis of 77 — 7 lattice data. However, the IAM is based on plain ChPT without
any explicitly added resonances, and therefore a term of order M> is not expected to show up in
the case of interest. Thus, if not explicitly stated otherwise, we will set a3 = b3 = 0 from here
on. Second, note that terms of order M" In[M? / yz], with n > 0, are in general not forbidden by
chiral symmetry, again yielding branch points at vanishing mass. The non-trivial constraint stated
in Eq. (4.20) is that such logarithms show up at order M* earliest. In particular, there is no term
proportional to M? In[M?/u?]. This constraint is not fulfilled by several unitarization methods, as
explained in Ref. [158]. Thus, it is worthwhile to check explicitly if the NNLO IAM is in accordance
with Eq. (4.20) (the NLO IAM was already tested in Ref. [158]). To do so, we follow the procedure
suggested ibidem.

For an explicit check, it is beneficial to rewrite Eq. (4.20) via the pole position s;le, see Eq. (2.30),

i 2
Spole = (m — ET)

. 2 . .
= ((10 - éb()) +2 (do - ébo) ((12 - %bz) ]\/I2 + O(M4) .
We aim to determine the pole position from the IAM as an expansion in the pion mass and check

if it agrees with Eq. (4.21). Since we computed the ChPT amplitudes in terms of M, instead of M,
we work with the former. That is, we expand the pole as

o0 M2
Spole = S0 + Z (Sk + s]% In |:’u_§:|) M;’?, (422)
k=1

with s, s, and s,]; being constants. Expressing M, in terms of M via ChPT this expansion can be
rewritten in terms of M. In particular, in this way we see that Eq. (4.21) is equivalent to syl =

so + $,M2 + O(M3). Inserting Eq. (4.15) and Eq. (4.19) into Eq. (2.34) yields

as

(4.21)

0 =ty — ty + 2ict? (4.23)
at NLO and )
L

0=ty —ty + 2ot + ti —t (4.24)

2
at NNLO at spole- The expansion (4.22) is inserted into these two conditions and the result is ex-
panded around M,; = 0. In addition to the logarithms in Eq. (4.22), there are polylogarithms in the
ChPT amplitudes. Hence, in fact, we deal with an expansion in terms of M]; ln[Mg / ,uz]j, k,j € Ny.
Since Eqgs. (4.23) and (4.24) need to hold for all values of M, each of the coeflicients in the expansion
needs to vanish separately. Thereby, we obtain a set of equations for the unknowns s, s, and s,%.
Keeping all terms below order M, at NLO the equations can be solved analytically, resulting in

NLO _ 288F2n? + (45 — 18im) M2
pole ™ 9 _ 3izr + 28872 (I — 217)

+0(Mg). (4.25)
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So the NLO IAM is indeed in accordance with the constraints imposed by chiral symmetry on the
pole position, as already stated in Ref. [158] without giving an explicit form of the coefficients.
Note that there is another solution at threshold, Spole = 4M,2r, which is, however, spurious, since at
threshold the zero in the numerator and denominator of the NLO IAM cancel.

At NNLO, the truncated system of equations cannot be solved analytically in a straightforward
manner, so we rely on a numerical solution. To that end, we replace the LECs by their numerical
values as obtained in the fits to lattice data, which are described in Ch. 6. Since the NNLO IAM
has two genuine poles, we need to guide the numerical routine towards the correct one, the p pole.
Using Mathematica, it is sufficient to constrain Re(sy) to lie within reasonable bounds, e.g.,
0.4 GeV? < Re(sy) < 0.8 GeVZ. We then repeat this procedure for several different sets of values of
the LECs. In all cases, all coefficients below order M are (within the error stemming from machine
precision) zero, except for sy and s,, confirming that the NNLO IAM is in agreement with the chiral
constraints, too.

4.3 Kaon-mass dependence

Up to now, we have worked with SU(2) ChPT, i.e., we took only up and down quarks into account.
Equivalently speaking, we focused on the role of pions, which is motivated by their dominant role
in p physics. In addition, the lattice computations whose results we are analyzing in this work are
carried out with degenerate up and down quarks, that is, they are explicitly isospin symmetric.
Moreover, the extension of the IAM to coupled channels suffers from conceptual problems, most
dominantly issues in its construction that are related to left-hand cuts, see Ref. [93] and references
therein. For these reasons we work with the isospin symmetric SU(2) IAM.

Nevertheless, the lattice datasets are obtained at different values of ms, so one might wonder
how to take this into account. Fortunately, in Refs. [160, 161] SU(2) ChPT has been matched to
SU(3) ChPT to determine the kaon-mass dependence of the SU(2) LECs. Focusing on the constants
that are of relevance for the SU(2) IAM, the results obtained ibidem can be recast into

pmatched (372 F[1 + f(ME,) - f(f\_@n)] ,

M2 1 M2 (4.26)
M2 )= —KZlgrr - — _1n| —XZ ||,
f( Kﬂ') F2 [ 4 39272 [12
as well as
tched( 2 ) a; M12<7r
ll.r’ma Mg ) =1 - > In{ — , (4.27)
7687 M?(;r

with a; = 1, ay = 2, a3 = 4/3. Here
1 _ 21—
MIZ(H = (MIZ(_ EM72T) > M?(r[ = (]VIZ 5 ;-[) > (4.28)

where the values of the masses at the physical point are indicated with bars and L}, is an SU(3) LEC.
The formulae as shown here incorporate only NLO contributions. It is not feasible to take NNLO
effects into account, for then additional LECs show up, whose values are known only poorly, if at
all.

To estimate the impact of the kaon-mass dependence, we need to fix L. While the determina-
tion of this LEC from phenomenology is tricky and accompanied with large uncertainties [162], the
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Figure 4.1: The pion decay constant as a function of M,, and M for the CLS data. The datasets are
sorted in order of increasing pion mass from left to right.

Flavour Lattice Averaging Group (FLAG) provides an Ny = 2 + 1+ 1 value L}, = 0.09(34) x 10~° [47,
163] that we use as an estimate. In Fig. 4.1 we display the pion decay constant at the masses of the
different datasets of the Coordinated Lattice Simulations (CLS) collaboration that are introduced
in more detail in Table 5.1. The error bars incorporate the sizable error of L. The central value
deviates less than 1 % from the physical one in all cases. Even when the errors are taken into ac-
count, the deviation is at most 3 % in case of the N200 dataset and smaller in all other cases. In
addition, note that the errors are correlated, i.e., the data points in Fig. 4.1 are shifted in sync either
all upwards or all downwards if L} is varied. Similarly, the kaon-mass dependence of the [ turns
out to be mild. As will become clear in Ch. 6 these effects are too small to be of great significance
in our analysis, so we treat F and the LECs as kaon-mass independent in the following.
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Chapter 5

Lattice data

Building up on the general discussion of scattering on the lattice in Ch. 3, in this chapter we discuss
the specifics of 77 scattering on the lattice and take a close look at several available datasets. To this
end, we explicitly display some finite volume energy levels in Sec. 5.1 and investigate LUSCHER’s
quantization condition for the special case of the 7 P wave in Sec. 5.2.

5.1 Energy levels

Consider the CM energy E* = 2/(g*)? + M2 of the two pions and their energy E in the lab frame
(the rest frame of the lattice) as introduced in Sec. 3.2.1. Translating the former into lattice units
by multiplying with the appropriate power of the lattice spacing a yields

—_— 27
= Llatg'

a?(E*)? =4 (az(q*)2 + azM,%) =4 (Ez(q*)2 +a*M2), (5.1)

Here we have introduced ¢* =: 2rq*/L.! Similarly, translating the lab frame energy E into lattice

units results in
2

(aE)? = (JEZ PP + (@) 2219 — 1+ a1y (5.2)

with B, £ the integer triplets corresponding to the boost momentum P and the momentum k of a
single pion, respectively, see Eq. (3.18). Combining this with Eq. (3.5) gives an expression for all
allowed free CM energy levels for a fixed lattice geometry:

2
(E)? = (\/52 PP+ @) 22 Pt @My ) —EPL BEeZh 53)

Using Eq. (5.1), this can be translated into the corresponding values of (q*)? [164]. Furthermore,
Egs. (3.5) and (5.1) allow for an expression of the LORENTZ factor y = E/E” solely in terms of lattice
quantities:

L
(q7)° + (“M”)Z

4(y*—1) = (5.4)

!Note that q* is a real number, not necessarily an integer.
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collaboration name  M,/MeV Myg/MeV LRt qx10*/MeV &
N401 284 - 48 3.9 1
N200 283 465 48 3.2 1

CLS J303 258 474 64 25 1
C101 223 474 48 4.4 1
D101 223 474 64 4.4 1
D200 200 482 64 3.2 1
840 20 391 550 20 1.8 34

HadSpec 840 24 391 550 24 1.8 34
860 32 236 500 32 1.7 3.5

Table 5.1: An overview of the lattice ensembles analyzed in this work. The values of the masses,
the spacings a, and the anisotropies & are only approximate.

As discussed in Sec. 3.4, the pions on the lattice are classified via finite-volume irreps. For
a fixed irrep, the number of allowed free energy levels is reduced, i.e., only a subset of Eq. (5.3)
constitutes the spectrum,; this subset is given by the poles of LUSCHER’s quantization condition, see
Sec. 5.2.

Energy levels of a pair of interacting pions have been computed by many different collabora-
tions. Here, we focus on the levels of Ref. [36], which have been computed on gauge configurations
provided by the CLS collaboration, as well as the ones by the Hadron Spectrum (HadSpec) collabo-
ration presented in Refs. [82, 165]. Each collaboration has computed the energy levels correspond-
ing to different pion masses and lattice spacings. Table 5.1 gives an overview over the different
datasets, called ensembles in the following. Exemplarily, both the lowest-lying free energy levels
as well as the interacting ones of the CLS ensemble D101 are shown in Fig. 5.1. Clearly, the levels
as obtained in the computation are shifted with respect to the free ones. It is precisely this shift
that allows for an extraction of scattering information via LUscHER’s method.

In addition to the 7 energy levels, CLS computed the values of the pion decay constant on all
ensembles except for N401 [166], which is thus excluded from our analysis.

5.2 The quantization condition
Ignoring contributions from partial waves with [ > 3, performing the projection onto finite volume

irreps, and using the fact that Sand Pwaves decouple, LUSCHER’s quantization condition in the form
of Eq. (3.87) can be reduced to a simple quantization condition for the P wave that reads [148]:

%2 1 %2 1 A *2 A *2
cot[5(q*%)] = o ZZO?) (L9 + we [az?) Zh (La*2) + a2 (1,9 )]z . (5.5)
which will be abbreviated as ) ,
cot [S(q* )] = fZ'(q* ) (5.6)
In this form it depends not only on the lattice characteristics and the boost momentum ‘B, but also
B.A

on the irrep A the two pions live in. Here ¢, " are numerical coefficients, whose values are given
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Figure 5.1: The lowest-lying free energies in the CM frame on a lattice with L't = 64 for different
values of the irrep and boost, see also Table 3.1. In addition, the interacting energy levels of the
ensemble D101 are shown, including their error bands. The lower-lying dashed line marks the 7z
threshold, while the upper one corresponds to the KK threshold. Each free energy level is associated
with a pole of Z, see Sec. 5.2. The trivial free energies located at the 7 threshold are excluded
from the plot.

A P 000 001 /002 110 111
Al 2 —1—+6i —26i
B1 —1++6i
B2 2
E2 -1 Je6i
T1

Table 5.2: The values of the coeflicients appearing in the quantization condition. Here A labels the

irrep and B the boost momentum. To obtain the correct values for a;gl’A,

the table by +/5. Then, the real part yields the value of a;l(})’A, while the imaginary part times i is the

divide the values given in

value of a;g’A. Empty entries correspond to vanishing coefficients.
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Figure 5.2: The right-hand side of the quantization condition (5.6) as a function of the energy with
rlat — 64, B =(1,1,0), and A = Al. Shown is the region around one pole, which corresponds to
a free energy level. Also shown are the two energy levels of the ensemble D101 that are closest to
the pole, including their error bands. In addition, for the higher of these two interacting energy
levels all the resampled energy values underlying the estimation of the error band are depicted in
gray. This figure corresponds to the second column of Fig. 5.1, namely it shows the two highest
interacting energy levels of that column.

in Table 5.2, § = arg(T) is the phase of the 7 — 7z Pwave, see Eq. (2.19), and Z;‘Bl are generalized
zeta functions as defined in Eq. (3.51).
It is expedient to study the pole structure of Eq. (5.5). According to Eq. (3.51) the zeta functions

have poles whenever the denominator in the sum in Eq. (3.50) vanishes, i.e., whenever q*z = |k*]? =
k”* 24 k¥ |?. That is, the poles overlap with the free energy levels. To check this explicitly, note that

k0 = wp = E*/2 holds, since at such a pole the pions are on-shell. Combining this with Eqs. (3.5)
and (3.7) yields

Kt :k”*+/3<%*—%*> =k|r+ﬂw,j—ﬁ%* - i(k"—g), (5.7)
that is, singularities arise when [140, 148]
DR
g% = Ll/ (f” - 7)] +|E], Eezd, (5.8)

Note that the right-hand side of Eq. (5.8) depends on q*z, for the LorRENTZ factor shows up, which
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Figure 5.3: The analogue of Fig. 5.2 in the (aE*, §) plane. The phases need to lie on the curve traced
out by Z, as defined in Eq. (6.1), that is, the energies and phases are correlated. For each of the
two interacting energy levels all the underlying values are depicted in gray, i.e., each gray point
associated with the higher energy level corresponds to one gray vertical line in Fig. 5.2. Also shown
are the mean values and the linear approximations to the curve Z corresponding to one standard
deviation as estimated from the underlying energies. As can be seen, this linear approximation
works qualitatively rather well, so to keep the plots easily comprehensible in the following only
the linearly approximated errors are shown without all the underlying data points. It is worth
noting that the phases are not uniquely determined, for the cotangent is periodic with period 7,
and thus, in principle, each obtained phase can be shifted by integer multiples of 7. In this plot all
phases are chosen to lie within [0, ). In particular, the data points with energies slightly below
the free energy belong partly to the higher energy level, see the leftmost gray lines in Fig. 5.2.

depends on q*2 according to Eq. (5.4). Expressing the LORENTZ factor in this way, Eq. (5.8) boils
down to a quadratic equation in q*z, and thus it can be solved straightforwardly. The solutions
coincide with the (corresponding values of q’*2 of the) free energy levels as given in Eq. (5.3). This
correspondence is intuitively clear: the pions are free if the interaction vanishes, that is, if T = 0,
ie., if § = 0, which, in turn, implies cot(d) = co. Hence, according to Eq. (5.6) Z needs to have a
pole, too. Depending on the precise values of al?il’A, some of the poles of the zeta functions in the
quantization condition cancel. It is the subset of Eq. (5.8) without such a cancellation that builds
the allowed free energy levels.

To sum up, Eq. (5.5) relates the CM energies of 77 states on the lattice to the P-wave scattering
phase shift d at the corresponding energy (via taking a detour over q*z). This quantization condition
is displayed for a fixed boost and irrep on a given lattice in Fig. 5.2 together with both interacting
and free energy levels, illustrating the pole structure that is associated with the generalized zeta
functions. Furthermore, for a single interacting energy level not only the central value and its error
are shown, but also the energies as evaluated on the resampled gauge configurations, as discussed
in Sec. 3.1. Inserting these energies into Eq. (5.5) yields the phases depicted in Fig. 5.3, which
clearly shows the correlation between the phases and energies. In reality, the situation is slightly
more complicated than indicated by these figures. Namely, the different samples drawn from the
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Figure 5.4: Same as Fig. 5.3, but this time the variation in the pion mass on the different samples is
taken into account.

gauge configurations yield not only different 7z energy levels, but also different pion masses. Since
Eq. (5.5) depends on the pion mass, too, each vertical gray line in Fig. 5.2 corresponds to a slightly
shifted version of the curve traced out by Z, and the same logic applies to Fig. 5.3. That is, the gray
dots ibidem do not lie on a one-dimensional line, but instead constitute two-dimensional clouds
sourrounding the mean values, as indicated in Fig. 5.4.

61



Chapter 6

Fit and results

Finally, we use the formalism introduced in Ch. 4 to analyze the lattice data described in Ch. 5. We
start by explaining how to confront the continuum model with the lattice in Sec. 6.1 and Sec. 6.2,
and subsequently discuss a naive way to incorporate discretization artifacts into the framework in
Sec. 6.3. Building on top of the detailed discussion of the error computation in Sec. 6.4, we then
present our results in Sec. 6.5.

6.1 Translating a continuum model to the lattice

As we have seen, given an energy, the quantization condition needs to be evaluated once to yield
the corresponding phase. In principle, one can continue to fit a given model sm0d which specifies
the phase as a function of the energy and model parameters, to the data points in the (aE*,d)
plane. However, one needs to be careful to take the correlations of the phases and energies into
account. While this can be achieved via the introduction of auxiliary parameters [86], to avoid
these complication we follow the reversed approach here (at the cost of other complications).

Given an expression for the phase as a function of the energy, it can be plugged into Eq. (5.5);
subsequently, this equation can be solved numerically to determine q*2 for a given combination of
boost momentum B and irrep A. In this way, for fixed model parameters the continuum model gmeod
can be translated into discrete energy levels on the lattice, which then allows for a comparison of
the model with a given lattice calculation. It is worth noting that for a fixed combination of boost
and irrep, there are in general several solutions to the quantization condition. The one with the
lowest energy is the ground state, while the higher-lying ones are exited states.

Unfortunately, the evaluation of the generalized zeta functions Z;'El is computationally demand-

ing, so that solving the quantization condition for a given model §™° can be quite time consuming.
This is especially worrisome if the quantization condition needs to be solved repeatedly, e.g., in the
context of a fit. Hence, it is desirable to speed up the evaluation of this condition. There are two,
in principle, straightforward methods.

The first is to interpolate the generalized zeta functions. That is, for each needed boost and
irrep, the three zeta functions appearing in Eq. (5.5) are interpolated as functions of q*z, carefully
taking the poles into account. In practice, the functions are interpolated between the poles, going
as close to the poles as numerical precision allows. This requires to use quite a few sites in the
interpolation, for the zeta functions change rapidly close to the poles. As soon as the quantization
condition is also needed for different values of the mass aM,lTat, the interpolation gets more expen-
sive. Since the LORENTZ factor depends on this mass according to Eq. (5.4), so do the zeta functions.
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Hence, in this case they are needed as functions of both the momentum q*Z and the mass aM}Tat,
so they need to be interpolated on a two-dimensional grid, significantly decreasing the numerical
benefits of interpolation.

As an alternative, second method, the quantization condition can be TAYLOR expanded, as
shown in Ref. [92] for a fixed value of aM}2t. To that end, rewrite Eq. (5.6) as

8(aE*) = arccot [Z (aE*)] =: Z (aE™), (6.1)

where everything is now expressed in terms of the energy aE* corresponding to the momentum
q*. If a model 8™ is plugged into the quantization condition, its numerical solution yields an
energy aE*™4 such that

gmod (ggmod) = 2 (qE*mod) (62)

E*lat E*mod

Now, assume that the corresponding lattice calculation produced a value a close by to a
(if the model is somehow capable of describing the lattice data, this should hold true). In this case
it is justified to TayLOR expand both sides of Eq. (6.2), yielding

smod (aE*lat) + domed (aE*lat) [aE*mod _ aE*lat]
d(aE*) 63)
2
=2 (aB™) + 27 (dé*) (aE*12t) [aErmod — qE*at] + O([aE*mOd — aE*lt] ) .
a
Neglecting the higher-order terms results in
_ smod *lat
aE*mod — aE*lat + [Z 6 ] (aE ) (6.4)
d[omod—2] ' '
d(aE") G
In this way, the calculation of the energies aE*™°¢ corresponding to the continuum model requires

merely the evaluation of the quantization condition and its derivative at the given energy aE*12t,
instead of a time-demanding numerical solution of Eq. (5.5). Note also that these two values are
independent of the model 8m°dand thus they stay unchanged during a fit, thereby drastically
increasing performance.

To take into account the mass dependence, this second method needs to be modified slightly.
In this case, instead of fixing the mass to equal aM2!, the quantization condition is evaluated at a
mass aM™°4, that is Eq. (6.2) is replaced by

gmeod (aE*mOd, aM,Ide) =2 (aE*mOd, aM,rTnOd) ) (6.5)

Assuming that aM™9 s close to aM2 once again, this equation can be TAYLOR expanded in both
variables up to second order, yielding, in complete analogy with the foregoing calculation,

[Z — 6™ (aE*l, aM,lT) + (aM}Tn - aM,lr) ﬁ [Z — 6™ (aE*l, aM,lr)

sop 107 = 21 (aE*!, aM})

aE*™ = gp*l 4 , (6.6)

where, for brevity, the superscripts mod and lat are abbreviated as m and 1, respectively. The only
difference between Eq. (6.4) and Eq. (6.6) is the additional term proportional to the mass difference
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in the numerator of the latter, for the evaluation at M1t of the right-hand side of Eq. (6.4) is implicit.
The only additional information needed are the derivatives with respect to the mass.

Note again that Egs. (6.4) and (6.6) are valid only if lgE*™od _ gE*at| « 1 je., if the model
is somehow capable to describe the lattice data. Hence, in a practial application one should first
work with the full quantization condition, use it to compute the energy levels aE*™°4, and check if
they are indeed close to the energy levels aE*12t, Only then it is justified to use the approximated
versions of the quantization conditions in further work with the model.

6.2 Fitting the inverse-amplitude method

Having a look at the explicit ChPT expression as discussed in Sec. 4.1 shows that at NLO both
the pion decay constant and the P wave depend on a single LEC each, namely LN'© := {I} and
ILIZ\]LO := {I;, — 21}, respectively, while at NNLO more LECs appear: ]LII\INLO = {15, 13, Iy, rp} and
ILIZ\INLO = {11, 15, 15,75, 1, 7c}. On top of these dimensionless LECs the ChPT expressions depend on
the dimensionful quantities Fand M,.. To work in lattice units, both these parameters are given in
powers of the lattice spacing. Inserting the different orders of the ChPT P wave into Eq. (4.15) and
Eq. (4.19) yields explicit expressions for the NLO and NNLO IAM T, respectively. The corresponding
phase can be computed as SIAM — arg(T), which, in turn, allows for a computation of associated
energy levels aE*'*M via Eq. (6.6). We label the different 77 energy levels of a given ensemble as
aE,:Iat, k = 1,..., N. Each such level corresponds to a boost vector as well as an irrep (and possibly

an excitation). The associated IAM energy is denoted by aE,:IAM. Altogether, the lattice data on a
lat mod

given ensemble constitute a vector v, while the model at hand yields a vector v*°“, which are
given explicitly as
aFlt aFSPT (aF, aM,; Ly)
a M}rat a M}[AM
lat ,__ aE;lat mod ,__ aEfIAM (aF, aMy; ]LZ) 6.7
V=L dat | v =AM : (6.7)
ak; ak; (aF,aM,;1L,)
aExt aBXM (aF, aM,; 1y)

Here the pion mass is rendered a fit parameter to take into account the error of aM,lTat [167], such
that the set of fit parameters reads F = {aF}u{aM,}u L, uL,. Building on this, the y? on the given
ensemble is defined as

XZ (IF) — (vlat _ Vmod)TC—l (Vlat _ Vmod) ’ (6.8)

where C is the covariance matrix of the quantities computed on the lattice.

Since everything is defined in lattice units, the explicit value of the lattice spacing is nowhere
needed, with one exception, namely, the renormalization scale y that shows up in the pion decay
constant at both NLO and NNLO as well as in the NNLO P wave. The value of this scale needs to
be fixed to 770 MeV, both to allow for a comparison of the obtained LECs with literature values
and to allow for fitting several ensembles simultaneously. Thus, the lattice spacing creeps in via
U aj.

If several ensembles are fitted simultaneously, the total y? is the sum of terms of the form (6.8),
each corresponding to a single ensemble.! Because there is a sole value of Fin physical units, in case

!Since each ensemble has individual gauge configurations, there is no correlation between different ensembles.
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multiple ensembles share the same value of g, they also share a single fit parameter aF, otherwise
there is an individual fit parameter aF for each ensemble. That is, for each value of a there is one
fit parameter aF. Similarly, there is one fit parameter aM,; for each different value of aM,l[at (with
two values considered equal if they agree numerically and are obtained at the same value of a). In
such a global fit the set of fit parameters then reads F = {aFj};-il u{aM,, j}JA:'I uLL; uL, with A the
number of lattice spacings and A’ the number of different pion masses.

To fit the model to the data, the y? is minimized with respect to the fit parameters F. Espe-
cially at NNLO this minimization is non-trivial, for the number of fit parameters is relatively high
and there is a significant number of local minima. To avoid getting trapped in those, we use the
differential-evolution algorithm [168]. When appropriately tuned, this allows for a reliable global
search in parameter space, while needing less computation time than a Monte-Carlo algorithm.
The heuristic algorithm works roughly as follows: one starts with a population of trial solutions,
i.e., vectors in parameter space. The number of trial solutions is known as the population size.
Subsequently, the trial solutions are combined randomly into new candidates, which replace the
old ones if they yield lower values of the y2. How strong the modifications are is controlled by a
parameter known as the differential weight, while the crossover probability influences the number
of vector components of the trial solutions that are modified. This procedure is iterated, and the
process terminates if all trial solutions are close to each other, i.e., if the standard deviation of their
x?%s is as small as 1ppb of the absolute value of the mean of those y%s. To further improve the
convergence, dithering is employed, i.e., the differential weight is set anew between each iteration
to a randomly chosen value within 0.5 and 1. The population size is set to 20 [F| in a global fit to
the CLS ensembles, while it is set to 40 |F| in a fit to the HadSpec data. With the other parameters
set in this way, the crossover probability can be fixed to unity, which reduces the computation
time. The resulting fit parameters obtained in this way are fed in PowELL’s method [169] as initial
guesses, which is used to refine the results, where we aim again for a tolerance at the 1 ppb level.
We use the implementation in Sc1Py [170] for both algorithms. That this choice of algorithms
indeed yields stable fits was confirmed by repeating the minimization 100 times with randomly
drawn initial guesses. Indeed all 100 results are very close to each other, albeit there is a small
spread. To improve on this, all fit results presented later were obtained by repeating the same fit
several times and keeping the best result.> The precise choice of the parameters of the algorithms
as outlined above is the result of some tuning, i.e., repeating a fit with different parameters and
carefully observing the impact on the y? and the stability.

While the use of Eq. (6.6) instead of the full quantization condition to compute the energies
aE,:IAM speeds up the fit drastically, care needs to be taken before one draws conclusions from the
resulting minimal value of the y%. Namely, usually the y? turns out to be (at most) a few percent
larger than the one obtained using the full quantization condition. To understand this effect, note
that the LECs I, enter the y? via the energies aE,:IAM only. Ignoring the other fit parameters (for
the time being) we write symbolically y? ({aE,:IAM(]Lz)}). A fit with the full quantization condition
yields values of aE,:IAM(]Lz) such that this y? is at a global minimum; TAYLOR expanding the quanti-
zation condition means that these energies are approximated, and since we are at a minimum, this
can only increase the value of y2.3 To take this effect into account, we perform the fits with the

“To be able to obtain the same point in parameter space with high accuracy when repeating the same fit is partic-
ularly important in the case of jackknife resampling, see Sec. 6.4, for two jackknife samples differ only very slightly,
and thus result in almost identical points in parameter space.

3This argument applies as long as the increase in y? cannot be compensated for by a change of the fit parameters
in a TAayLored fit as compared to the ones resulting from a fit using the full quantization condition.
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approximated quantization condition and subsequently use the resulting fit parameters to evaluate
the full y?; the resulting values are the ones we quote in the following. Furthermore, to ensure
that the use of the approximated quantization is justified in the first place, a few individual fits are
performed both with and without the approximation, where indeed the resulting values of the fit
parameters turn out to be compatible.

6.3 Discretization artifacts

While the quantization condition is built upon finite-volume effects, it is derived in the continuum,
that is, discretization effects due to non-zero lattice spacing a are neglected. But the lattice calcula-
tions are carried out at non-vanishing lattice spacing, and thus it is likely that they are polluted by
artifacts due to the discretization. To take such artifacts into account, the quantization condition
needs to be modified. For the data at hand, the discretization procedure is tuned in a way that the
artifacts are of order a® and higher; hence, there is no need to take terms linear in a into account.
A naive ansatz is then to modify Eq. (6.1) according to

S(aE*) + ga® = Z(aE"), (6.9)

such that in the limit a \ 0 the original quantization condition is reproduced. Here g € R is
another free parameter that needs to be adjusted by the fit. This model is insofar crude as it ignores
a possible energy dependence of g, in addition, effects of higher orders in a are not taken into
account.

Note that a has mass dimension —1, so that g is a dimensionful parameter. It is convenient to
render it dimensionless by introducing a quantity with mass dimension 1, for example the pion
decay constant in the chiral limit, F (this choice is in principle arbitrary, but well-suited for our fits
that already incorporate aF as a fit parameter):

8
ga® = 7 (aF) = g(aP)*, (6.10)
where g was redefined to absorb the factor F~2, thereby obtaining

S§(aE™) + g(aP)z = Z (aE"). (6.11)

Now both g and aF are dimensionless.?
Based on Eq. (6.11) it is straightforward to generalize Eq. (6.4). To this end, Eq. (6.2) needs to
be replaced by

smod (aE*mOd) + g(aF)2 =2 (aE*mOd) ) (6.12)
TayLOR expanding both sides around aE*1at yields
2, — smod] (,p*lat) _ g(aF)2
qE*mod _ o pxlat [ d[(smo]d (Z] ) . (6.13)
- *lat
d(aE") (aE*2)

4Usually, aF = 0(1072), so as long as it is not multiplied by a large number, it is always possible to TAYLOR expand
any relation involving aF around aF = 0. When the energy dependence of the coefficient multiplying (aF)? in such
an expansion is neglected, Eq. (6.11) is reobtained in this way even if initially the lattice artifacts are modelled in a
different way, e.g., as cot[6(aE*)] + ga* = Z (aE"), by merely redefining g.
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Now the coefficient in front of (aF)? depends on the energy E*2t. Since the energy dependence
of this coefficient was ignored anyway in the inital ansatz (6.9), it might as well be ignored here,
resulting in

[Z _ 5mod] (aE*lat)

d[smod_2, .
[d(aE*) ] (aE lat)

qprmod _ ,plat | + g(aF)2 , (6.14)

where, again, g was redefined. Equation (6.6) might be modified in the exact same way.
By the same logic, we can try to model lattice artifacts in the pion decay constant by adding a
term to Eq. (4.11), resulting in

2 2
@ (e

aF,=aF|1+ F, 5 5
16772 (aF) 1672 (aF)

2
) ]+ gr(aF)?, (6.15)

with gr another new dimensionless fit parameter.

6.4 Error analysis

Altogether there are four different sources of errors: the statistical one stemming from the data,
the error of the lattice spacing a, the error of the literature value of F (that is needed in the fit to
the HadSpec data), and the error due to the truncation of the chiral expansion. In the following,
we address these kinds of errors one by one.

6.4.1 Statistical error of the data

To determine the statistical error stemming from the lattice data, jackknife samples are drawn from
the data and the fit is repeated on all those samples. If several ensembles with a different number of
underlying bootstrap samples are fitted at once, the data first need to be resampled via a parametric
jackknife, such that each ensemble has the same number of samples.
To be precise, first focus on a single ensemble. It contains N two-particle energy levels aE,:lat,
k =1,..., N, compare Eq. (6.7). In fact, as illustrated in Fig. 5.2 each of these energy levels consists
of G € NN values, where each value corresponds to a bootstrap sample of the underlying gauge
configurations: Ej = {aE*l, s aE,:G}, with aE,:lat = zle aE,:b/G the mean of those values. The
corresponding entries of the covariance matrix C appearing in Eq. (6.8) are computed using the
standard estimator o
Gj= ﬁ 2 (aEi*b - aEi*lat) (aE]-*b - an*lat) : (6.16)
To discuss the error analysis in detail, it is expedient to focus on one two-particle energy level
and abstract away the details. That is, instead of Eg, consider for the time being a set X =
{X1, ..., Xg} containing G outcomes of a random variable X. Usually, to attempt an error analy-
sis the bootstrap is applied. That is, B € IN bootstrap samples X’ := {X{’, ...X(b;}, b=1,..,Bare

generated, where each ng’ is drawn randomly and uniformly with replacement from X (that is, the
a priori probability that Xg equals X; is 1/Gfor all g,k € 1,...,G, and b € 1... B). On each boot-

strap sample the mean )_(b = zgzl Xé’ /G is computed. The variance of the bootstrap means is an
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estimator of the variance of the mean. That is, for sufficiently high B,

2

1 b — 1 5
ﬁ £ ( - E Z ) = Var ] (617)
=1 c=
holds.
Coming back to the fit at hand, the aforementioned procedure would be applied to each energy
level Eg, yielding B outcomes {aEl lat, b, . *lat b} b =1,...,B. On each such outcome the fit can

be repeated, each time resulting in different Values of the ﬁt parameters. Their errors can then be
estimated via the covariance matrix of the B different sets of parameter values.

However, in the scenario at hand this approach fails. This is due to the fact that the values
aE,’;k"t are often very close to a pole of the quantization condition. The underlying set E; might

contain a significant number of values located on the other side of the nearby pole compared to

the central value aE,: , see Fig. 5.2. Hence, some of the bootstrap samples will yield values aEklat b

that are separated from the true mean aEklat by a pole, thereby being associated with completely
different values of the scattering phase. In this way, the error would be drastically overestimated.

To circumvent this problem, the bootstrap is replaced by a jackknife. Consider the general
random variable X investigated before. The G jackknife samples are generated via deleting single
values Xi: X := {X1, X, ..., Xj_1, Xjy1, Xjy2, ..., X5} Again the means )_(] are computed and used

instead of the bootstrap means Xb . The following results are readily established [167]: the mean of
the means of the jackknife samples equals the mean of the original data,

G
1 - —
e Z X;=X. (6.18)
j=1
Furthermore,
- — 1 _
Xi—-X= m(X—Xj) (6.19)

holds, which can be used to compute the variance of the jackknife means, resulting in

G
1 = =2
— Y (X-X ——Var[X]
=" ar?(.
((;—1)2V X

Here Var[X] = Var[X]/G is used. Hence, to obtain the variance of the mean, the variance of the
jackknife means needs to be multiplied by a factor (G — 1)?/G =: €. Comparison with Eq. (6.17)
shows that this is precisely the factor that relates the variance of the jackknife means with the
variance of the bootstrap means.

Carrying this over to the fit at hand, the procedure reads as follows: instead of bootstrap
samples, G jackknife samples of each energy level are drawn. That is, there are G outcomes
{aEf’lJ-at, ...,an*\,lf‘jt}, j = 1,...,G, where aE,:};‘t denotes the mean obtained using the j-th jackknife
sample. Since the variance of these means is a factor 1/& = 1/G smaller than the variance of the
bootstrap means, the risk of jumping over poles in the quantization condition is drasticly reduced.
The fit is repeated on all G different jackknife samples, the covariance matrix of the fit parameters
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can then be computed in the standard way. However, according to the foregoing discussion the
matrix obtained in this way needs to be multiplied by the factor .

In addition to the energy levels, the pion decay constants and masses are fitted, if available.
Often, the individual values of these parameters on the Gbootstrap samples of gauge configurations
underlying the two-particle energy levels are not available. Instead, a central value with an error is
given, e.g., aF2t + AaF2'. To include this error in the analysis, for each jackknife sample j, a value
aF}T"?; is drawn from a normal distribution with mean aF,lTat and standard deviation AaF,l{"t /€. This
value is subsequently used in the fit. That is, a parametric bootstrap is employed, but with the
standard deviation downscaled to match the discrepancy between Eq. (6.20) and Eq. (6.17). This
is dubbed parametric jackknife in the following. The same procedure is applied to the masses
aMBRt + AgMat,

In a simultaneous fit to several ensembles, the situation is slightly more complicated. This is
due to the fact that the ensembles often differ in the number G of underlying bootstrap samples of
gauge configurations. However, this number is hardwired into the jackknife, as the omnipresence
of the factor @ illustrates. To obtain the same factor on all ensembles, the strategy described in
Ref. [87] is used: on each ensemble the covariance matrix C is computed via Eq. (6.16). Then, one
fixes a number | € IN of desired jackknife samples. Subsequently, on each ensemble J samples
{aET ,ljf“t, s aEI*\,l:“jt}, j = 1,..., J are drawn from a multivariate normal distribution with covariance
matrix C/ 7 /G, with 7 == (J—1)?/J. That is, a parametric jackknife is applied again. The additional
division by G is necessary, for the diagonal entries of C correspond (in the language developed
previously in the discussion of the general random variable X) to Var[ X], but here we are interested
in Var[X], see also Eq. (6.17). The fit is then repeated on all ] samples and the results obtained in
this way need to be rescaled by the appropriate power of 7.

6.4.2 Error of the lattice spacing

As already alluded to in Sec. 6.2, the numerical value of the lattice spacing a enters the fit only via
the renormalization scale , if the pion decay constant is fitted. If the decay constant has not been
computed on the lattice (as it is the case for the HadSpec data), the lattice spacing also enters in
the translation of the literature value of F into lattice units.

Since in lattice-QCD computations everything is computed in powers of a, the determination
of a, called scale setting, is a non-trivial task. As a matter of fact, a cannot be determined exactly,
but carries an error on its own. This is why we have deliberately designed the fit in a way that
the impact of the lattice spacing is as small as possible. There are several ways to set the scale.
The CLS collaboration employs two different methods [166]. Strategy 1 uses the WiLson flow as
suggested by LUscHER [171], while strategy 2 sets the scale via combinations of decay constants.
The resulting values are incompatible within their errors, already hinting at how error-prone scale
setting is. Strategy 1, the one preferred by the authors of Ref. [166], is based on a dimension two
quantity t, evaluated at the symmetrical point m, = my; = mg (with mg the mass of the strange
quark). In Ref. [166] the reference value is determined as Tgef = \/8_1‘0 = 0.413(5)(2) fm, where the
first error is statistical and the second systematical. In addition, for each lattice spacing, the value of

ty/ a? is given, denoted in the following as T(l)ag, k = 1,2,3. These values are only weakly correlated,

however, the correlations of the resulting values a; = T/, [8Téa,§ are significant, because the
reference value is common to all of them. To take this correlation into account, we parametrically
draw samples of the form {ng;f, Tgf‘fj, Téf‘ztj, Téfgtj (where j indicates the sample), compute on each
sample the three lattice spacings and estimate their covariance in the standard way. In doing so,
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we draw the samples from a normal distribution, adding the statistical and systematical errors in
quadrature. Contrarily, we approximate the covariance matrix of strategy 2 as diagonal, with the
errors given in Ref. [166]. It is worth noting that strategy 1 requires a slight shift in both the
pion masses and the decay constants. However, in the computation of the CLS 7 energy levels
in Ref. [36] the shifts of the pion masses were not taken into account, and thus throughout our
analysis of CLS data we use non-shifted values. Strategy 2 does not suffer from this problem.

HadSpec determines the two lattice spacings via the mass M, of the Q baryon. To that end,
aMg is computed on each ensemble [82, 172]; dividing by the experimental value [9] yields the
value of the lattice spacing. Again both values are correlated due to the common experimental
value, which we take into account by resampling, although the resulting off-diagonal entries of the
covariance matrix are suppressed by an order of magnitude compared to the diagonal ones, for the
error of the experimentally determined Q mass is small.

To incorporate the error of the lattice spacings ax, k = 1,..., K, a corresponding fit parameter
a,fjt is introduced for each lattice spacing. This fit parameter is used instead of the value obtained
from the lattice to translate the renormalization scale into lattice units (and the literature value of
F, if required). Furthermore, the term

K

Xcg = Z (aj — a]ﬁt) (Ca_l)jk (ak — a,fjt) (6.21)
jk=1

is added to the y?, with C, the covariance matrix of the lattice spacings on the different ensembles.
That is, the replacement

XZ [ X2|aHaﬁt + )(az (6.22)

is performed. Via a parametric boostrap several samples {akj}i(:l (with j labeling the sample) are
drawn from a multivariate normal distribution with covariance matrix C, and the fit is repeated
for each such sample. From the different fit results the errors can be obtained via the standard
estimators.

6.4.3 Errorof F

In the fit to the HadSpec data, F,/Fis set to the Ny = 2 + 1 FLAG average [47, 173-177], while F is
fixed to its Particle Data Group (PDG) value [9] to obtain F = 86.89(58) MeV. To include this error
in the fit, a fit parameter F fit is introduced and the replacement

2
F‘—Fﬁt) (6.23)

2 2
+
X x ‘FHFﬁt ( AF

is performed.

6.4.4 Truncation error

Lastly, we address the error arising due to the truncation of the chiral expansion at NLO or NNLO.
To this end, we utilize the approach of Ref. [178]. Consider a perturbative expansion of some
quantity X in powers of an expansion parameter o < 1:

X=Xo+X + X+ = ixk, X =0(a"). (6.24)
k=0
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In practice, the expansion often needs to be truncated. The question arises how to estimate the error
A X associated with the truncation at order k without calculating terms of higher order. Noting that
missing terms after a truncation are at least one order in « higher, the idea is to use the recursion

AX; = max{aAXj_1, | X — X1}, k>0, (6.25)

with AX_; := 0 and X_; := 0 for notational convenience. This recursion can be solved to obtain

k
AX = max {7 |X; - X4} (6.26)
j=0

That is, we compute all differences of two adjacent terms multiplied by the appropriate power of
and maximize, with the absolute values inserted to obtain positive quantities.

In the scenario at hand, the ChPT expansion of the P wave has two expansion parameters:
o = M2/ Mg and ay = s/ Mg. Here the breakdown scale is set to M, for the p is the lightest
resonance in this partial wave and plain ChPT does not incorporate resonances. While the IAM
improves the s dependence via unitarization and allows for a description of the p, it does nothing to
improve the M,; dependence of the amplitude. Hence, we take only ¢ into account. Noting that the
NLO IAM corresponds to the lowest order in our formalism and the NNLO IAM to the subsequent
order, Eq. (6.26) yields

AXNLo = 1 [ XNLol s

¢ (6.27)
AXnNLo = max {af XNLo» @1 [XNLo — XnLol} s

with Xqnnio the quantity as obtained from the (N)NLO IAM. This is an educated guess of the
truncation error; in particular, due to the non-perturbative nature of the IAM an observable does
not really decompose like X = Xy10 + XnNLo + -

6.5 Results

6.5.1 CLS

First, we discuss the fits to the CLS data. We fit all ensembles listed in Table 5.1 except for N401
simultaneously, once using the NLO IAM, once the NNLO one. A simultaneous fit to ensembles that
differ in pion mass has the huge benefit that the data constrain not only the energy dependence,
but also the dependence on the pion mass. At NLO only two LECs show up, one in the P wave and
one in the decay constant, which can be fixed even if only data at a single pion mass are available.
However, to fix the LECs at NNLO it is crucial to control the pion mass dependence, because some
LECs are mainly sensitive to the mass, see, e.g., 7, in Eq. (4.8). For the time being we rely on strategy
1 to set the scale, see Sec. 6.4.2.

In the NNLO amplitude the LEC [5 shows up, which relates the pion mass to its value M in LO
ChPT. Since no information about this value enters our analysis, NNLO fits with [5 as a completely

free parameter are not stable. Accordingly, we constrain I to be close to its literature value lg’ht =

0.8(3.8) x 1073 [162] by adding a term [(}; — g’ht)/Alg’ht]2 to the y?, which indeed renders the fit
stable. The resulting LECs are shown in Tables 6.1 and 6.2, while a comparison of the fit with the
data of a single ensemble is depicted in Fig. 6.1. Moreover, in Fig. 6.2 the covariance matrix of
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fit

Ref. [162] FLAG [47]

(I — 2I) x 103

I x 103

12.62(25)(0) 9.9(1.3)  19(17)

—2.6(1.1)(0.2) 6.2(1.3)  3.8(2.8)

Table 6.1: The LECs obtained from a global fit of the NLO IAM and the pion decay constant to the
CLS ensembles. While the first error arises due to the statistical error of the lattice data as discussed
in Sec. 6.4.1, the second corresponds to the error of the lattice spacing, see Sec. 6.4.2. These values
are to be compared with the ones extracted from ChPT analyses as given in the second column and
from N; = 2 + 1 lattice-QCD computations [47, 173-177] given in the third column.

fit

Ref. [162] Refs. [65, 153]

I x 10°
Iy x 10°
I x 10°
I x 103
¥y X 106
1y X 108
re X 108
rE X 10°

—6.1(1.8)(0.1)
2.58(90)(7)
0.776(65)(4)

—33(13)(0)
28(12)(1)

—4.8(2.6)(0.2)
2.1(1.3)(0.1)
2.7(1.2)(0)

—4.03(63)
1.87(21)
0.8(3.8)
6.2(1.3)

13
—9.0

1.1

0

Table 6.2: Same as Table 6.1, but with the NNLO IAM instead of the NLO one. Since the NNLO
LECs are notoriously difficult to determine [162], in the absence of precise literature values we fall
back to resonance saturation estimates [65, 153] that are shown in the last column. Note that these

estimates are uncertain.
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Figure 6.1: The result of the simultaneous fit of the NNLO IAM to the different CLS ensembles
compared to the data of the ensemble of lowest pion mass, D101.

the LECs obtained in the NNLO fit is visually presented. Clearly, several LECs are heavily (anti-)
correlated, e.g., I[{ and r..

Since the unitarization in the construction of the IAM amounts effectively to a resummation of
iterated 7 scattering, the values of the LECs when used with the IAM are expected to differ from
their values in plain ChPT, for the latter does not incorporate this rescattering [58, 154, 179, 180].
Hence, the small deviations of the values obtained in the fits from the literature values come at no
surprise, with one exception: there is a huge discrepancy in [, which amounts to 5.1c at NLO and
30 at NNLO. On the other hand, the NNLO LECs agree qualitatively rather well with the rough
estimates via resonance saturation.

To judge the quality of the fits, in Table 6.3 we do not only display the y?/dof but also the
BayEsian information criterion (BIC) that is defined as

BIC := y? + [F|In(N), (6.28)

with N the total number of data points fitted and |F| the number of fit parameters [181]. Neither
at NLO nor NNLO the y?/dof is fully satisfactory. Nevertheless, it decreases significantly when
increasing the order, and thus clearly favors the NNLO fit. Moreover, despite the factor |F| in
Eq. (6.28) that punishes the introduction of additional fit parameters, the BIC decreases by 22 when
going from NLO to NNLO, and therefore providing strong evidence in favor of the NNLO fit [181].

As described in Sec. 4.2, the IAM exhibits the p pole on the second RIEMANN sheet, whose
position and residue can be determined numerically via Eq. (2.34) and Eq. (2.36) given the fit values
of the LECs. The mass M,, width I';, and coupling g, of the p resonance can subsequently be
extracted using Eq. (2.30) and Eq. (2.33). Here the subscript of the coupling g, indicates that this
is the coupling of the p to two pions. The p characteristics computed in this way are shown in
Table 6.3 at the physical point, which is defined by the PDG value of the pion mass here and the
following. For comparison they are accompanied by the results of a thorough dispersive analysis of
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Figure 6.2: The covariance matrix of the LECs obtained in a global fit of the NNLO IAM and pion
decay constant to the CLS ensembles. Each blue point is the value on one jackknife sample, in red
the ellipses correspoinding to the 1o confidence intervals are shown. To obtain the statistical errors
given in Table 6.2, the scaling factor discussed in Sec. 6.4.1 needs to be taken into account.
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NLO NNLO Refs. [9, 47, 173-177, 182]

x?%/dof 216/(122 -9) =191  165/(123 —15) = 1.53

BIC 259 237

M,/MeV  761.4(5.1)(0.3)(24.7)  749(12)(1)(1) 763.7+11

T,/MeV  150.9(4.4)(0.1)(4.9) 129(12)(1)(1) 146.47%9

Re(gyrr)  5.994(54)(0)(194) 5.71(23)(2)(1) 5.9870:07

—Im(g,ry) 0.731(21)(0)(24) 0.46(14)(2)(1) 0.5670:7

F/MeV 88.27(0.23)(0.04)(2.86)  93.5(2.3)(0.1)(0.2) 86.89(58)

Table 6.3: A comparison of the NLO and NNLO fits to the CLS data. In addition to the quality
of the fit, the p characteristics at the physical point as well as the obtained value of F are shown.
The errors are as in Table 6.1, additionally, the third error is the one arising from the truncation
as discussed in Sec. 6.4.4. For comparison, the p characteristics from a dispersive analysis [182] as
well as the value of F as computed in Sec. 6.4.3 are listed in the last column.

experimental data [182] that makes use of Roy-like equations. The p properties are compatible with
the literature values within their statistical error at both orders, the most significant discrepancies
being the 2.20 deviation of Im(g,,) at NLO and the 1.40 one of the width at NNLO.

In addition, by inverting Eq. (4.11) we can compute Fin physical units given the obtained values
of the LECs as well as the PDG values of M,; and F; [9]. The results and the literature value are
shown in Table 6.3, too. This time the NLO result is compatible with the literature value only if the
truncation error is taken into account. Contrarily, there is a 2.8¢0 discrepancy at NNLO.

In Fig. 6.3 we show the phase of both fits at the physical point in comparison with the one
obtained in another dispersive analysis of experimental data [183]. Both results overlap within
their error bands with the reference phase in almost the entire depicted energy range, with a very
tiny deviation of the NNLO IAM towards the end of the resonance region and a modest deviation
of the NLO result towards high energy values, which are anyway beyond the region of the p.

Finally, we can study the pion-mass dependence of the main observables at hand, namely the
p properties as well as the pion decay constant, as depicted in Fig. 6.4. First, note that the error
bands get significantly narrower at NNLO as compared to NLO, for the truncation error decreases,
an effect that gets particularly enhanced at large pion masses due to the increase of the expansion
parameter a4 in Eq. (6.27) with growing pion mass. Second, the p gets only slightly heavier when the
pion mass is increased, while the coupling stays almost constant. This directly explains the rapid
decrease of the width with growing pion mass, for the decrease in available phase space is not at all
compensated for by an increase of the coupling strength. These findings confirm the behavior that
was conjectured in Ref. [89] based on the NLO IAM and subsequently observed in Ref. [94]. Third,
there is a mild decrease of M, at large pion masses at NNLO. This contradicts expectations from
phenomenology: the KAWARABAYASHI-SUZUKI-FAYYAZUDDIN-R1AZUDDIN (KSFR) relation states
that [184, 185] (see also Ref. [186] for the form given here)

M? = 2g5,,FZ, (6.29)
which is clearly violated by the observed pion-mass dependence of the NNLO amplitude at high

energies. Moreover, the p can be described rather well as a quark-antiquark state, which also points
towards an increase in M, with increasing quark masses [187].
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Figure 6.3: The phase obtained in global fits to the CLS ensembles extrapolated to the physical
point. Both the result of the NLO and NNLO fit are shown including their error bars, whose color
encoding is described in detail in Fig. 6.4. In addition, the result of a dispersive analysis [183] is

depicted in black.

Altogether, there is a discrepancy in Ij both at NLO and NNLO, a tension in Im(g) at NLO and
inT, at NNLO, as well as deviations in both Fand M, at NNLO, the latter being visible at high pion
masses. Moreover, the fit quality in terms of y2/dof is not satisfactory. To check if these issues
might be related to the scale setting, we re-perform both the NLO and NNLO fit, but this time using
strategy 2 to set the scale, see Sec. 6.4.2. At NLO we obtain y?/dof = 213/(122 — 9) = 1.88 and
at NNLO y?/dof = 165/(123 — 15) = 1.53; comparison with Table 6.3 shows that there is a tiny
improvement at NLO and none at NNLO. The resulting LECs are compared with the previously
obtained ones in Table 6.4 and Table 6.5. Clearly, the value of [} is still off, although the distance to
the literature value decreases.

One might wonder if it is possible to enforce the literature value of [ by adding a constraint
[(Ih x 10% — 6.2)/1.3]? to the y? of strategy 2. However, this worsens the y? at both orders, and,
moreover, the improvement in j (0.4x 107> at NLO and 5.4x 10> at NNLO) is compensated for by a
deterioriation of I, which equals —0.21x 1073 at NNLO, suddenly being in conflict with its literature
value, a change that is in agreement with the correlation of —98 % of both LECs in the strategy-1
fit, see Fig. 6.2. A similar trade-off can be observed at NNLO with respect to the observables. While
the value of Fis shifted from 90.8 MeV to 86.5 MeV closer to its literature value, the p pole at the
physical point moves from (755 — 64i)> MeV? to (807 — 77i)> MeV?, the mass of the latter being way
too high. Hence, the inconsistency between scale setting via strategy 1 and the energy levels due
to the omission of the pion mass shifts—see Sec. 6.4.2—alone does not explain the issues plaguing
the strategy 1 fit results.

The observed trade-off between F and the p pole hints at a tension between the data on the
pion decay constant and the 77 energy levels. To investigate this further, we use Eq. (4.11) in its
inverted form—that is, F as a function of F, and M,—to fit the decay constant as a function of the
pion mass. At NLO there are two fit parameters, namely Fand [, while there are six at NNLO. This
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Figure 6.4: The pion-mass dependence of the pion decay constant as well as the properties of
the p resonance as extracted from global fits to the CLS ensembles, both at NLO and NNLO. The
physical point is indicated by dashed vertical lines. Since—in an attempt to diminish the effect of
the scale setting—the pion decay constant is plotted in units of F and the value of this quantity at
the physical point differs at NLO and NNLO, there are two such lines in the corresponding plot. In
each plot, the error band of highest color saturation corresponds to the combined statistical error of
the data and the one of the lattice spacing, the slightly less saturated one represents the truncation
error, and the least saturated one the total error. For comparison the black ranges denote reference
values at the physical point, namely the p properties taken from Ref. [182] and the pion decay
constant as in Sec. 6.4.3.

strategy 2 strategy 1 Ref. [162] FLAG [47]

(L —2)x10°  12.64(25)(1)  12.62(25)(0) 9.9(1.3)  19(17)
I; x 103 —2.0(1.1)(0.2) —2.6(1.1)(0.2) 6.2(1.3)  3.8(2.8)

Table 6.4: The LECs obtained in a simultaneous fit to the CLS ensembles using the NLO IAM and
strategy 2 to set the scale. These are to be compared with the ones of the strategy-1 fit. See Table 6.1
for further explanations concerning the errors and the literature values.
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strategy 2 strategy 1 Ref. [162] Refs. [65, 153]

Ix10% -25 —6.1(1.8)(0.1)  —4.03(63)

Bx10% 148 2.58(90)(7) 1.87(21)

L x10°  0.822 0.776(65)(4)  0.8(3.8)

Ix10% —16 —33(13)(0) 6.2(1.3)

r,x10% 17 28(12)(1) 13

n,x10% —1.7 —4.8(2.6)(0.2) —9.0

r.x10%  0.24 2.1(1.3)(0.1) 1.1

rix10% 1.4 2.7(1.2)(0) 0

Table 6.5: Same as Table 6.4 but for NNLO fits. See also Table 6.2.

strategy 2 strategy 1 strategy 1 (shifted) reference

F/MeV 87.72(87) 82.51(84) 82.48(93) 86.89(58)
I x10° 08(1.0)  1.3(1.0)  1.3(1.1) 3.8(2.8), 6.2(1.3)

Table 6.6: The results of fits to the CLS pion decay constants as a function of the pion mass. The
obtained values of the LECs are displayed for the three different strategies to set the scale. Their
errors incorporate the statistical error of both czF,lTat and aM}Tat. The reference value of Fis as in
Sec. 6.4.3, the first one of [ is taken from the lattice [47, 173-177], and the second one of Ij from
phenomenology [162].

makes NNLO fits impossible, for there are only four data points. Moreover, the values are obtained
at three different lattice spacings, and thus we are forced to set the scale before we are able to fix
the two parameters at NLO via a fit. We do this three times: once via strategy 2 and twice via
strategy 1, both with and without the shifts of the pion masses and decay constants. The results
are displayed in Table 6.6 and Fig. 6.5. Clearly, in case of strategy 1 it does not make a significant
difference if the data are shifted or not. Independently of the strategy, the obtained value of [j is in
tension with the value from phenomenology, while it survives the confrontation with the lattice
reference value, both because the central value of the latter is smaller than the one of Ref. [162] and
because its error is larger. However, only strategy 2 yields a value of F that is compatible with the
one from literature. Note that this analysis does not incorporate the error of the lattice spacings.
The tension is likely to decrease somewhat if this error was included, for this would increase the
error of the results.

Based on these observations we draw the following conclusions: on its own, the CLS pion
decay constants seem to be compatible with NLO ChPT, for at least strategy 2 yields compatible
outcomes. Nevertheless, there is some tension. Moreover, the differences between strategy 1 and
strategy 2 hint at a non-negligible impact of the scale setting. However, as soon as the 7 energy
levels are included, it becomes impossible with our model to simultaneously obtain results of Fand
the p pole at the physical point that agree with literature values. More specifically, a satisfactory
p pole at NNLO enforces values of F that are too high. To achieve these large values of F the fit
pushes [ far away from its literature values. The problem seems to be, at least partly, with the 7z
energy levels, for on its own the pion decay constants allow for values of [; that are significantly
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(a) Strategy 1. The green curve shows the result of a (b) Strategy 2. As in the strategy-1 fit, the error band
fit to the non-shifted data, while the outcome of a fit is associated with the error of aF2t and aM2t.

to the shifted data is shown as a gray overlay. Both

results are almost indistinguishable.

Figure 6.5: The CLS pion decay constants compared to fit results. Again, the physical point is
indicated by vertical gray lines; furthermore, the PDG value of F;, [9] is shown in black.

closer to the literature. This all points towards the influence of artifacts that are associated with
the lattice computation, e.g., discretization artifacts.

Hence, we include two additional parameters g and gr in the strategy-1 IAM fit to model dis-
cretization artifacts in the crude way described in Sec. 6.3. At NLO, this improves the fit quality
considerably, reducing the y? to y?/dof = 183/(122 — 11) = 1.65, to be compared with Table 6.3.
Even in the absence of lattice artifacts this would have come at no surprise, for the NLO fit is rather
rigid, with initially only two LECs as fit parameters. Our modeling of the discretization artifacts
effectively doubles the number of fit parameters and renders the fit much more flexible. Neverthe-
less, it is reassuring to observe that [; = 2.4 x 1074 gets pushed closer to its literature value, while
gr = —2.0 is sizable, and F = 87.7 MeV is even closer to its literature value than before. However,
g = 0.69 comes out small and the p pole deteriorates, reading (729—66i)> MeV? at the physical point,
hinting at the fact that our modeling of the lattice artifacts—especially in the 7 energy levels—is
too crude to improve the situation. At NNLO, the y? does not change significantly, so that the
additional fit parameters worsen the y?/dof to become y?/dof = 165/(123 — 17) = 1.56. That is,
the NNLO expressions do have sufficiently many free fit parameters to mimic the lattice artifacts,
such that the unrefined parametrization of discretization artifacts does not yield an improvement.
A more detailed understanding of the lattice artifacts would be necessary to completely settle this
issue.

Coming back to the discussion in Sec. 4.3, we note that it is very likely that the discrepancies
observed in the CLS fits are too large to arise solely from the use of an SU(2) formalism that ignores
the kaon. For example, the shift observed in Table 6.6 in F when switching from strategy 2 to 1
is at the 6 % level, and thus larger than the kaon-mass effects described in Sec. 4.3. Similarly, the
discrepancy in F at NNLO shown in Table 6.3 is too large to plausibly hint merely at kaon-mass
effects.
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fit Ref. [162] FLAG
(I —2)x10°  12.908(59)(68)(99) 9.9(1.3)  19(17)

Table 6.7: The single LEC as fixed by a fit of the NLO IAM to the three ensembles by HadSpec.
The first error is associated with the statistical error of the data and the second one with the error
of the lattice spacing as in Table 6.1. On top of this the third error encompasses the error of the
literature value of F. The reference values are as in Table 6.1, too.

fit Ref. [162] Refs. [65, 153]
I x10°  —4.17(85)(24)(32) —4.03(63)
Bx10%  1.44(25)(13)(18) 1.87(21)
r,x 10 11.5(2.0)(0.4)(0.6) 13
n, x 10%  —4.39(84)(25)(25) -9.0
r,x10%  0.97(0.43)(0.12)(0.16) 1.1

Table 6.8: The LECs determined by fitting the NNLO IAM to the HadSpec ensembles. For an
explanation of the errors see Table 6.7 and for the reference values consult Table 6.2.

6.5.2 HadSpec

Second, we discuss the fits to the data by HadSpec. While the CLS data cover five different pion
masses, the older data by HadSpec are obtained at two different masses, thereby reducing the
control of the pion-mass dependence, see Table 5.1. To obtain stable fits despite these limitations,
the LEC [ has to be fixed to its literature value, i.e., [5 = 8.2 x 1074 [162]. In addition, the settings of
the differential-evolution algorithm need to be more lavish as described in Sec. 6.2. Since the pion
decay constant on the ensemble of lower pion mass is not available, we do not fit the pion decay
constant at all, but treat F as outlined in Sec. 6.4.3. Note that if instead the ensemble of lower pion
mass were to be excluded from the fit (as we did with the CLS ensemble N401), data at merely one
pion mass would be left, thereby making it impossible to control the pion-mass dependence that is
crucial to obtain stable fits at NNLO. Furthermore, since the literature value of Fis given in MeV, it
needs to be translated to lattice units via multiplication by the lattice spacing a. Thus, the impact of
the error of the spacing a gets enhanced as compared to the CLS fits. The resulting LECs are listed
in Table 6.7 and Table 6.8, the fit quality and p properties at the physical point in Table 6.9, and the
phase at the physical point as well as the pion-mass dependence of the p characteristics are shown
in Fig. 6.6. Clearly, for several quantities the largest source of uncertainty arises from the lattice
spacing a in accordance with its more dominant role. While the LECs are fairly compatible with
the literature, the p pole at the physical point at NNLO deviates considerably from its literature
value. This goes hand in hand with the observation that the phase § at the physical point is better
at NLO than at NNLO. However, there is no decrease of M, at high pion masses, contrarily to the
results of the CLS fit.

It is worth comparing the results at NLO to the ones of Ref. [59]. There the authors fitted
the NLO IAM to the lightest ensemble only, obtaining y?/dof = 1.26 and a p pole at the physical
point corresponding to M,, = 755(2)(1)1%0 MeV and T, = 129(3)(1)ﬂ MeV. However, this analysis
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Figure 6.6: Same as Figs. 6.3 and 6.4 but for global fits to the ensembles by HadSpec. The error band
corresponding to the statistical error of the data includes the impact of the error of the literature
value of F.

NLO NNLO
x?/dof 124/(52 — 4) = 2.58 75/(52 — 8) = 1.70
BIC 140 106

M,/MeV  752.1(2.0)(2.4)(1.2)(24.4)  737.8(3.8)(5.4)(0.6)(0.8)
T,/MeV  1452(1.2)(1.4)(0.7)(47)  128.5(0.9)(1.9)(0.1)(0.5)
Re(gorr)  5.937(12)(14)(20)(192)  5.765(51)(17)(0)(6)
—Im(g,.,) 0.7089(44)(51)(74)(230)  0.426(12)(10)(7)(9)

Table 6.9: The quality of the fit as well as the p properties at the physical point for both the NLO
and NNLO fit to the ensembles by HadSpec. The errors arise, in order of appearance, due to the
statistical error of the data, the error of the lattice spacing, the error of the literature value of F, and
the truncation error.
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is flawed for the IAM was expressed in terms of F,, instead of F. To take into account the pion-
mass dependence of the former, the LEC [j appearing in Eq. (4.11) at NLO was kept as a free fit
parameter, resulting in [; = —28(6)(3)71, x 1073, That is, the parameter [; that is supposed to
describe the physics associated with the decay constant was adjusted to parametrize the 7z Pwave.
This amounts at best to the inconsistent incorporation of a spurious higher-order effect into the
IAM; note that I does show up in the P wave neither at NLO nor NNLO, see Sec. 4.1. In this
way the number of fit parameters was doubled, and thus the fit became sufficiently flexible to
describe the data of only a single ensemble rather well and yielded a comparatively low value of
x?/dof. Unsurprisingly, the resulting values of both [; and T » are in conflict with literature. Perhaps
coincidentally the shift in [} shows the same tendency as the one observed in our fits to the CLS
data.
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Part 111

Pion-mass dependence of y*)r — mr

This part is an expanded version of Ref. [188].

83



Chapter 7

Continuum scattering amplitude

Now that we are equipped with a potent description of the 7x — 77 P wave, namely the IAM,
we are in a position to construct a continuum model of the y(*)ﬂ — 7t amplitude, again focusing
on the P wave. First, in Sec. 7.1 we define the amplitude in a precise manner, relate different
representations of the amplitude, and introduce several observables. Second, in Sec. 7.2 we discuss
the KT equation for this process. Lastly, in Sec. 7.3 we describe how to control the pion-mass
dependence and extract the anomaly.

7.1 Y — 7w scattering amplitude

Before defining the y(*)ﬂ — 77 scattering amplitude, we must be precise about the involved pion
states. Single pion states |r, k) are characterized by their momentum k and normalized in the
standard manner [189], i.e.,

(m,k|m, k) = 20, (27)° 5@ (k — k). (7.1)

Here the notation is as in Sec. 3.2.1. They are associated with an infinite-dimensional unitary
representation U of the POINCARE group, which assigns to each element (A, a) of the latter the
unitary operator U(A, a), where a € R? represents a translation and A is a LORENTZ transformation.
This operator acts on the pion states as [11]

U(A,a) |, k) = e7% |z, Ak). (7.2)

Here Ak = (Ak)je . with e,j =123, the customary basis vectors of R3. For brevity, we write
U(A) :== U(A,0). Consider now a scenario similar to the one outlined in Sec. 3.2.1, namely two
pions with individual four-momenta k, k’, and total four-momentum P = k+k’. They are described
by the product state |z, k, k”) := |r, k) ® |, k’), which is related to the state |7, k™) ® |7, k’*) in the
CM frame by a LORENTZ transformation AgAg, where Ap is a LORENTZ boost in the x> direction
and Ag is a rotation, such that P = ARAgP*. That is,

. k) ® | k') = U(ARAp) |, k™) @ U(ARAp) |, k™)

7.3
= |m, ARABk™) ® |, ARAk’™), @3

with k" = (wy, —k™). Since both A and Ap are determined by P, we can choose Pand Q; instead of
labeling the two pion states by the six quantum numbers k and k’, with Q. as defined in Sec. 3.2.2.
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That is, we write |77, P, Qf) := |7, k) ® |7, k). In full analogy to Eq. (3.11), we can decompose these
states into a partial-wave basis!

co
‘mr, P, Q,:) = Z Z \/EYZ’:n (Q,:) |, P, 1, m), (7.4)
=0 m=—I
with the inverse given as
1 * * *
|, P,I,m) = EJ dQp Vi, (Qk) ‘mr, P, Qk>. (7.5)

Now we can study the scattering amplitude .Z of the process y(*)(/l},, Ot (p) = 7t (k) (k"),
where A, denotes the helicity of the up to now on-shell photon. With the T matrix as introduced
in Ch. 2, we have

(nm, b, K [Ty, Ay q, p) = i(2m)" 6B (q+ p—k + k) M (s.1), (7.6)

with s = (k + k’)? and t = (p — k)?. This amplitude can be inferred from the matrix element

(k. k" | JF(0)] 7, p) (7.7)
of the electromagnetic current
JH = %eﬂy”u - %ec_iy”d (7.8)
in position space via [117]
M (s, t qz) =€, ()l),, q) (nr, k, k" | J*(0)| , p) . (7.9)

Here e is the (positive) elementary charge, u and d are the fields associated with the up and down
quark, respectively, and ¢, is the polarization vector of the photon. Note that here we allow for

off-shell photons, i.e., the virtuality g can take on arbitrary real values, and we have ./ (s,t) =
M (s,t,q* = 0). The symmetries of the process allow for decomposing Eq. (7.7) as [51, 66]

<7[7r, k,k’

Ju (0)‘ T, p> = ieymﬁpvk“k’ﬂg(s, t q2) , (7.10)

with & being a complex-valued function, which in turn can be expressed via partial waves f; of
total angular momentum Jvia [51, 132] (see also Ref. [190, App. B])

F(s.t,4°) = ), fojr1 (5:4°) Pojur (29). (7.11)
j=0

An individual partial wave can be projected out via the relation

1
J PL () [Py () = Pyt (9] dx = S (7.12)
1

DN | =

'This decomposition is chosen instead of Eq. (3.8) to be in accordance with the standard choice of polarization
vectors, see the derivation of Eq. (7.21).
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The non-vanishing spin of the photon is the reason for the appearance of derivatives of LEGENDRE
polynomials instead of ordinary ones as in Eq. (2.3).

Our goal is now to derive an alternative representation of the matrix element that is used in
lattice-QCD computations. To that end, we build upon the discussion in Ref. [191, App. D], slightly
modifying it. Decomposing the 77 state in Eq. (7.7) via Eq. (7.4) yields

00 I
L@\ mpy =" Y ar¥,, (9f) (zr, P,Lm|], ()| z. p). (7.13)

<7T77,', k,k’ =
=0 m=—1

According to Eq. (7.5) the P-wave component reads

<mr, P, 1,m‘]p (0)‘”’ P>

1 *\yk * ’
= EJ dOpYy, (9f) (nm ke k

Ju©)|7. p) (7.14)

1 *\yk * * *
== J dQgYs, () (mr, ARAgk™, P — ARAgk™ | J* (0)| m, p),
N4

where we made use of Eq. (7.3) and k” = P—k. Inserting Eq. (7.10) and exploiting the antisymmetry
of the LEvI-C1viTA symbol results in

<7m, P,1,m |]y (0)‘ 7T, P>

= ﬁ J A Y1, (QI:) e,uvaﬁpv (ArAgk™)” Pﬁg(s’ t, q2)

(7.15)
i — * vk * * 4 *
= Z f2j+1 (3’ q2) eyvaﬂpv (ARAB)ap Pﬂj dQ Y1, (Qk) k psz+1 (z7),
Var &
where we made use of the fact that A and Ag are independent of the direction of k*.
To make further progress, we need to compute the integral
gh = | dQg Vi, (Q4) KPP (2%) (7.16)

Since the photon is allowed to be virtual, i.e., off-shell, all three polarizations /1), € {+1,0} are
allowed. However, the case /1), = 0 is of no relevance due to the vanishing phase space [190,
App. B]. Aligning the quantization axis of the angular momentum of the 7z system with the axis
associated with the helicity of the photon (without loss of generality, we pick the x> axis), we can
thus focus on m = +£1. From

1 /3 i
Y QF) = F= | =e*® sin6* 7.17
(@) =71 [2 7.17)
we can directly deduce that
=0 _ —
B = J dQg Yy, (Qf) 0gPf (z7) = 0, (7.18)
2This is because rotating k* and k’* = —k* does not change P*, and thus P = AzAgzP* remains unchanged for fixed

AR/, too, despite the fact that k and k’ are affected.
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because the integrand depends on ¢* only via the phase " which yields zero when integrated
over [0, 27]. For the same reason, the third component of

B, = J 40} Yy, () K P! (2°)

k| sin 6" cos ¢~ (7.19)
= :F— JdQ* 19" gin 6 [ sin 6* sin ¢* P (z")
cos 0*
also vanishes. As a special case of Eq. (7.12) we obtain
1
Sy = Z J Py (x) (1 - x?)dx, (7.20)
-1
and thus

- 27 . T
‘::I:I,j = ? |k*| 511 (0, F1, i, 0)
. (7.21)
74
=F ?|k*|5j16* (:i:l,P*),

with €(A,,, P*)* being the polarization vector of the outgoing 77 state of helicity A,,. That is,
indeed only the P wave contributes, as it is required by angular-momentum conservation.
Inserting Eq. (7.21) into Eq. (7.15) leads via AgAge(Ayy P*) = €(Ayy, ARABP™) [11] to

(7, P,1,%1]],(0)| 7. p) = ¢% k*| €vapp"e® (£1, P) PPfy (s,67) . (7.22)

Since we are also interested in matrix elements with off-shell photons, despite the vanishing phase
space we also consider m = 0, focusing on the P wave. Explicitly, we have

T
Eop = 4?”|k*|(0,0,0,1) - 4?”|k*|e*(0,P*). (7.23)

Extending Eq. (7.22) to this case results in

(7, P, 1,m|],(0)| z. p) = n(m) % Ik*| € pp"e® (m, P) PP£y (5,67) . (7.24)
with n(£1) = ¥1, 5(0) = 1 a pure phase. We rewrite this in terms of
M, |k*
.Qf(s, qz) = fl (s.q ) (7.25)
as
<7m, P,1,m ‘]H (0)| TT, p> n(m) e umﬁp Ve*® (m, P) PPot (s, qz) , (7.26)

which is precisely the decomposition used in lattlce—QCD computations.

Equipped with the two decompositions of the matrix element We can turn our focus to the
observables we are interested in. First, the cross section oy, for g?> = 0 can be computed in a
straightforward manner. In the CM frame

doy. o 1 |K'1

T (s,Qr) = = M (s, 1) 7.27
dQ]t (3 k) 647725 |P*| 2 /1};&1 | (3 )| ( )
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holds [189]. Inserting Eq. (7.9) and Eq. (7.10) results in [66]

(s — aM2)** (s - M2)
1024sr/s

1

J (1 -2 |F(s,t,0)]° dz*. (7.28)
-1
Truncating the expansion (7.11) after the P wave simplifies the cross section, yielding

(s — aM2)** (s - M2)
7687s

Second, at vanishing energy, the anomalous nature of the process fixes the amplitude in terms
of the pion decay constant F,, = 92.28(10) MeV [9] as % (0, 0,0) =: eF3,, with [100]

1 _
iy = pPErs =32.23(10) GeV>. (7.30)

Oy (s) =

fi (s, 0. (7.29)

Oyn (s) =

Third, we want to determine the radiative coupling g, of the p resonance to the y state. To
that end, we need to continue f; to its second RiIEMANN sheet. To do so, we take a look at the
unitarity relation of f;. If only 7 intermediate states are taken into account, the right-hand cut
of f, starts at 4M2 in the MANDELSTAM-s plane and extends along the positive real axis towards
infinity. The unitarity relation of f; along this right-hand cut then reads [51]

m|[f; (s.4%)] = fi (s.¢*) sin[6()] €™, s € [4MZ, ), (7.31)
which is to be compared with the 77 — 7z unitarity relation (2.16). As before, § denotes the
nw — nw P-wave phase shift. In passing we note that Eq. (7.31) implies (modulo 27)

oy 0@, Im[fi(s.¢*)] >0
arg [fl (S’q )] = 5(s)—x, Im [f1 (s,qz)] <0’

which is a special case of WATsON’s theorem [192]. Now we can repeat the derivation of Eq. (2.27),
but with Eq. (7.31) replacing Eq. (2.8), leading to

(7.32)

2
(o )= L)
LA 1+ 2i6(s)T(s)’
with T, as before, being the 7z P wave. Clearly, Eq. (7.33) has a pair of poles at the same position
as T, namely at sp=(M,—il,/ 2)? and s,- The radiative coupling g, is defined via the residue
at the pole as [97]

(7.33)

res [fln,sp] = —2e8 oy n&pnr- (7.34)
The prefactor differs from Eq. (2.31) to facilitate the comparison with VMD models.

7.2 Dispersive representation of y*m —

Because the unitarity relation (7.31) does not take on the simple form (2.16), the y(*)ﬁ — 7 Pwave
cannot be described by the single-channel IAM. Instead, in the following, a more complicated dis-
persive representation of the y(*)ﬁ — smr amplitude is described. It is based on the reconstruction
theorem as introduced in Sec. 7.2.1, which allows for expressing & in terms of a function of a sin-
gle MANDELSTAM variable. Using partial-wave unitarity in the form of Eq. (7.31) this function can
be partially fixed via the 7z P wave, rendering it into a form suitable for numerical solution, as
discussed in Sec. 7.2.2.
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7.2.1 Reconstruction theorem

Here, we derive the reconstruction theorem for y(*)ﬁ — g In the derivation, we follow a
general pattern, that can also be applied in other two-to-two particle scattering processes, e.g.,
nr — xx [52], n'r — nr [70], yK — K [193], etc. However, due to the huge symmetry of the
process Y\ — sz as well as its simple partial-wave expansion the equations are particularly
short in the case under consideration. Note that this simplicity is not essential to the argument,
but merely renders the formulas more compact.

For the time being, we focus on the scattering region, i.e., we enforce q2 < (3M,r)2, such that
the photon cannot decay. Moreover, we take into account only 77 intermediate states. We denote
by qu :={(s,t,u) € C3|s+t+u = R}, with R := 3M7% + qz, the set of on-shell MANDELSTAM variables
and introduce 2 : Agz — Cvia

Fq? (s,t, R—s—1):= 9(3, t, qz) . (7.35)

That is, £z is nothing else than the scalar part of the scattering amplitude, but we stay flexible
about which MANDELSTAM variables to use to parametrize it. For notational convenience, we drop
the subscript ¢ in the following. Invariance under charge conjugation implies ¢(s,t,u) = ¢(u,t, s),
while isospin invariance yields (s, t,u) = ¢(t, s, u). Hence, ¢ is completely symmetric. Since in the

isospin limit the s, ¢, and u channel are the same, ¢ has a right-hand cut starting at sthr = ythr —

thr = 402 and extending to infinity in all three MANDELSTAM variables. Thus, we can write down

the fixed-t dispersion relation [194] (see, e.g., Ref. [109] for a pedagogical derivation)

o0

1 .
Fl(s):=¢ (s, t,ut (s)) |tﬁxed =P (s)+ Py J . disc, [(: (x, t,ut (x))] Dlx

(7.36)

L - : t n
+ Py Lthr disc, [F (s (x),t, x)] Djx.

Here a’(x) := R — b — x for a, b MANDELSTAM variables, n denotes the number of subtractions, and
P!_, is the subtraction polynomial of degree n — 1. In addition,

O (Q)de
C ()x—a

is the combination of the integral measure, the Cauchy kernel associated with the MANDELSTAM
variable a, and Q,, which is given in terms of the subtraction points {si};_; as

D’x (7.37)

0. Q=] -9 (7.38)
k=1
Lastly,
discy [f(0] = lim [ fx + i) = f(x )] (7.39)

denotes the discontinuity of a function fwith respect to the variable x. Of course, n needs to be
chosen high enough such that the integrals converge.

In general, denote by ¢}, a # b the dispersion relation for fixed a as a function of b (the other
MANDELSTAM variable is expressed in terms of a and b). This dispersion relation is valid for a € R
if

a> R —bthr — thr (7.40)
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for otherwise the left- and right-hand cuts overlap. Naively, one expects six different dispersion re-
lations, since in ¢7 there are three choices for a and (if a is fixed) there are two remaining choices for
b, and thus overall 3 x 2 = 6 choices. However, the two fixed-u dispersion relations are interrelated
in the following way:

Fs ") = (" @O, 1"(s" (D), w) = (s“ ()., w) = £ (). (7.41)

Similarly, one derives ¢}(t*(s)) = f¥(s). That is, the two fixed-u dispersion relations contain the
same information. The same line of reasoning applies to the fixed-s and fixed-t dispersion relations;
hence, there are three manifestly different dispersion relations, one fixed-s, one fixed-u and one
fixed-t. The choice of the independent variable in each of these three relations is arbitrary. In the
following, %, ¢, and ¢} are chosen.

The derivation of the reconstruction theorem proceeds now as follows: first, all three dispersion
relations are written down. Second, the partial-wave expansions of the appropriate channels are
used to express the discontinuities in the dispersive integrals. Third, the dispersion relations are
symmetrized. Finally, the symmetrized expression is analytically continued. The last step is non-
trivial due to the restricted domain of validity of the dispersion relations, as will become clear
below.

The first step yields, in addition to Eq. (7.36),

00

) discy [ (x, % (x),u)] Dix
thr

| =

Fs () =P () +

Do
S|

N
00

J
7 | disee[F ("GO, 0] D,
J

| -

+

[\

. (7.42)
) disc, [f (s, x, u° (x))] Df'x

| =

=P O+

[\

Tl
1
ot )y

tt

~ 00

) disc, [f (s, (x), x)] Dx.

In the second step, the partial-wave expansion (7.11) is needed. The kinematic variable z* can be
expressed as a function of the MANDELSTAM variables according to (see Eq. (7.59))
2" (s,t,u) = L—u . (7.43)
o (s) (A (s, g%, M2)

This dependence renders the derivation of the reconstruction theorem incorporating F waves and
higher partial waves cumbersome. Here we will assume

disc, [ f;(x)] =0, vJ > 3. (7.44)

This assumption might be justified by the empirical finding that at low energies the p resonance
dominates the scattering process. Now the discontinuity in each dispersive integral in Eq. (7.36)
and Eq. (7.42) is expressed in terms of partial waves. To that end it is crucial to realize that the
partial-wave expansion is a priori defined in the physical scattering region only. Hence, in the
integrals along the s-channel cut the s-channel partial-wave expansion is needed and similarly for
the other channels. For y(*)ﬂ — 77t due to the symmetry of ¢ the partial-wave expansion in all
channels has the same structure (i.e., incorporates the same functions f ]). Moreover, we need to
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assure that the physical scattering region and the domain of validity of the dispersion relation at
hand have non-empty overlap, which is the case if ¢ < M2. Performing this manipulation results

m
00

1 .
F() =P () + py disc, [ f; (x)] D§x
L J4M2

~ 00

+ | disey[f ()] D,
27 Jap2

T
r 00

1 .
Fe(9)=P_1 () + py disc, [ f1 (x)] D§x
i Japg2
. T (7.45)
+ oy ( disc, [ f; (x)] Dfx,
L J4M2

T
r 00

1

FRO=Pa @+ 5~ | disex[f; () Dfx
L J4p2

I
L[ dise, [ (OIDEx
7L Jam?

T

The domain of validity of the dispersion relations in Eq. (7.45) is no longer restricted by the domain
of validity of the partial-wave expansion, since the partial wave f; is integrated only along the
physical scattering regions.

For the next steps to cumulate in the desired result, it is crucial that the domains of definition of
the three dispersion relations as restricted by Eq. (7.40) have non-vanishing overlap, i.e., that there
exists a set D C A that possesses an accumulation point with respect to a larger domain such that
all three dispersion relations hold inside D. Combining the three constraints yields

D={(s,t,R—t—s) : s>q*—5M2, t>q*—5MZ s+t<8M2}, (7.46)

which is non-empty if ¢> < 9M2.

Each dispersion relation in Eq. (7.45) misses exactly one dispersive integral that is present in the
other dispersion relations. Consider, for instance, the ¢ dispersion relation. It misses the integral
along the #-channel cut, which is present in the two other dispersion relations. If this missing
integral is subtracted from P!_, for fixed values of ¢ the result is again a polynomial of degree n— 1
ins, ie.

(o]

1 . ~
Py =5 | disel [ IDRx =y 9. (.47
Hence, we can write
- O R
O =B O+ g | disey L]0
1 [°
Py J4M2 disc, [ f1 ()] Dpix (7.48)
O R
py J4M2 disc, [ f (x)] DEx.

T
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Analogously, for the other channels we obtain

~ 1 .
Fe(s) =P (s)+ Py disc, [ f; (x)] D§x
L Jap?

v | discy[; (0] Dlx
27T1 Jap2

T

+ 2| disee[f; @]DPx,
27t Japm2
Lo " (7.49)

O =P O+~ disce[fi(9]Dfx
TTL Jap2

T

+ 1| discy[f; (1] Dix
27l Jap2

+ L disey[f; (9] DPx.
27 Jap2

T

Inside D, these three functions need to be equal. Equating Eq. (7.48) and Eq. (7.49) yields

Hence, P,_(s,t,u) == P!_, (s) is inside D a polynomial in s,  (and u).3 As a side result, this implies
that the (non-entire part of the) t-dependence of the coefficients in the polynomial P._; cancels the t-
dependence of the integral in Eq. (7.47), such that 15,2_1 is not only a polynomial in s, but also one in .
Stated differently, this means that the apparently missing integral along the t-channel discontinuity
is contained in the fixed-t dispersion relation from the beginning, namely in the coefficients in the
subtraction polynomial (similar statements hold for the other two dispersion relations). Obviously,
this can only work if the required number of subtractions is sufficiently high. As a counterexam-
ple, consider the hypothetical scenario in which no subtractions are required. Then the previous
argument does not apply, for there is no subtraction polynomial in the fixed-a dispersion relation
that could contain the a-channel integral. Increasing the number of subtractions artificially does
not solve the problem, since the coefficients in the subtraction polynomial generated in this way
are fixed by sum rules.

Assuming that the required number of subtractions is high enough (i.e., for the scenario at hand
at least one), the analytic continuation of one of the dispersive representations (7.48) and (7.49) out
of D is trivial: the only dependence of the MANDELSTAM variables is contained in the polynomial
and the CaucHY kernels. It yields the following expression for the amplitude:

%Y

F(s,t,u) = Py y (stw) + —— | disc,[f; (9] Dlx
271 Japr2

O

+ — disc, [ f; (x)] Diix (7.51)
271 Jap2

+ L , disc, [ f (x)] D}x.
27 Japm2

T

This representation is holomorphic in s, ¢, and u. Moreover, it possesses the correct branch cuts.

31t is this part of the derivation that goes through only if D is non-empty.
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According to Eq. (7.51), the symmetry of ¢ implies that P,_; is totally symmetric, too. As long
as n < 3 this implies via s+t +u = R that P,_; is in fact independent of the MANDELSTAM variables,
ie., P,_i(s,t,u) = C, € R,n € {1, 2}. Thus, we can decompose Eq. (7.51) into

Fq? (s,t,u) = B (s, q2) + AB (t, qz) +3AB (u, qz) , (7.52)

where we made the dependence on ¢* explicit again and

G 1>,
3 + py- e discy [ f; (x,¢%)] Dix (7.53)

B (a, qz) =

ifn=1as well as

0) ¢ 2 (1) 2 00
G (¢ G'(¢) 1
2) = 2 2 1 : 2\1 2
B (a,q ) = 3 + 3 a-+ Py LM,% disc, [fl (x,q )] D;x, (7.54)
with R
s (¢2) + 5" (4 3-C (4%, (7.55)

if n = 2. Equation (7.52) is precisely the reconstruction theorem of y)7r — 7 in its final form [66,
195].

7.2.2 Inhomogeneous OMNES problem

By expressing the discontinuity in Eq. (7.53) and Eq. (7.54) via the unitarity relation (7.31) the
function % can be expressed as the solution to an inhomogeneous OMNEs problem, as discussed
pedagogically in detail, e.g., in Ref. [109]. The result reads [51, 66, 109, 196]

n—1

B (s.9%) = ), o (4%) Bi(5:4%).
k=0
[ o~ (7.56)
no( Br(x,q?)sin[§(x)]
— k., S k
e%’k(s,qz) =Q(s) | s+ - J =y Q) x].
i M2
Here 1
By, (s,¢%) = % JF (1 — z*z) By (t(s,z*,¢%),q%) dz* (7.57)

-1
are the hat functions, n € IN is the number of subtractions that are employed in the dispersive
integrals, ¢, are the subtraction functions, the mappings 93 are known as basis functions, the
OmnNEs function is given as [197]

(o]

Q(s) :=exp 7—STJ

4M?

T

d(x)

x(x—5s) ’

(7.58)
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and
t(s, z*,qz) =a (s, qz) +2z*b (s, qz) ,
3M2 + qz )
a(s, qz) = % (7.59)

b(5q7) = T2\ (e M),

is the MANDELSTAM variable t expressed in terms of the other kinematic variables via the KALLEN
function A(y,v, w) := (y — v — w)? — 4vw.* Equation (7.56) and Eq. (7.57) are a special case of KT
equations [110] that are discussed in greater detail in Part IV.

The basis functions subsume 77 rescattering and are fixed as soon as the 77 phase § is known.
While the OmNESs function describes 77 scattering in one channel, the integral in Eq. (7.56) incor-
porates mixed rescattering, where pions rescatter pairwise, e.g., first in the s and subsequently in
the ¢ channel. That is, the replacement B(s, ¢°) - st(s) amounts to taking into account only 77
rescattering in the individual channels. This is explored in more depth in Ch. 10.

In the form of Eq. (7.56) the KT equations are valid only if > < (3M,,)?, i.e., as long as the pho-
ton cannot decay. By deformation of either one of the integration contours the equations can be
analytically continued towards q2 > (3M,,)2 [198, 199] as discussed in Ch. 11, however, this is not
needed for the lattice data of interest. This analytic continuation reveals that the basis functions
indeed possess a three-particle cut in ¢? that is associated with pairwise 77 rescattering, but they
do not contain any g?-dependence arising from genuine three-pion interactions [200]. Such inter-
actions are to be described by the subtraction functions ¢, which are not fixed by the KT approach.
Thus, to arrive at a complete representation of y(*)n — 7, we need both a representation of § as
well as a parameterization of the subtraction functions.

We describe the phase shift § via the NLO IAM as introduced in Sec. 4.2, which depends on the
low energy constant [ := [, — 2[{ and the pion decay constant in the chiral limit F. Since F;; has not
been computed on the lattice ensembles of interest, we set F to its literature value, see Sec. 6.4.3.
We compute the basis functions numerically via the method described in Sec. 11.3. In particular,
the phase of the NLO IAM does not approach 7, instead, limy_,o, T(s) = —[967]" + i + 2/(37m)]7},
which yields limg_,,, 8(s) < x for all reasonable values of I', and so we guide § smoothly to 7 at
energies far above the resonance region as described ibidem. With this choice of 6, Q(s) = O(1/s)
holds. Since the integral in Eq. (7.56) is cut off as soon as § reaches 7, the asymptotic behavior of
the OmNEs function implies

B (s, qz) = O(sn_z). (7.60)

7.2.3 Subtraction functions

The subtraction functions need to be holomorphic in the complex g2 plane except for a cut along
[9M?, 00) that is associated with y* — zzz. Hence, we can write down an m-times subtracted
dispersion relation of the form

m—1 2
a(q?) = Z by (qz) + (q ) J dl,icx Ck ();)]dx (7.61)
j=0 e (x4

“Equation (7.59) is a special case of Eq. (11.13).

3As discussed in Ch. 8, there are only two datasets by two different collaborations available, both at pion masses
exceeding 300 MeV. A fit of the NNLO IAM to these data is stable only with strong constraints on the LECs, and thus
we opt for an NLO fit instead.
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where disc,[ci(x)] denotes the discontinuity along the branch cut as defined in Eq. (7.39). As long
as ¢ < 9M?, the Scawarz reflection principle dictates brj € R and disc[c] = 2iIm[¢;], compare
Eq. (2.7). In the energy region that contributes most to the dispersive integral in Eq. (7.61) the three-
pion physics is dominated by the «(782) and ¢(1020) resonances [9], both of which are narrow and
(at the physical point) far away from the three-pion threshold. Thus, disc[c] inside the integral
can be reasonably well described by a sum of two BREIT-WIGNER functions, yielding a dispersively
improved variant of a BREIT-WIGNER parameterization that ensures the correct analytic proper-
ties [117, 201]. In practice, the lattice data we are going to analyze are obtained at M, > 300 MeV,
at which mass the @ becomes a bound state [151]. Accordingly, instead of being incorporated into
the dispersive integral, it appears as a pole at g> = M2. This can be taken into account by writing
down a dispersion relation in the form of Eq. (7.61) for ¢(q?)/P(q?) with P(¢?) = (1 — ¢>/M?)™!
and multiplying the result by the pole factor P.

Since the lattice data are obtained at virtualities significantly below the 37 threshold, Eq. (7.61)
can be expanded as a TAYLOR series; keeping the first m terms yields

m—1 .
o (@) = D by (¢%) . (7.62)
j=0

However, the convergence of the TAYLOR series is poor as soon as ‘qz | gets close to the 37 threshold,
this drawback goes hand in hand with a wrong asymptotic behavior for large ‘qz ,1.e., the expression
diverges. To improve on Eq. (7.62), a conformal polynomial can be used instead [202, 203]. That is,
Eq. (7.61) is approximated by

m—1 .
& (q%) = > byw(q?). (7.63)
j=0

where the conformal variable wreads

(7.64)

In this way, the cut along [9MZ, o) is retained. Moreover, the asymptotic behavior is improved, as
wis bounded.

At the 37 threshold, Im[c;] should scale like (g2 — 9M?)* to be in accordance with the three-
particle phase space [204]. This is impossible to obtain with Eq. (7.63), because for ¢ below thresh-
old the ScawARz reflection principle needs to be fulfilled, so that b; € R. Expanding w in powers

of x := \|/9M2Z — g makes it clear that only odd powers of x contribute to Im[c]. This problem is
fundamental to the method, for the RIEMANN mapping theorem implies that each biholomorphic
map from the cut complex plane to the interior of the unit disk is of conformal form. It is, however,
easily possible to remove the leading square-root-like scaling via fixing [183]

m—1

b =— ), jbi (7.65)

Jj=2
Altogether we have six different parameterizations of the subtraction functions: a polynomial,
a conformal polynomial, and a conformal polynomial with modified threshold behavior, each either
with or without the pole factor P in front. Lastly, the number m of terms needs to be fixed. We use
N —k terms with a single global value of N for the k-th subtraction function ¢, since it multiplies s*
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Eq. (7.62) Eq.(7.63) Eq.(7.63) and Eq. (7.65)

without P I II I
with P IP P JIINZ

Table 7.1: The naming scheme of the different parameterizations of the subtraction functions. For
example, strategy IIP amounts to ¢i(¢?) = P(¢?) zjj\igk bkjw(qz)j )

in Eq. (7.56), such that with our choice in the simple polynomial representation (7.62) the highest
combined power of MANDELSTAM s and g has mass dimension 2N. An overview of the different
strategies is given in Table 7.1.

7.2.4 Partial wave via kernel method

In the analysis of lattice-QCD data we are chiefly interested in the partial wave f;, which is related
to the basis functions (7.56) and hat functions (7.57) via Eq. (7.11), Eq. (7.12), and the reconstruction
theorem (7.52). Specifically,

fi(s.q ) ch [ng (s.q )+93k(s q )] (7.66)

holds. For the time being, we do not allow for decays, i.e., the constraint g> < 9M2 applies. If,
furthermore, we focus on the scattering domain, i.e., s > 4M,§, where the lattice data are obtained,
in principle the computation of the partial wave f; is straightforward, for the MANDELSTAM variable
tin Eq. (7.57) does not interfere with the cut of 9y, since its real part stays below the 77 threshold.
However, as soon as g° > M2, the variable t develops a non-vanishing imaginary part. This does
not pose a problem as long as one wishes to evaluate %?\k only at a couple of (s, ¢%) values, e.g., at
the values corresponding to the lattice data or at the relatively few values needed in the numerical
solution of the KT equations, see Sec. 11.3. But if one seeks to compute %?\k atalarge number of sand
q° values, effectively the imaginary part of t enforces the evaluation of %y on a two-dimensional
subset of the (s, z*) plane, which is numerically demanding. While this issue can in principle be
avoided by deforming the path of integration in the angular integral [51], in practice this method
suffers from removable singularities, whose proper numerical treatment is slightly cumbersome.
The situation gets worse if one wants to evaluate gg’\k at complex values of s (as needed in a search
for resonance poles), for care needs to be taken to avoid interference of MANDELSTAM t with the
cut of %;.°

Fortunately, the well established kernel method [66, 97, 193] provides an elegant solution to
both issues. In the following we derive this method, the first part of this derivation resembles
the discussion in Ref. [205]; however, here we allow for g° # 0 and in the second part discuss
carefully certain properties of the eponymous kernel that become relevant due to the possibility of
a non-vanishing virtuality.

SThe results of Sec. 11.1.2, in particular Fig. 11.1, show that the branch point of 9} is not hit in the naive computation
of %, via Eq. (7.57), however, one would still be concerned with the possibility of ¢ crossing the cut.
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The starting point is the following simple dispersive representation of %

ﬂfm@mfmx

By (5.9°) = Pr(s) + — (7.67)

(x —s) x4
M2
Here d is the number of subtractions, P(s) = Zjl:_ol hkjsj the subtraction polynomial with coeffi-
cients hy; € R, which can be determined via matching to Eq. (7.56). For instance, given %;(s, q%) =

O(s"2) for n = 2 it is more than sufficient to use d = 2. Equating the TAYLOR expansions around
s = 0 of both Eq. (7.67) and the definition of % in Eq. (7.56) we obtain

dQ
hoo =1, ho; = N (0), hyp=0, hy;=1, (7.68)

where we used Q(0) = 1.
Coming back to the general case, inserting Eq. (7.67) into Eq. (7.57) yields

~ _ 1 ¢
B (s, qz) = Z hiG; (s, qz) + - J Wa (s, 9%, x) Im [ By (x, qz)] dx, (7.69)
Jj=0
4M?

with
1

G; (s, qz) = % J (1 - z*z)t(s, z*,qz)j dz*,
-1 (7.70)
1 2 d
~ (1—2* )t(sz*q) .
Wa (s T x) J (x—t(s z* qz))x d

Decomposing MANDELSTAM t as in Eq. (7.59) we obtain

G; (s,¢°) —% (1-2) [a(s.?) + 2*b(s,.7)] dz*

1
Il
3]
=3 2.(,)eCs

1
<> N P
-1

r=0

W“( ) as. )’ zb(s,cf)”_
2r

=6 r+1)(2r +3)

r=0
As special cases we obtain
Gy (s, qz) =2, Gy (s, q2) = 2a (s, qz). (7.72)
We manipulate the Kernel W; accordingly,

Wil =55 > (e o6 A ) - A k)] 0

=0
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with
: k
T (8) = J Z 4z (7.74)
E—z
-1
and ( 2)
x—a(s,q
5,2, x) = ————=. 7.75
£(s.q%x) = — ) (7.75)
To compute the integrals ., we use
4 k—j—1
= =Y ki1, (7.76)
E—z ¢-z ;)

which holds for arbitrary £,z € C and k € IN; as can be proven by induction. This allows for
rewriting ./ in terms of %, via

[%J é:k—Zj—l
SAGEIAS NGRS ,Zo ISR (7.77)
Finally, we note that .%, = 2Q,, with
1
Q® == J gy (7.78)
2] &-y

the lowest LEGENDRE function of the second kind. Again, as special cases we obtain [97, 193]

2
w; (s, qz,x) = %/(s, qz,x) - )% W, (s, qz,x) =W (s, qz,x) - M(j—;q), (7.79)
with 3 )
W(s, qz,x) = [(1 - 5(3, qz,x) )QO (f(s, qz,x)) + §(s, qz,x)] ) (7.80)

b(s,q%)
As a next step, let us study the kernel 7" in more detail. Computing the integral in Eq. (7.78)
yields

0y (&) =+ [m (ﬂj — insign (Im (g))] , (7.81)
2 1-¢
with
1, x>0,
sign(x) :=40, x=0, (7.82)
-1, x<0,

being the sign function, the principal value of the logarithm cut along the negative real axis, and

Qo(&) = limg g Qo(& + ie) if £ € R. Together with this prescription Eq. (7.81) is valid in the entire

complex plane, has a branch cut along & € [—1, 1], and satisfies the ScHWAR?Z reflection principle.
If x — oo or b(s, qz) — 0, & approaches infinity. In the domain of interest, b(s, qz) = 0 holds if

s=4M2ors = (\/? + M,)?, the latter happens only if g > 0. Hence, it is advisable to study the
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asymptotic behavior of the kernel. That is, we study % as a function of ¢ = 1/ in the limit { — 0.
Using the well known expansion In(1 + x) = zzo:l(—l)kak /k, we derive

00 2j
2 N 6 1 1
7(5.4%%) x—al(s,q?) j;) (2j+1)(2j+3) (f(s qz,x)> ' (7:83)
According to the ratio test, Eq. (7.83) converges absolutely as long as || > 1. In particular, we see
that limg ., 7is manifestly finite. Thus, Eq. (7.83) provides an elegant way to treat the removable
singularities at b(s,q?) = 0. As a cross check, note that in the scattering region, ie., s > 4M2,
b(s,q%) € R u iR holds. Thus, £is either purely real or purely imaginary. In either case, Eq. (7.83) is
purely real, as is Eq. (7.71), since only even powers of b appear. Via Eq. (7.69) this implies that 9§\k
is real, and therefore according to the ScCHWARZ reflection principle the hat function does not have
a right-hand cut, as it needs to be the case. In passing, we note that the terms subtracted from %"
in Eq. (7.79) precisely cancel out the leading terms in Eq. (7.83) such that W,(s, ¢%, x) = O(x%), as
it needs to be the case to ensure convergence of the integral in Eq. (7.69).
Applying Eq. (7.69) in the case of interest, i.e., n = d = 2, we obtain

o

By, (5,4%) = 2hyo + 2a(s,q°) hgy + 7_1r J' W, (s,q%, x) Im [ By (x,¢%)] dx, (7.84)
4M?

with the coefficients hy; given in Eq. (7.68) and W, to be computed via Egs. (7.79), (7.80), and (7.83).
Clearly, Eq. (7.84) allows for evaluation of the hat function at arbitrary complex values of s re-
quiring the imaginary part of 9B} along the physical scattering region only. This both speeds up
the evaluation as a function of s drastically and allows for a trivial continuation into the complex
plane, thereby solving the issues of Eq. (7.57). Because the high-energy region in the integral in
Eq. (7.84) is strongly suppressed by the asymptotic behavior of Wj, the integral can be cut off at
high energies.

Lastly, let us remark that the representation of the hat function in terms of a kernel provides
the basis for a solution method of the KT equations that is an alternative to the approach presented
in Ch. 11 [68, 206].

7.3 Pion-mass dependence and anomaly

To control the pion-mass dependence of the partial wave (7.66), we need to understand at which
places the pion mass enters this expression. First and foremost, there is the IAM phase §, whose
pion-mass dependence has been discussed in detail in Part II. Notably, the fit paremter [” is indepen-
dent of the pion mass, as is F; the sole pion-mass dependence stemming from the ChPT expressions.
Second, the pion mass appears explicitly in the KT equations, see Egs. (7.56)—(7.59), which can be
taken care of by merely adjusting the numerical value. Lastly, the subtraction functions ¢; depend
on the pion mass in several ways. The parametrizations including a pole factor P contain the w
mass M,,. To take into account its pion-mass dependence, we use the result of the analysis in
Ref. [151], namely

M,, (M?) = 0.7686(20) GeV + 0.719(9) GeV ' MZ. (7.85)

What remains besides the trivial pion-mass dependence of the conformal variable (7.64) is the one
of the variables by appearing in Eq. (7.62) or Eq. (7.63). Since there are only lattice data sets at two
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different pion masses available, only very simple parameterizations of the pion-mass dependence
of each by; can presently be constrained. For that reason, we opt for the simplest ansatz

b (M7) = o+ Mz, g, fj € R (7.86)

Here the fact that the variables are linear in M2 instead of M,, is motivated by ChPT, for otherwise
the by; would possess branch points in the quark mass. As soon as more data sets at different pion
masses become available, it will be possible to test more refined prescriptions.

With the subtraction functions extrapolated to the physical point, defined as before by the PDG
value of the mass of the charged pion [9], the anomaly (7.30) can be determined via matching the
dispersive representation to ChPT. For n = 2 subtractions the matching yields [66]

eF;,(1+G) =3 {co (0) [1 + ‘z—Q (0) M,%] +¢,(0) M,%}, (7.87)
S
with , ) ,
M M, M
SR A e FU N (e (7.88)
2M3  327% F* M2

determined via one-loop ChPT and a new LEC has been fixed via resonance saturation [207]. We
stress that, as soon as ¢y(0) and ¢;(0) are known, Eq. (7.87) can be used to determine F3, with-
out using the prediction (7.30). The value extracted in this way can then be compared with the
prediction (7.30) to test the latter.
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Chapter 8

Lattice data

In the following, we describe the translation of the finite-volume lattice data into the continuum. As
alluded to in Sec. 3.2.8, lattice-QCD computations of y(*)ﬂ — nrrely on knowledge of 77 — 7. To
be precise, the LELLoucH-LUscHER formula (3.112) applied to y(*)ﬂ — smrand assuming dominance
of the P wave boils down to [40, 191]

NE 2\ 2

| (s.4°)|" = £(9) |y (5.9%)

with & as introduced in Eq. (7.26) and &y the finite-volume analogue of , i.e., the amplitude that
appears when the finite-volume matrix element in Eq. (3.112) is decomposed in the same way as
the infinite-volume one is in Eq. (7.26). Here the LELLoUuCH-LUSCHER factors £ read

4 0
£9 = 22 [5(5) - 2 ()], 62
with Z as defined in Eq. (6.1) and ¢* = |k*| as defined in Sec. 3.2.1. The factors are uniquely
defined only on the energies that are solutions of Eq. (6.1), that is, they are not defined as functions
of arbitrary values of s [208, App. A4]. We stress that these factors yield the y(*)ﬂ+ — 170
amplitude, i.e., the experimentally observable amplitude that we are interested in. If instead one
wishes to compute the isospin-projected y(*)ﬂ — (I = 1) amplitude, the replacement £ — 2£

needs to be performed, for

: (8.1)

I n0) = % (F[2,£1) — |1, £1)), (8.3)

and only the I = 1 component contributes to the process. That is, the y(*)ﬁ — (I = 1) amplitude
is enhanced by a factor v/2 compared to the y(*)ﬂ+ — 777 one [40].

The explicit form of the LELLoucH-LUSCHER factors (8.2) makes it evident that the 77 — 77
P-wave phase § is needed in the translation of the finite-volume data to the continuum. Hence,
any complete computation of the y(*)ﬂ — 7t P wave on the lattice includes both the 77 energy
levels needed to fix &, as well as the finite-volume amplitude o/gy. As of this writing, the results of
only two such computations have been published. The first was performed by HadSpec at M,, =
391 MeV, consisting of the 77r — 77 computation presented in Ref. [165] (precisely the 840_20 data
set introduced in Table 5.1) and the y(*)n — s data analyzed in Refs. [107, 191]. We call these
data M391. The second was carried out at M, = 317 MeV, consisting of the 77 — 7z analysis of
Ref. [86] and the y(*)r[ — gt data described in Ref. [108]. These data we denote as M317.

It is worth noting that the quantization condition used in Ref. [86] (and also in Ref. [108]) uses
the boost vector p = (0,1, 1) instead of P = (1, 1,0), and thus it takes on a different form than
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Refs. [86, 108] this work

E E2
T, T1
A, Al
B Al
B, B1
By B2

Table 8.1: Mapping of irreps: the irreps in the left column correspond to those in the right after
rotating P = (0,1, 1) to P = (1, 1,0).
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Figure 8.1: The M317 data. While the top plot depicts the 7 P-wave phase shift, with the irrep and
|2I}|2 encoded as in Fig. 6.1, the bottom plot shows the location of the computed values of ofpy in
the energy-virtuality plane. Each vertical dashed line marks the position of a 77 energy level (the
difference between the B2 level and the E2 one at aE* = 0.460 cannot be resolved at the scale of
the plot). The error ellipses show the correlation between the virtualities and the energies.

Eq. (5.5). However, by transforming the former boost vector into the latter via an appropriate rota-
tion, the quantization condition can be rendered into the same form. The corresponding mapping
of irreps is shown in Table 8.1.

In the following, we take a closer look at M317, M391 being very similar in its structure. There
are 15 different 77 energy levels aE,:Iat, k = 1,...,15. At each such energy there are one ore more
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Figure 8.2: The LELLoucH-LUSCHER factors associated with the M317 data at M, = 317 MeV for
all relevant combinations of irrep and boost vector, given in the legends as irrep(||*). Shown are
both the free factors, i.e., the ones with § = 0, and the interacting ones, that is, the ones with
8 = "M, These plots might be compared with Fig. 3 in Ref. [108], which depicts the (differently
scaled) factors for BREIT-WIGNER parametrizations of the 77 phase shift.

values of EQYFV(azs}Cat, azq2 1at) /a, each corresponding to a different virtuality azq]z lat, j=1,..,48.

Altogether, the finite-volume amplitude has been determined at 48 different kinematical points.
Here we introduced the abbreviation s,lcat = (E,:Iat)z. All quantities carry an error stemming mainly
from the statistical nature of the lattice computation, with the energies and virtualities significantly
correlated, as is illustrated in Fig. 8.1. Clearly, the majority of the data points is located in the p-
resonance region.

Since the LELLoucH-LUSCHER factor (8.2) depends on the derivative of the phase § and the
nr data points as shown in Fig. 8.1 are not dense enough to allow for a reliable interpolation, a
parametrization of § is needed. We use the NLO IAM to parametrize §, in accordance with our
choice of § in the KT equations, see Sec. 7.2.2. That is, we first fit the 7 data to fix the NLO IAM,
use the latter subsequently as input to compute the LELLoucH-LUSCHER factors, which in turn

enable us to compute |/ via Eq. (8.1), finally yielding | f;| via Eq. (7.25):

) = 2 G o (o) o
Tk

Here s,ICAM t= (aE;;IAM)z is the squared energy obtained in the fit that is associated with s, see
Eq. (6.7). As mentioned below Eq. (8.2), the LELLoucH-LUscHER factors need to be evaluated at
these energies, for otherwise they are not uniquely defined. The difference ’E,:IAM — E,:lat‘ is small,
but the IAM energies do not agree perfectly with the lattice ones. While at a first sight the appear-
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Figure 8.3: All 48 values of the M317 data of both the finite-volume amplitude (left) and the partial
wave (right) in the virtuality-energy plane. The width of the bars gives the 1o error in aE*, the
depth the one in a?q?, while the height of the magenta segments corresponds to the 1o error of
|epy| and | f| /a>, respectively.

ance of two different energies in Eq. (8.4) might seem problematic, at the current level of precision
of the data it is irrelevant. Note that arg(<f) = arg(f;) is fixed via WATSON’s thereom (7.32).

The fit is described in detail in Ch. 9, using its result we obtain the LELLoucH-LUSCHER factors
as depicted in Fig. 8.2. For comparison the factors obtained with § = 0 are shown, too. Clearly, the
inclusion of the correct P-wave phase shift is crucial, for it yields the peak associated with the p
resonance, with 9Z,/dy/s providing—in the relevant energy range—a background that depends only
modestly on the energy, the sole exception being the irrep A1 with P = (1, 1,1).

Lastly, in Fig. 8.3 we show the absolute value of both the finite-volume amplitude and the partial
wave (computed via Eq. (8.4)) at the data points of the M317 data. In accordance with the forego-
ing discussion, the p peak becomes prominent only after the inclusion of the LELLoucH-LUSCHER
factors. Moreover, the data seem to hint at an increase of | f;| with growing ¢, which will be inves-
tigated in more detail in Ch. 9. Notably, the errors of |/gy| are sizable, translating into huge errors
of | fi|, thereby limiting the precision of our analysis.
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Chapter 9

Fit and results

We fit the formalism introduced in Ch. 7 to the lattice data described in Ch. 8. Before discussing
the results in Sec. 9.2, the fitting method is outlined in Sec. 9.1.

9.1 Fitting procedure

As already stressed, currently there are only two yr data sets available, M317 and M391. Hence, to
fix the pion-mass dependence, we need to analyze these two data sets simultaneously.

The fit to the 7 energy levels including the error estimation proceeds exactly as described in
Ch. 6. Since F; is not included in the M317 data, we use the literature value of F as described in
Sec. 6.4.3. Moreover, since we aim for a combined fit, we use the literature value of F also in the
analysis of the M391 7 data, to ensure that there is one unique value of Finvolved in the analysis.
Since the two 77 data sets were independently generated, the y? is the sum of two terms in the
form of Eq. (6.8), one for each data set.

With the parameter I” of the NLO IAM fixed, we use "M to compute |f{2| via Eq. (8.4). The
KT P wave (7.66) is subsequently fit to | fllatl. To take into account the errors of the energies and
virtualities, we follow the standard approach and introduce an auxiliary fit parameter for each
kinematic variable, see, e.g., Refs. [86, 167]. Accordingly, we define

T
with
b g ) (@)
(13 a3
(et ) (@it )|
%) g
2 2lat 2
a a
Jlat . q:1 ’ JKT = :‘]1 ’ (9.2)
2 2lat 2.2
a quﬂ a qNY”
aE;lat aE;
.1 X
aExat aky

Ny € N the number of 77 energy levels, N,; € N the number of y7 data points, the auxiliary fit
parameters g2, ..., qlz\,wr, Ef, ..., E&m, as well as s == (E )2, and covariance matrix C, - Here we made
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fit Ref. [162] FLAG [47] Ref. [182]

x?/dof 31.7/(27 —1) = 1.22
p value 0.20

I'x 103 12.79(11)(10)(12)  9.9(1.3)  19(17)

M,/MeV  747.2(2.7)(2.8)(1.0) 763.7+11
T,/MeV  145.0(1.9)(1.9)(1.0) 146.47%9
Re(gpnn)  5.960(22)(21)(25) 5.9870:07
—Im(gyry)  0.7175(82)(79)(94) 0.5670:7

Table 9.1: The outcomes of the IAM fit to the sr data. The first error arises due to the statistical
error of the 7 data, the second due to the error of the lattice spacings, and the third due to the
error of the literature value of F. The third and fourth column contain reference values for the LEC
from ChPT and lattice QCD [47, 173-177], respectively, while the fifth column lists the p properties
as determined via Roy-like equations.

the fact explicit that everything is computed in lattice units. The error of the IAM phase leads to
an error of the LELLoucH-LUSCHER factors. The corresponding covariance matrix is added to the
appropriate entries of C, ;. Equation (9.1) is minimized with respect to the auxiliary fit parameters
and the variables by ; appearing in the parameterization of the subtraction functions. To that end, we
employ the combination of the differential-evolution algorithm and PoweLL’s method described in
Sec. 6.2. Since only the absolute value of the partial wave is fit and f; is linear in the fit parameters
by, the latter are fixed by the fit only up to a global phase +1. To fix this, we impose the upper case
of Eq. (7.32), i.e., arg[ (s, ¢*)] = 8(s).

Since the two data sets are uncorrelated and the pion-mass dependence of each fit parameter
byj is described by two free parameters, compare Eq. (7.86), we can perform the fits to the two yr
data sets independently, the fit parameters being the values of by; at the two different pion masses.
That is, for both M317 and M391 we minimize a )(2 of the form (9.1), each time working in the
lattice units of the given data set.

To assess the statistical error of the fit to the yz data, we simply use the Hessian nyzn. That is,

the covariance Covl[x;, k;] of two fit parameters k; and k; is estimated via [9, 209]

O Xy

Cov [Ki,Kj] =2 H)}l]_., [H)(z ] = , (9.3)
Y7 dij yrdij aKiaKj

where the derivatives are evaluated at the values of the fit parameters corresponding to the mini-

mum of )()?,[. On top of this, in principle the error of the JAM needs to be taken into account not only

in the covariance matrix Cy,; but also in the KT equations and directly in the LELLoUCH-LUSCHER

factors. That is, for each jackknife (or bootstrap) run of the IAM fit a slightly different phase §/M
is obtained, which in turn could be plugged into both the LELLoucH-LUscHER factors and the KT
equations, subsequently repeating the y fit for each different phase to estimate the associated er-
ror. However, it becomes clear in Sec. 9.2 that the error of the 77 fit is negligible compared to the
statistical one of the yr fit arising from the large errors of | /gy, and thus there is no need for such
an elaborate error computation.

Although Eq. (9.2) is phrased in lattice units, the lattice spacing a still enters if the parametriza-
tions of the subtraction functions involve an w pole, see Table 7.1, because Eq. (7.85) needs to be
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Figure 9.1: The fit IAM in comparison to the 27 lattice data in complete analogy to Fig. 6.1. The
top (bottom) plots correspond to the M317 (M391) data.

translated into lattice units. However, while the fits are sensitive to the presence of the pole as
observed in Sec. 9.2, the precise value of this pole does not matter at all at the current level of
precision of the data; thus this error can be safely ignored, too.

Nevertheless, the error of the lattice spacing cannot be entirely ignored. Namely, as soon as we
want to combine both yr fits to allow for an extrapolation to the physical point, as performed in
Sec. 9.2.3, the obtained values of bkj at the two different pion masses need to be translated into a
common set of units, so that the two lattice spacings enter the picture. Since the scale of the two
data sets is set in different ways (in case of M317 via the Y(15)-Y(2S) splitting and in case of M391
via the Q baryon mass, see Sec. 6.4.2), an additional systematic error arises, which is difficult to
quantify (this also applies to the simultaneous fit of the two 77 data sets). However, compared to
the sizable statistical uncertainty of the data and the systematic error of the chiral extrapolation to
be discussed in Sec. 9.2.4, the systematic error associated with the scale setting is likely irrelevant
at present. Therefore, the uncertainty associated with the lattice spacing given in the remainder
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of this work will always refer to its statistical error only. There is also a systematic error from
the continuum extrapolation, since the calculation in Ref. [108] was performed at a single lattice
spacing of a = 0.11fm, while the one in Ref. [191] was performed on an anisotropic lattice with
temporal spacing a = 0.03 fm and spatial spacing a; = 0.12 fm. Without several data sets at different
lattice spacings determined via the same scale setting, this error cannot be reliably estimated.

9.2 Results

9.2.1 Fits to rr data

The result of a simultaneous fit of the NLO IAM to the M317 zrr data and the M391 one is compared
with this data in Fig. 9.1, while the goodness of the fit is shown in Table 9.1 together with the
obtained value of I, the resulting p value of 20 % being reasonable. There is a 20 tension with
the ChPT value of I'; however, this deviation comes at no surprise, given the unitarization via the
IAM, as discussed in Sec. 6.5.1. With I" fixed, we continue the 77 P wave to the second RIEMANN
sheet—as in Sec. 6.5.1—to determine the p characteristics at the physical point as listed in Table 9.1.
Comparing with the literature values given ibidem, we note a 40 discrepancy in M,, and a 2 tension
in Im(g,,), while both the width and the real part of the coupling agree well. This is explained
by the fact that the NLO IAM has only a single free parameter, leading to a trade-off between the
different p properties. To improve on this, the NNLO IAM can be employed, see again Sec. 6.5.1,
however, with data at only two different pion masses both exceeding 300 MeV, we find that stable
fits are not feasible.

9.2.2 Fits to yxr data

Next, we fit the yr data. We use n = 2 subtractions in Eq. (7.66), for once-subtracted KT equa-
tions fail to describe the energy dependence of the data correctly, and thus do not allow for sta-
tistically acceptable fits. Note that increasing the number of subtractions to n = 3 does not
provide additional flexibility, since the reconstruction theorem (7.52) is invariant under the shift
B(s,q%) — B(s,q%) + A(q*)(3s — 3MZ% — ¢%), with A an arbitrary function, and thus one subtraction
function can be eliminated. According to Eq. (7.60) this shift is forbidden for n = 2 due to the
high-energy behavior of %, but becomes possible for n = 3. In addition, we pick N = 2, that is,
we have three fit parameters by; in ¢y and two in ¢;, see Sec. 7.2.3. If instead N = 1 is used, the fit
quality becomes poor, while at N = 3 the fit stability deteriorates. The exception are the strategies
IIT and III'P, where we pick N = 3, which again amounts to five fit parameters due to Eq. (7.65).

To obtain statistically acceptable fits to the M391 data, we need to exclude the six data points at
the highest energy, E*2 =~ 1096 MeV. These points lie far above the resonance region, for although
at this pion mass the pis heavy, i.e., M,, = 846.1(3.1)(3.2)(0.1) MeV (errors as in Table 9.1), its width
[, = 10.8(8)(9)(1) MeV is tiny. Moreover, several of the data points with the smallest absolute
errors of |o/py| are located at this energy. Hence, the six excluded data points provide rather strong
constraints on the asymptotic high-energy behavior of the KT equations instead of the resonance
physics in which we are primarily interested.

We carry out fits for each strategy enumerated in Table 7.1, with an overview of the fit qualities
given in Table 9.2. While the goodness of the fit at the lower pion mass is rather insensitive to the
parameterization of the subtraction functions, the data at the higher pion mass are more selective,
because the relative error of |2/gy/| at the higher pion mass is smaller than the error at lower mass.
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Figure 9.2: The results of two fit strategies in comparison with the M317 yx data. Shown are slices
of constant energy. For convenience, the results are displayed in physical units, but the fit is carried
out in lattice units, so that the error bands are associated with the statistical error of the data only.

Notably, we observe improvement when including a pole factor, which is true for all strategies, with
the overall p value improving by at least an order of magnitude in each case, and even by two orders
of magnitude when going from strategy I to IP. As soon as a pole factor is included, it does not
matter much if the remaining ¢ dependence is parameterized by a plain polynomial, a conformal
one, or a conformal one with modified threshold behavior, the overall p values of strategy IP, IIP,
and III'P are similar, with a slight improvement when using conformal parameterizations. Hence,
in the following we group the results of the three parameterizations including a pole together. If no
pole is used, at higher pion mass the fit clearly disfavors a plain polynomial and instead prefers a
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M317 M391 combined
2
Xyn 57.8 67.0 57.84+67.0
I = e =134 =209 2 = 166
pvalue 654x1072 281x107% 270x107*
2
Xyn 61.1 440 61.1+44.0
I s s =142 =137 Ses = 140
pvalue 3.61x1072 7.70x1072 1.26x 1072
2
Xyn 59.2 53.9 59.2+53.9
o2z e L%f o =169 T =151
pvalue 513x1072 899x107> 2.96x1073
2
Xyn 57.9 436 57.9+43.6 _
np 22 S =135 =136 X =135
pvalue 6.43x1072 831x1072 2.26 x 102
2
Xyn 59.5 519 59.5+51.9
m g% =138 =162 T2 =149
pvalue 4.83x1072 1.44x1072 4.04x 1073
2
Xyn 572 436 57.2+43.6 _
me & S =133 =136 T =134
pvalue 7.20x1072 8.32x1072 2.51x 107*

Table 9.2: The quality of the fit to the yr data for the different parameterizations of the subtraction

functions.
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Figure 9.3: As Fig. 9.2, but for the M391 data.
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conformal one, with only a very slight further improvement when modifying the threshold scaling.
Thus, we exclude strategy I and combine strategies II and III. As representatives of each group, we
pick strategies Il and II'P. The corresponding partial waves are compared with the two lattice data
sets in Fig. 9.2 and Fig. 9.3. As can be observed, independently of the presence of a pole factor, the
magnitude of f; increases with growing ¢, in accordance with phenomenology [117].

To check if we are sensitive to the mixed rescattering effects included in the KT equations, we
re-perform the fits with the replacement (s, ¢%) skQ(s). At M, = 317 MeV we obtain a p value
of 4.97 x 10~2 with strategy Il and 6.26 x 10~2 with strategy IIP, while at M, = 391 MeV we obtain
8.77x107° and 8.49x 102, respectively. Comparing with the corresponding entries of Table 9.2, the
observed difference is insignificant, and thus we conclude that mixed rescattering does not need to
be taken into account to describe the data at the present level of precision.

9.2.3 Chiral extrapolation

Equipped with the KT fit results, we can determine the pion-mass dependence of the fit parameters
via Eq. (7.86). To that end, we need to translate the fit parameters associated with the two different
data sets to a common set of units; hence the errors of the lattice spacings enter the picture.

The pion-mass dependence of the fit parameters is depicted in Fig. 9.4. While the leading pa-
rameters in the series expansion (7.63), by, and by, are constrained more strongly by the data at
lower pion mass than the one at higher pion mass, the opposite is true for the highest-order term
associated with by,. The latter comes at no surprise, for the data at higher mass contain much
larger virtualities in the spacelike region, exceeding in absolute value the timelike virtualities of
both data sets significantly, giving thus more weight to the by, term. With decreasing pion mass,
the w pole moves from the real axis below the 37 threshold on the first RIEMANN sheet into the
complex plane on the second sheet. Since the pole factor P that is present in strategies IP, IIP,
and IIIP describes a bound state, naturally the question arises if the change in the nature of the
pole needs to be reflected in the extrapolation in the pion mass for these strategies. A resonant w
could be implemented via a dispersively improved BREIT-WIGNER parameterization as alluded to
below Eq. (7.61), which, in practice, is almost indistinguishable from a pole ansatz unless very close
to the singularities. Given the large uncertainties of b at the physical point, this change is thus
immaterial, especially, since for the extraction of the observables the subtraction functions need to
be evaluated at vanishing virtuality only, and for every strategy c,(0) = by, holds.

Taking care of the pion-mass dependence of the fit parameters, the IAM, and the KT equations,
we can extrapolate the partial wave to the physical point. Computing the cross section via Eq. (7.29)
yields the line shape shown in Fig. 9.5 exhibiting the characteristic resonance peak. In both fit
strategies, the error increases when moving beyond the resonance, which reflects the fact that
most data points lie around the resonance region. In principle, the omitted data points at the
highest energy could provide further constraints, but since no acceptable fits could be found when
including these points, we conclude that with the currently available lattice data the asymptotic
form of the cross section remains largely unconstrained. In this regard, we remark that the KT
basis functions with n = 2 subtractions increase too fast asymptotically compared to expectations
from the FrRoIssART bound [210], so that a proper high-energy completion needs to be imposed.
However, these considerations become relevant only well beyond 1 GeV, and thus do not affect
the current fit, for which the n = 2 subtraction scheme provides the adequate number of free
parameters to be able to describe both the chiral anomaly and the p-meson properties [97].
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Figure 9.4: The pion-mass dependence of the fit parameters for two different fit strategies. The
dashed gray lines mark the physical pion mass and the ones of the two lattice data sets, the dashed

error bands correspond to the error of the lattice spacings, while the filled ones are associated with
the statistical error of the data.

9.2.4 Chiral anomaly and radiative coupling

Finally, we can determine the anomaly F;, and the radiative coupling at the physical point via
Eq.(7.87) and Eq. (7.34), respectively. The values are listed for the different fit strategies in Table 9.3.
Since the outcomes of the different fit variants are highly correlated with only minor differences in
fit quality and very similar statistical errors, we do not compute weighted averages, but instead only
perform plain averages to determine the central values. Doing so for the acceptable fits without a
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Figure 9.5: The cross section at the physical point for two different fit strategies. The error bands
are as in Fig. 9.4.

pole factor, i.e., averaging over strategy II and III, results in

Fs, = 24(13)(1) GeV 3,
Zpyr = [0.51(6)(4) +i0.03(13)(2)] GeV™l, (9.4)
|8pyal = 0.513008(4) GV,

with errors as in Table 9.3, while the strategies including an w pole, i.e., IP, II'P, and III'P, yield

Fs, = 47(18)(1) GeV 3,
Eoyr = [0.60(8)(4) +i0.26(18)(3)] GeV L, (9.5)
|€pyal = 0.667013(3) GeV .

Both values of F;, are compatible with the prediction (7.30), albeit only due to their large errors.
Fits including the pole ansatz do display a better fit quality, but not at a level that would conclu-
sively demonstrate the necessity of the pole. Since, further, both fit variants agree within statistical
uncertainties, we conclude that the current lattice data cannot discriminate between Eq. (9.4) and
Eq. (9.5) and quote the resulting spread as an additional systematic error. This error also arises due
to the absence of lattice data at several different pion masses by one collaboration, forcing us to
fit our representation to two data sets by two different collaborations at only two different pion
masses, which makes it impossible to fix the pion-mass dependence of the subtraction functions
beyond the simple ansatz (7.86). Averaging over all fit results except for strategy I, we finally quote

Fs,, = 38(16)(1)(11) GeV 3,
Eopn = [0.57(7)(4)(4) +10.17(16)(3)(12)] GeV ™", (9.6)
|gpyrl = 0.6070:45(3)(7) GeV ™,
where the last error is our estimate of the systematic uncertainty associated with the parameteri-

zation of the subtraction functions.
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3 x GeV®  Re(gyy) x GV Im(g,y,) x GeV

I 13(11)(0)  0.50(6)(4) 0.09(11)(2)
1P 46(18)(1)  0.59(8)(4) 0.26(18)(3)
o 23(13)(1)  0.51(6)(4) 0.02(13)(2)
nP  48(18)(1)  0.61(8)(4) 0.27(18)(3)
M 26(13)(1)  0.52(6)(4) 0.05(13)(2)
P 48(18)(1)  0.61(8)(4) 0.27(18)(3)

Table 9.3: The anomaly and the radiative coupling at the physical point. The fit uncertainty gives
the first error, the second error corresponds to the error of the lattice spacings.

The resulting value of F3, is perfectly consistent with the chiral prediction (7.30), but carries
a large uncertainty. This is the first extraction of this low-energy parameter from lattice-QCD
calculations, and will improve accordingly once better data become available. The residue g,
is currently not known better than from an SU(3) VMD estimate [211], which suggests |g,, | =

0.79(8)GeV ! [97], again compatible with Eq. (9.6) (within 1.20).! The difference to the VMD es-
timate increases to 2.30 for Eq. (9.4), while there is full agreement with Eq. (9.5). This provides a-
posteriori evidence for the presence of an w pole in the subtraction functions, as does the final result
for the cross section shown in Fig. 9.5 when compared to the expected peak cross section around
20 b [106]. The radiative coupling has also been extracted in Ref. [108] under the assumption that
the pion-mass dependence of |G, | = gy x|M;/2 is weak, leading to |g,, I[108] = 1.15(5)(3) Gev L.
This value differs from the VMD estimate by 3.60, a discrepancy that went unnoticed in Ref. [108]
because it is mitigated by a missing factor 2 in Eq. (17) for I'(p — ny) therein [217]. Moreover,
our analysis shows that the uncertainties especially from the chiral extrapolations are substan-
tially larger. In particular, a pion-mass independent |G, .| renders the residue divergent in the

chiral limit, while at M, = 317 MeV one has | gpyﬂ|][\f’6;]3l7Mev = 0.507(20)(13) GeV ! as well as

|gp},,r|1v[”=317NIeV = 0.552(18)(18)(0), the latter being the average (9.6) at this pion mass. We con-
clude that |g,,,| instead of |G, ,| is approximately pion-mass independent, thus avoiding the di-
vergence in the chiral limit.

'The branching fractions cited in Ref. [9] imply |g,, .| = 0.72(4)GeV™" for the charged channel and |g, | =
0.73(6) GeV ™" for the neutral one. However, these values derive from high-energy PRIMAKOFF measurements [212-
214] and VMD fits to ete™ — 7%y data [215, 216], respectively, and thus involve a substantial model dependence.
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Rescattering effects in 37 decays
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Chapter 10

Rescattering of pions

We have already encountered rescattering of pions in several places. In Sec. 4.2 we mentioned
that the unitarization procedure via the IAM accounts, in fact, for rescattering of pions in the s
channel. Furthermore, the basis functions of the KT equations encode rescattering, too, as stated
in Sec. 7.2.2. It is now the time to make this notion of rescattering more precise, in particular, to
distinguish more carefully between different kinds of rescattering. We stress that in this chapter
we care mainly about qualitative insights into the nature of rescattering, so contrarily to the rest
of this thesis we are not too concerned with correct bookkeeping and instead focus on the key
concepts only.

10.1 Rescattering and unitarity

Consider T, the part of the 77 — 77 amplitude that contains all s-channel loops as depicted in
Fig. 10.1. This sum of iterated loops is precisely what we mean by s-channel rescattering of pions.
For simplicity, we work in the CM frame. Denoting the vertex by V and the loop by L, formally we

can write
T,=V+VLV+VLVLV + ...

=V i A%
k=0

14 (10.1)

1-LV
1

1 b
s—L

where we used the geometric series. The loop L is a special case of Iy (P) as defined in Eq. (3.24),
with P = (s,0) and f(k) = —i.1'? Its discontinuity as defined in Eq. (7.39) can be straightforwardly

'The factor —1 arises from two powers of i stemming from the numerators of the propagators, while the factor
i corresponds to the global factor i/ in the definition of the scattering amplitude ., see Eq. (2.1), and needs to be
included if we want to use the CuTkosky rules in the form of Eq. (10.2).

20f course, the propagators are to be replaced by the full 1PI contribution. However, the only aspect that matters
here is the imaginary part of the loop L, which is computed by setting the propagators on-shell, see Eq. (10.2). Picking
the renormalization conditions (3.59), the argument remains unaffected by this subtlety.
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Figure 10.1: Pion—pion rescattering in the s channel. Double lines denotes the full pion propagator
A as defined in Fig. 3.1, while the thick line denotes the two-pion propagator that is defined as the
sum of all iterated pion loops.

computed via the CuUTKOSKY rules [189, 218], i.e., by performing the replacements

1 . 2 2
m — —27rl®(k0)5(k —Mﬂ),

) . , (10.2)
— 2710 ((P - K)°) §((P - k)* - M2),

(P—k)* — M2 +ie

in Eq. (3.24), with © defined in Eq. (3.83). Since the loop obeys the SchwaRrz reflection princi-
ple (2.7), discg[L(s)] = 2iIm[L(s)] holds. Altogether, this results in

o (s)

Im[L(s)] = Ton’

(10.3)

with o being the phase space as introduced in Eq. (2.29). By inserting Eq. (10.3) into Eq. (10.1) we

finally obtain

T, = ! (10.4)

1 i ’
‘—/—RC[L]—E{O'

Note that the vertex Vis real, for the HAmILTONian needs to be Hermitian, and thus the couplings
in the underlying Lagrangian must be real.

The comparison of Eq. (10.4) with the single-channel K-matrix representation (2.17) shows a
remarkable similarity. In fact, the factor 1/(16x) that spoils perfect agreement is an artifact of our
sloppy bookkeeping, which ignored the partial-wave projection, see Eq. (2.3) and Eq. (2.5). Thus,
Eq. (10.4) is a special case of the K-matrix representation, with

K~%quu. (10.5)

Recalling that elastic unitarity (2.16) is equivalent to the amplitude taking on the form of a K-
matrix representation as shown in Sec. 2.1, we conclude that s-channel rescattering generates an
amplitude that fulfills elastic unitarity. By inverting the line of thought, we see that each K-matrix
representation at least correctly accounts for the imaginary part generated by s-channel rescat-
tering, although of course to obtain the corresponding real part the correct K matrix needs to be
picked. It is this argument that makes us identify pion rescattering in the s channel with elastic
unitarity in the very same channel.
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Figure 10.2: The two-pion propagator in the ¢ channel.

Accordingly—keeping in mind its derivation in Sec. 4.2—the IAM accounts for pion rescattering
in the s channel, where the K matrix has been approximated by ChPT truncated at either NLO or
NNLO. In this regard, the unitarization can be interpreted as an approximated resummation of the
perturbative expansion.

It is instructive to take a look at the crossed version of the two-pion propagator, see Fig. 10.2
for the t-channel one. This equals the BETHE-SALPETER kernel B introduced in Sec. 3.2.5, if con-
tributions to the latter of the u channel and of higher-energetic intermediate states are ignored.
If we replace the vertex V by the kernel B in Eq. (10.1), we will obtain the exact representation of
the scattering amplitude i.Z as depicted in Fig. 3.2. The derivation of Eq. (10.4) still works out, in
particular, B is real inside the elastic s-channel scattering region, but the real part, and thus the K
matrix, becomes much more convoluted, because it describes more physics.

10.2 Rescattering and KHURI-TREIMAN equations

We are now ready for a better understanding of the rescattering encoded in KT equations. For
simplicity, we will focus on the process y(*)ﬂ — n, whose KT equations have been described in
Sec. 7.2, but as alluded to ibidem, the KT framework is by no means restricted to this process. All
the observations made here carry easily over to other processes in its application domain. The
discussion in Sec. 7.2 makes it clear that the KT equations (7.56) are obtained by using elastic uni-
tarity in all three kinematic channels, i.e., the s, t, and u channel. Following the line of thought of
Sec. 10.1, this amounts to taking into account 7 rescattering in all three channels.?> Accordingly,
the KT equations amount to expanding the scattering amplitude in terms of the two-pion propa-
gator as depicted in Fig. 10.3. Note that certain box-like topologies, e.g., the one shown in Fig. 10.4,
are not included in KT equations, because here we encounter four-pion intermediate states, but the
employed unitarity relation (7.31) incorporates only two-pion states.

The KT equations can be analytically continued into the decay region, i.e., we can make ex-
plicit use of crossing symmetry. How to do so is discussed in detail in Ch. 11, qualitatively, the
implications of this continuation can be completely understood on a diagrammatic basis by simply
performing the crossing in all diagrams of Fig. 10.3, obtaining the outcome visualized in Fig. 10.5.
Remarkably, there emerge contributions with three intermediate pions, as indicated by the dashed
line in Fig. 10.5. That is, the basis functions %y of the KT equations in the decay region partly
encode three-pion rescattering, where one pion always spectates the other two pions interacting
tightly [190]. This description of three-pion rescattering is incomplete, since contributions where
all three pions interact simultaneously as depicted in Fig. 10.6 are not accounted for. These are to

3Contrarily to the IAM, the approximation being made is not the truncation of ChPT but the truncation of the
partial-wave expansion, see Eq. (7.44).
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Figure 10.3: A diagrammatic representation of the contributions to y)7 — 7 that are included
in the KT equations. For ease of visualization, we do not depict the u-channel contributions.

[

Figure 10.4: A box-like topology that is not included in the KT equations.

be parametrized by the subtraction functions c.

As two-pion rescattering and two-body unitary are linked, so are three-pion rescattering and
three-body unitarity, i.e., the unitarity relation of 7777r — 7z that is obtained by restricting the at-
tention to 7z intermediate states. Due to the connectedness structure of the S matrix [11, Ch. 4.3]
this unitarity relation contains contributions where two pions interact and the other is an observer
as well as contributions where all three pions interact closely [23, Ch. 4.2]. We have seen that
the former are encoded in the KT basis functions. Hence, the basis functions on their own satisfy
three-body unitarity partly, if properly continued into the decay region [200]. The incorporation
of full three-body unitarity into KT equations remains a subject of research [219]. For a general
overview about the subject, we refer the reader to Ref. [220] and mention in passing that three-body
unitarity is also a useful tool in the discussion of three-particle scattering on the lattice [221].

Now let us turn our attention towards the relation between the KT basis functions (7.56) and
the OMNEs function (7.58). The latter satisfies the elastic unitarity condition of the pion vector
form factor (see, e.g., Ref. [190] for a pedagogical derivation), and so it describes the rescattering
of two pions in a P wave. Thus, if we replace By, by s*Q(s), that is, ignore the contributions of the
hat function =9§k in the KT equations (7.56), we effectively ignore the last diagram in Fig. 10.3 (and
Fig. 10.5) and all similar contributions. These are precisely the contributions called mixed rescat-

( j = 4 + < + ‘< + ‘ + ...
Figure 10.5: The KT equations in the decay region. Each diagram is obtained by crossing the

corresponding one in Fig. 10.3. See also Fig. 2.2 in Ref. [190].
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Figure 10.6: Genuine three-pion scattering that is not described by the KT basis functions.

tering in Sec. 7.2.2. That is, as claimed ibidem, ignoring the hat function amounts to focusing on 77
rescattering in individual kinematic channels only. Naturally, the question arises how important
the mixed rescattering is, i.e., if its effects are visible in scattering or decay data. The results of
Part III show that this is not the case for the y(*)ﬂ — 7 lattice data, which comes at no surprise
given the large error of the data. Moreover, as discussed in Ch. 1, depending on the process and
dataset, mixed rescattering becomes visible in experiments or remains unseen. Hence, we aim to
develop a method to assess the size of mixed rescattering in a given decay channel. Before doing
so, we discuss the KT framework in greater detail.
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Chapter 11

GASSER-RUSETsSKY method for
KHURI-TREIMAN equations

In this chapter, we tie up loose ends. Namely, we finally discuss the analytic continuation of KT
equations into the decay region. Moreover, we explain how to solve the KT equations numerically,
which needs to be done, e.g., in the analysis described in Part III. To that end, we discuss a modi-
fied form of the method presented in Ref. [199]. This method performs the analytic continuation
via a deformation of the contour of integration associated with MANDELSTAM s. There is an alter-
native approach [198], which deforms the contour of integration of the z* integral; however, this
approach is more cumbersome. Nevertheless, it has been applied frequently with great success,
e.g., in Refs. [51, 70, 222].

11.1 General KHURI-TREIMAN problem

In the following, scattering of the form A (p;) + R(ps) — HA(ps3) + F(ps) as well as decays
P(p1) = P(p2) + B(p3) + PA(py) are investigated; both processes are related via crossing sym-
metry. Here, as in Ch. 2, & labels a particle and p; its four-momentum. The squared momenta
p? = m? are in general independent free variables and might be space-, time-, or lightlike. Hence,
almost all equations given in the following depend also on m?; however, this dependence is of-
ten not displayed explicitly. If one of the particles is heavy enough to decay into the other three,
without loss of generality this will always be Z.

The KT approach starts with the derivation of the reconstruction theorem for the scattering
process at hand, like it has been done for y(*)n — nrrin Sec. 7.2.1. Even if one is interested merely
in the decay, the investigation starts with the scattering. As a result of the reconstruction theorem,
one obtains a set {% s} 7. Here the index set I labels the different single-variable functions & 5
that are determined by the following set of potentially coupled integral equations, each in the form

of an inhomogeneous OMNES problem:

) 97 [ Br()sin[07(0)]
B0 =050 | R+ 2 | SLEI x|,
S (11.1)
Br)=Y, > )" Bg) ().

FelmelN,
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The C'7 ¢ are known analytic functions (that typically contain a combination of rational functions

and square roots),
1

<z*m95’j> (x) = % J z*mgj(x, z¥)dz*, (11.2)
-1
and depending on the index _# and the problem at hand either

B g (x,2") = B 7 (t(x,2")) (11.3)
or
B y(x,2") = % (B 7(s(x,2)) + B 7 (u(x,2))] (11.4)
or something similar. In addition,
Q #(s) :=exp ;[ J x(zi(—X)s) (11.5)
b

is the OMNES function, see Eq. (7.58), and P #(s) a polynomial of degree n_#—1. In case of y(*)ﬂ: — 77,
there is only a single function 98, which is why we omitted the index in its discussion. Due to the
linearity of the equations the problem reduces to compute the basis functions

B (x) sin [6,7 (x)] .
Q5 (0] (x — ) x"7

%j(s) =Q.¢(s) s+l J (11.6)

s}r

for all .# € I and all non-negative integers k < n_¢. Since Eq. (11.6) is just a special case of Eq. (11.1),
in the following the latter is discussed.

Clearly,
Br()sin[67(0)]  Br()sin[85(0] o)A T
Q@ 0r@leA)eAD =osWB WG 1)
with | s
Ty(x) = [5‘2(:21; (11.8)

the partial wave for the process at hand and o ¢ the corresponding two-body phase space, see
Eq. (2.19). Inserting this into Eq. (11.1) results in

o 1
B g(s)=Qg(s)Pys(s)+ Z J J Ky 7(s,x,2%) B #(x,2") dz*dx (11.9)
Fel sihr =
with the kernel
KrsGoxz) =050 (2) gt Do) Z 22 0. (11.10)
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It is worth noting that T #/Q ¢ does not have a right-hand cut, since for values of x along this cut

. Ty _ .. T7(xy)
dser 205 = 2m | 25
pe [ Ty(x;) Qj(x+)*
=2iIm -
Q7 (x) Qz(xy) (11.11)
2i

= ~Im [ |17 (x,)] €279 Q.7 (x, )] e 04|
Q.7 (x,)|
=0

holds.

Eq. (11.9) is well-defined only inside a particular kinematic region defined by certain values of
miz. To evaluate it, e.g., for m; > my+ms+my, i.e., when a decay is possible, it needs to be analytically
continued via deformation of the contours of integration. To that end, the analytic structure of the
integrand in Eq. (11.9) parametrized by the external masses needs to be understood. The kernel
Eq. (11.10) inherits a left-hand cut in x from T #(x) and a right-hand cut in s from Q _¢(s). Apart from
that its non-trivial analytic structure in x and s is determined by known analytic expressions (i.e.
the Caucny kernel, the phase space, and C'y j)- In addition, it is a polynomial in z*.

Apart from the kernel, singularities also arise if in the computation of 98 # the function 9 z is
evaluated at its branch point located at s}‘r. That is, if

t(x,z*) = s}“ (11.12)

(or a similar relation for s(x, z*) and/or u(x, z*)) holds. The explicit expressions relating the MAN-
DELSTAM variables read

Res (md—md)(md—m2) \JA(smimd)A(sndmd)
_ + z

2 28 28

t =

(11.13)

and

R (=) (= i) JA (s, m2,m2) A (s,m, m)
2 2s 2s
Here, as before, z* = cos(0™), with 6* = 2(p7, p3) the scattering angle in the s channel, R = ), ml-z,
and A is the KALLEN function. So u can be obtained from ¢ by replacing z* by —z* and interchanging
m? and m3 (or alternatively m3 and m3).
Inserting Eq. (11.13) into Eq. (11.12) results in

u= (11.14)

4
¢ (2*%)x' =0, (11.15)
i=0
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with
o (%) = (2% = 1) (m} = mi3)” (m§ — i),
o (%) 2 — ) ) (R 24)
-2z ((””1 +m) (mf = )"+ (m? = m3)” (i + mﬁ)),
¢ (Z*z) =z’ ((m% - m%)z + (mf - mi)z +4 (m{ +m3) (mf + m4)) (11.16)
—R?+ 43}lr (R }“) -2 (m% - m%) (m3 - m4) )

c3( ) —2R(1—z )—4sthr,

¢y (z*z) =z -1
thr

Since the coefficients ¢; depend on z*? and not z*, the corresponding equations for u(x, z*) =sy

or s(x,z*) = s™r can be obtained by interchanging the appropriate pair of masses (e.g., m% < m2
7 y ging pprop p g M3 4

to obtain the coefficients for u(x, z*) = sf}‘r ). Eq. (11.15) is a quadratic equation in z*, and thus the
singularities in the complex z* plane as a function of x can be obtained in closed analytic form by
solving Eq. (11.15) for z*. Alternatively, Eq. (11.15) can be solved in closed analytic form to obtain
the singularities in the complex x plane as a function of z*, since the equation is quartic in x and
solutions to quartic equations can still be given in closed analytic form.

It is worth noting that Eq. (11.16) simplifies considerably as soon as either m? = m% or m% = mj.
Since the general solution is lengthy, we discuss separately two simpler, but highly relevant, cases.

11.1.1 Special case: four particles of equal mass

First consider the simple case m; = my = m3 = my == mand s thr = 4m? to understand the general
procedure. This case corresponds, e.g., to the scattering process nw — nm, if only 7 intermediate
states are taken into account, with the corresponding KT equations being discussed in Ref. [223].

The singularities zsmg in z* are determined by

2\ 2
9 _[x+4m
Z;ing = (m) . (1117)

Hence, if the contour of integration in x remains unchanged, i.e. x € [4m?, 00), the singular values of
z* are zsmg € (—o0,—1)u (1, ). Thus, the original contour of integration in z*, namely z* € [—1, 1],
does not interfere with the singular region in the z* plane, so that no deformation of contours is
necessary. The same result can be obtained by solving for x instead of z*. If 2% =1, the singularity

in x is at Xgipe = 0, otherwise it is determined by

*2
| pty -1 f(z*z)l, fe?)= 1 (11.19

1—2z

Xsing = 4m

Hence, Xsing € (—0,0] for z* € [—1,1], that is, the original contours of integration are fine as
expected.
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11.1.2 Special case: identical masses in the final state of the decay

Consider now the special case with m; = M and my = m3 = my = m as well as st = 4m?. That is,
the aim is to develop an understanding of the singularities in the decay of one particle into three
particles of equal mass, where the intermediate two-particle states consist of particles of the same
species as the ones in the decay product. In this case, Eq. (11.15) and Eq. (11.16) simplify to

0 =x3[2*% 1| +2x? [ (M? - 5m?) — 2**R|
11.19
+ x[z*sz - (M2 - 5m2)2] — 47%m? (M2 - m2)2 . ( )

Solving for 2+ yields

o x(5m2 — M2+ x)2
Zsing =

(X - 4m2) [x2 _ ZX(MZ + mz) n (Mz _ mz)Z] : (11.20)

The original path of integration in the z* plane extends from —1 to 1, i.e. it covers the interval [0, 1]

on the real axis in the z*° plane. Solving Eq. (11.19) for x with Zs*iig € {0, 1} fixed results in'

22 -0 o Xsing € {0, M? — 5m?},

sing —
- M2 — m? (11.21)
Zsing =1 And xsing = 9
Moreover,
lim 222, =1. (11.22)

Y00 SINg

Again, the original path of integration in the x plane extends along [4m?, o). As long as M? < 9m?,
that is as long as the decay is kinematically forbidden, the singularities Eq. (11.21) stay below 4m?,
and thus they do not interfere with the original path of integration. However, as soon as M? > 9m?,
both M? — 5m? > 4m? and (M? — m?)/2 > 4m?. That is, the original path of integration fails to
work inside the decay region. Another special point at which significant simplifications arise is
M? = 9m?, that is the boundary of the decay region (in M?). In this case Eq. (11.19) boils down to

2
0= (x—4m?)” [x(2** - 1) - 16m?2*?], (11.23)
which is solved by
*2
Xeing € 14m?, —16m?—= (11.24)
1—z*2

The second solution is non-positive for % e [0, 1), but the first one interferes directly with the
lower limit of integration in x, pointing again to the fact that the original contours of integration
fail to work as soon as the decay is kinematically allowed.

The correct way to circumvent this problem is to analytically continue Eq. (11.9) as a function
of M? via a deformation of the contours of integration. There are different ways to perform this
continuation, since there are two integrals, both of which can be deformed. Here, the choice is
made to keep the contour of integration in z*, i.e. z* € [—1, 1], while distorting the contour of

'Note that in both cases Eq. (11.19) boils down to a quadratic equation in x.
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integration in x. Hence, in the following the singularities in the x plane as a function of 2% eo,1]
are studied.

The endpoints xsing(z*2 = 0) and xsing(z*2 = 1) are given by Eq. (11.21). In addition, the
singularities xsing(z*z) for 2% € (0,1) are obtained by solving the in this case cubic Eq. (11.19).
This can be done, e.g., using CARDANO’s formula.

To be precise, denote an n-th root of unity by

& == exp [@] & =1 (11.25)
n
Furthermore, for arbitrary { € C, define the principal value of the n-th root as
{V/m = exp [l In (O] : (11.26)
n

Here In({) = In(|{]) + iarg({) denotes the principal branch of the logarithm, with a cut along
(—00,0]. The value of the n-th root on its other n — 1 RIEMANN sheets is accordingly given as

exp [1 (n () + r27ri)] = exp [1 In (g)] exp [@] = [V, (11.27)
n n n
with r € 1,...,n — 1. In the special case of a cube root,
—1+i3 .
f=——"0 =g (11.2)
hold.
Now consider the equation
3
D gxt =0, (11.29)
i=0

where the coefficients ¢; in the case of interest are fixed via comparision with Eq. (11.19). The
solutions of Eq. (11.29) read [224, 225]

cp + EEA, +

Xsing k = —
sing.k 3¢5

A
k—ol ke€{0,1,2}. (11.30)
&y

Here
AO = C22 — 30301,

Ay = ZCS — 9cscpcq + 27c§co,

1/3 (11.31)
Ay A% — 4A3

A:I: = 5 ,

where the choice of the sign in A, is arbitrary—according to Eq. (11.27) it merely corresponds to a
change of the sheet of the square root—as long as A, # 0. However, if it equals 0 for one choice of
the sign, the other one is to be picked. Note that due to Eq. (11.27) the different solutions correspond
to different choices of the RIEMANN sheet of the cube root in A,.

In the following, consider arbitrary M? m € R and 2% e (0,1). Thus, in the case of interest
¢, Ao, Ay € R. Moreover, &A, is real for M2 > 9m?. Hence, Xsing,1 € R, moreover, Xgipngo =
due to Eq. (11.28):

xs*ing,Z
A =8N = 55N = EEN, = (550" (11.32)
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The singularities Xsng i for k = 0,1, 2 are plotted in the x plane for all values of % e [0,1]
and for different values of M? in Fig. 11.1. Independently of the value of M?, the negative real
axis is always singular. Moreover, it is the only singular region as long as M? is non-positive. As
soon as M2 > 0, a structure symmetric around the real axis starts to form, which in the beginning
is connected to the negative real axis. A further increase in M? results in a detachment of this
structure from the negative real axis, it moves steadily towards the branch point at 4m?. To be
precise, as soon as it detaches from the negative real axis at M? = 5m? the structure is given as

2_ 2
$ = {xsing,k : k €{0,2}and % e (0, 1)} U {Mz —5m?, MTm} (11.33)

Here the two elements given at the end correspond to Eq. (11.21). When M? reaches the decay
threshold, i.e. M? = 9m?, § collapses to a single point at exactly the branch point 4m?. For M? >
9m?, § emerges again; it moves along the real axis to the right and increases in size with increasing
M2, Moreover,
M?—m? 2 2
_, M® < 9Im-,
max{Re(y) : ye$} = 2 ) ) )
M* —5m*, M*>9m*-,
(11.34)
niRe (7) 5} M? — 5m2, M? < 9m2,
min {Re Ty € = 2_ 2
ey M z_m , M? > 9m?

holds.

The problem is not only that for M? > 9m? the singularities interfere with the original path of
integration, but also that at M? = 9m? they hit the branch point, which marks the beginning of
the path of integration. Since the endpoints of an integration contour are fixed, this is a serious
obstacle for any analytic continuation.

The way out is to equip M? with a small, positive imaginary part, that is, to perform the re-
placement M? — M? +ie with € > 0, and consider the limit € \, 0 in the end. This does not alter the
singularities depicted in Fig. 11.1 in any significant? way except for the location of $ at M? = 9m?:
instead of S|y2_g,2 = {4m?} now S|y2_gp2.ic = {4m? + i€} holds. That is, the singularities do not
hit the branch point.

To understand how the contour of integration in the x plane needs to be deformed, start with
Eq. (11.9) for M? < 9m?, where the original contour [4m?, o) is fine. Now increase M? continuously,
while sticking to the +ie prescription. At M? = 9m? the singularity structure $ passes by the start
of the integration contour above the real axis, for larger values of M? the structure $ grows in
size. Hence, to avoid any collision of the contour with §, the contour needs to be deformed into
the lower half plane. This is illustrated in Fig. 11.2 for M? = 12m?. Note that the depicted choice
of the deformed path, denoted C, is just one possible choice out of many. Any path that starts at
4m?, extends towards infinity, and avoids the singularities via bending into the lower half plane is
legitimate.

’For M* # 9m? there is no change in $, since the limit € “\ 0 can be performed without running into any problems.
However, for € # 0 the parts of § that are traced out by Xy, o and X » are partly interchanged, due to the branch cuts
of the roots appearing in Eq. (11.31).
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Figure 11.1: The singularities for different values of M?. The gray blob denotes the branch point
at 4m?, while the original path of integration is represented by the dotted gray line. At M? = 9m?
the singularities Xj,g o and Xging o shrink down to a point located exactly at the branch point 4m?.
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Figure 11.2: The singularities for M? = 12m? as well as the deformed contour of integration, de-
noted by C. As before the gray blob represents the branch point at 4m?, while the original path of
integration is depicted as a dotted gray line.

11.2 Final form of the KHURI-TREIMAN equations

The KT equations in their final form arise if the outer path of integration in Eq. (11.9) is deformed
as discussed leading to

1

B g(s)=Qg(s)Pys(s)+ Z J J Ky ¢(s.¢, z*)@;(gﬁ z*)dz*d¢, (11.35)
fellej_l

with C_y the appropriately deformed contour of integration of the .#-th single-variable function.
The branch cut of the #-th integral in Eq. (11.35) is generated by the Caucny kernel 1/(x — s) in
Eq. (11.10), and thus it runs along € #. To avoid having multiple inconsistent cuts in Eq. (11.35), it
is necessary to choose overlapping contours of integration for all # € I that contribute to a given
B g, 1.e., there must exist a path § g, such that C¢ C § s for all # € I that yield K¢ 7 # 0. For
notational simplicity, we make a global choice, i.e., €7 = C for all 7 € I3 Clearly, this € needs
to be chosen such that it avoids the singularities in all the |I| integrals. Furthermore, note that
the OMNEs function as given in Eq. (11.5) has a branch cut along [s?r, o). Both the first term in
Eq. (11.35) as well as the kernel K ¢ # inherit this cut, which is undesirable for the cut arising from
the integration in the second term runs along C, again leading to inconsistent cuts. To avoid these

troubles, we continue the OMNEs function analytically to its second RIEMANN sheet. Proceeding

3In certain cases where the thresholds s differ, a single global choice does not work. This is not an issue, merely

enforces the replacement of C by €, in the following equations.
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along the lines of the discussion in Sec. 2.2 and borrowing the notation used ibidem we obtain

Q7 (s4) = Qr(s2) = Q7 (] (79 — )
=2i|Q g (s)]sin[6.7(s)] (11.36)
=2iQg(s)os(s1) Tr(sy),
where we used arg[Q (s, )] = +5(s) as well as Eq. (11.8). From this we deduce that the OMNES
function on its second RIEMANN sheet reads
Q5 (s)

1+ 2io #(s) TJ(S). (11.37)

Q(s) =

We denote by Q sthe appropriate combination of Q_yand Q}IY that has a cut along C. For example, in
case of the scenario discussed in Sec. 11.1.1, Q ¢ = Q 4, while in the scenario outlined in Sec. 11.1.2,
more specifically, the one depicted in Fig. 11.2,

QE;(S), Re (s) € [4m?, 8m?] AIm (s) € [-m?, O] ,

(11.38)
Qg(s), else.

Q. (s) =

This choice is enforced by the analytic continuation in M? as shown in Fig. 11.1: for M? < 9m?
the path of integration G, runs along [4m?, ), while for M2 > 9m? it gets deformed into the
contour €, so clearly the part of the complex plain enclosed by C u Cjpjtia is associated with what
was known previously as the second sheet. Accordingly, we replace Q #(s) in the first term in
Eq. (11.35) as well as in Eq. (11.10) by Q . Note that we do not replace Q_#(x) in Eq. (11.10), for as
discussed in Eq. (11.11) its cut is of no relevance. In this way all % have a single cut running along
C.

11.3 Numerical solution

To solve the KT equations (11.35), we rewrite them solely in terms of & g. If & s is given as in
Eq. (11.3), we merely evaluate Eq. (11.35) at s = #(x’,z*"). If instead Eq. (11.4) applies, we evaluate
Eq. (11.35) once at s — s(x’,z*’) and once at s — u(x’,z*") and add the results. In this way we
obtain

1
Bg(x",2")=Gg(x",2*") + Z J J Kyg(x',2".0, z*)@;({, z*)dz*d¢, (11.39)
jelle )

with G #(s) :== Q _As)P.As) and the relation between G s and G ¢ (as well as the one between K 7
and K y ) mimicking the one between RB.gand Bg.

A priori, the path € extends towards infinity. However, in practice the scattering amplitudes
T 7 and the phases § y are only known up to a certain energy \//1_ , in addition, the contributions of
the high-energy region to the integral are suppressed due to the powers of x in the denominator
of Eq. (11.10). Moreover, while we need a holomorphic expression for T ¢ in the low-energy region
(where the amplitudes are evaluated along segments of C that reach into the complex plane, see
Fig. 11.2), in the high-energy region T ¢ is needed only along the real axis, that is, it is sufficient
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to specify § ¢ along the real axis. If we let §  approach an integer multiple of 7 at an energy
JA. 7 > \JAg according to Eq. (11.8) the scattering amplitude vanishes for s > A g and thus the
integral along C is cut off at A . Denote the phase in the low-energy region as before by § . Our

goal is to construct a phase Af;) that equals § 7 in the low-energy region and equals nr, n € Z,

for all s > A s In addition, A!(;) shall be one time continuously differentiable. This can be easily

achieved via a polynomial p ¢ of degree three, i.e.,

5J, N S AJ)
2D () =1ps(s), Ar<s<As (11.40)
nr, Ag<s,

with pAdy) = 64Ny, pAAy) = nm p'dAy) = 8'AAy), and p's(Ay) = 0. Recasting these

conditions into a matrix equation for the coefficients of p s results in

1Ay AL A%\ (385G

1 A A2 A3 niw
— (1 2 3 g Ny ¥ . '
pr(s)=(1 s s* ) 0 1 21 3/1?2} 5,0.5) (11.41)
0 1 2A5 3A% 0

We stress that this is only one possibility to treat the phase at high energies that is particularly con-
venient, for it provides a natural cut-off at A g, with the drawback that depending on the behavior
of § # close to A g the polynomial might lead to undesired oscillations. Other choices are possible
and feasible.

We compute the integral via GAUB-LEGENDRE quadrature [169],

B2 =Gy, + Y Y Ry (.2, € (). 7) B (€ (). 20) € (o) i
Sel jk
(11.42)

where xj, z are the sites of the quadrature, w;' the weights associated with the integration along €
with curve parameter x, and w; the weights associated with the integration over z”. At this stage,
it becomes useful to introduce the shorthand notation

B = B (C(x),2),
G{; =Gy (C (xj),z]:), (11.43)
ajbigc = ij(e (%), Z;, C (Xj) , Z]:) ¢’ (xj) W]?CW]?.

Equipped with these abbreviations, Eq. (11.42) evaluated at x” = C(x,) and z*’ = z; can be written
as

K

BY=6%+ Y Y KB, (11.44)
Jel jk
or, treating (a, b, #) as a label of a component of a vector,

B = G + KB. (11.45)

Solving Eq. (11.45) for B results in
B=(1-K) 'G. (11.46)
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If the spectral radius p of the matrix K, i.e., p(K) := max{|x| : « eigenvalue of K}, fulfills p(K) < 1,
the inverse of 1 — K can be expressed as a geometric series,

1-K) ' = i K" (11.47)
n=0

Truncating this series amounts to an iterative solution of Eq. (11.45). That is, start with a randomly
chosen vector A as an initial guess for B. Applying Eq. (11.45) N times yields

N-1
B~ Y KG+KVA, (11.48)
r=0

which becomes Eq. (11.46) in the limit N — oo, for limy_, 0 KN =0 if p(K) < 1, such that the term
proportional to A vanishes. This also shows explicitly that if the iterative approach converges,
its solution is independent of the initial guess. It should be stressed that Eq. (11.46) works even if
the iterative solution (11.48) does not converge. Indeed, the iterative solution does not converge,
e.g., in certain KT equations for the decay of a charged D meson [68]. The benefit of the iterative
approach is that it needs less computational time, for the matrix inversion is replaced by a few
matrix multiplications. With our eye already on efficiency, it is worth noting that the computation
of the kernel K is not a daunting task even if the number of components of B is quite large, for
the rows and columns of the matrix K are only weakly coupled. To make this explicit, focus for
notational simplicity on the case (11.3). Inserting Eq. (11.10) into Eq. (11.43) shows that K can be
decomposed into a product of three matrices

K = OcT,
b;jk
@aj} = Q #(C (xa)) C (Xa)”f 5jj5aj Sk
abjjk 1

c = —————— 657 70 (11.49)
IE e (xj) —C(xy) 4

aijk T os() % ‘
== —C 0y Ope.
IF Qs (m L2 Jf(év) {=C(x) aj “bk

In particular, note that by construction the quantities whose computation is time consuming,
namely Q ¢ and T ¢, are needed only for all values of C(x,). Hence the time needed for the con-
struction of K scales roughly linearly in the number of x sites and not like a square.

As another remark, note that there might be square-root-like singularities at threshold, for the
kernel K 7 ¢ contains a term o, #(x)/(x — 5). If, e.g., s?r = 4M? and the phase space o s is given as

in Eq. (2.29), for s approaching threshold we have

og(x) 1
X=Ss  Jx—4M?

Square-root-like singularities like this one are integrable and can be taken care of by an appropriate
parametrization of the contour of integration. For example, via the change of variables x(y) =
4M? + y? we obtain

(11.50)

dx = 2dy, (11.51)
Jx — 4M?
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thereby explicitly removing the ostensible singularity.

Equipped with B we can plug it into Eq. (11.35) to compute 9B #(s) for arbitrary values of s. The
only subtlety arises if we want to evaluate 9 g at a value of s that lies on top of the curve €. In that
case a naive numerical computation of the integral fails due to the presence of the Caucny kernel
in K 7 ¢. To illustrate the treatment of this case, consider for the time being the integral

o) f()

a

(11.52)

with fa holomorphic function and a < b the finite real-valued boundaries of the integral. First, let
s € [a,b], such that the CAaucHY kernel 1/(x — s) does not pose any problem. By adding zero we

obtain , ,
I(s) = J %dx + f(s)J x%dx

a (11.53)
Jf(x) f()d + f(9)In ( S)

Now we continue the expression analytically into the region s € (a,b). Since

i L0 =6 _ )
1m =

X—s  xX—35 ds ’

(11.54)

the integrand remains well defined. The treatment of the logarithm requires only a little more care.
With s, := s + ie and the limit € \, 0 implicit we have

b— _ _
1n< Si):ln(b S:l:ie b 32+O(€2))
a— St a=s  (a—y) (11.55)

(b - s) .

=Iln|{—) xinr,

a—s

where we used the definition of the principal value of the logarithm, In({) = In(|]) + iarg({), as
well as (b —s)/(a—s) < 0and (b —s)/(a—s)?> > 0 for s € (a,b). Thus, we arrive at

I(si)_Jf() £

a

dx + f(s)In ( ):l:mf(s) (11.56)

an expression whose numeric evaluation is straightforward. The general case, namely the integra-
tion along the curve C instead of a segment of the real axis, can be treated in the same fashion by
approximating C in the neighborhood of s by a straight line.*

11.4 Kernels for specific cases

The KT equations take on a particularly simple form if the particle & carries the quantum numbers
I(JP€) = 0(177), all other particles are pions, and we drop terms beyond Pwaves in the reconstruc-
tion theorem. For instance, &4 might be the «(782), the ¢(1020), or a photon of arbitrary virtuality.

*Note that we can always choose C to be piecewise linear, so in our case this is not an approximation.
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In this scenario, there is only one single-variable function, i.e., the set I = {1} is a singleton, and
therefore the corresponding index is often dropped. The associated amplitude T is the 77 — 77
P wave. Furthermore, Eq. (11.3) applies and C'y ¢in Eq. (11.10) is given as

CZ;;Z 35j15j1 (5m0 —5m2). (1157)

Indeed, by plugging in this expression into the KT equations we re-obtain Eq. (7.56) and Eq. (7.57).
As a matter of fact, the KT equations need to be adapted only slightly if &4 has the quantum
numbers I(JF¢) = 1(17") instead, such as the 7;(1400) or 7;(1600), both candidates for non-gq
mesons [9, 226]. More specifically, Eq. (11.57) is to be replaced by

3
C% 5= =5051871 (Bmo = ma) - (11.58)

In addition, the reconstruction theorem needs to be adapted, too, that is, Eq. (7.52) is replaced
by [227]

Fq (s,t,u) = B (t, qz) - AB (u, qz) ) (11.59)
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Assessing the strength of mixed
rescattering

Now that we have a good understanding of KT equations, we can try to assess the strength of
the mixed rescattering as defined in Sec. 10.2. That is, we want to compare KT equations with
plain OMNEs functions quantitatively. We will focus on decays of one particle of mass M > 3M,,
into three pions, i.e., KT equations as specified in Sec. 11.1.2. One might be tempted to perform
the comparison on the level of the constituents of the reconstruction theorems, i.e., by comparing
the OMNEs function (11.5) with the KT solution (11.35). However, this is problematic due to the
ambiguities of reconstruction theorems. As discussed in Sec. 9.2.2, the function 9 appearing in
the reconstruction theorem of y* — 777 is not unique, instead, it can be freely shifted by a certain
polynomial. Similar ambiguities appear in most reconstruction theorems. Hence, it is a priori
not settled which function & is the one that should be compared with the OmNEs function. To
avoid this complication, we opt to work directly with the squared total amplitude, which has the
additional benefit that is has a clear interpretation as a probability distribution.

As the two free kinematic variables, we pick MANDELSTAM s and MANDELSTAM t. The decay is
kinematically allowed inside a subset D of the plane spanned by the two MANDELSTAM variables,
namely

D:={(s,f) € R? : s € [4M2, (M - Mp)*] .z* e [-1,1]}. (12.1)
At the boundaries of the decay region D the KiBBLE cubic [228]

K (s,1) == stu — M2 (M2 - Mf,)2 (12.2)

vanishes. Explicitly, solving F# (s,t) = 0 for ¢ yields two solutions t,(s), which upon inspection
indeed fulfill £, (s) = ¢(s, +1, M?), with t as in Eq. (7.59), i.e.,

F(s,t) =s[t(s, 1, M?) —t] [t —t(s,—1, M?)] . (12.3)

Accordingly, the boundary of the scattering region in the s channel is given as #(s,t) = 0 for
s> (M, + M)

A useful tool in the experimental study of a decay into three particles is a DaLiTZ plot [229],
where N events of a given decay process are measured and their distribution over the decay region
D is analyzed. This can be done by binning, i.e., by devising a partition of the set D, counting
the number of events falling into each element of this partition, and plotting these as a histogram
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over D. Alternatively, one can conduct an analysis without binning by making direct use of the
likelihood function. Here, we follow the latter approach.

The idea is to interpret the outcome of the KT equations as a truth and examine to which extent
plain OMNEs functions are capable of reproducing this truth. Denote the absolute value squared
of the decay amplitude (spin-averaged as appropriate) in terms of KT equations as §*T and its
counterpart in terms of OMNEs functions as & OMNES The KT solution defines a probability density
function (PDF)

fXT . DR,
SKT (5,1)

sy FKT — (12.4)
0= 70 [ KT (s,8) dsdt
D

So does its OMNEs counterpart: fOMNES js obtained by replacing SXT by &OMNES jn Eq. (12.4). Note
that in general these distributions are well defined only because the domain is restricted to D. Now
we can generate data D via drawing N € IN samples (s, ¢;) from FKT.

D:={(spt;) : j=1,...,N}. (12.5)

The likelihood function L of a given PDF f with respect to the data D is defined as

N
L; ) =[] f(sp1)- (12.6)
j=1

To assess if the OMNEs model is favored over the KT equations by the data, we take a look at the
likelihood ratio

L (]D; fOMNEs)

L (D; fX7)
Clearly, if AL > 1, the likelihood of the OMNES model exceeds the one of the KT equations, the
situation is reversed if AL < 1. Note that AL > 1 is possible despite the data being drawn from fXT,
because N is finite. This is precisely the reasoning behind our approach: from a theoretical point
of view, it is clear that the KT equations are an improvement over plain OMNEs functions, for the
former incorporate more physical effects. Hence, the KT equations should be closer to reality than
a plain OMNES model, nevertheless, due to finite statistics, i.e., finite N, an experiment might still
conclude the opposite (or be inconclusive). It is this question that we want to address: how large
does N need to be for an experiment to likely favor KT equations?
For the ease of computations it is beneficial to work with the log likelihood

AL(D) := (12.7)

N
Z(D; f)=In[LD; Pl = Y, In[f(s:.1;)] - (12.8)
j=1
That is, we investigate the log-likelihood difference

AZ (D) := In[AL(D)] = Z(D; fO) — 2(D; fXT). (12.9)

Since AL > 11is equivalent to AZ > 0, a positive log-likelihood difference indicates the superiority
of the OMNES model.
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We now perform B € IN runs. That is, we generate B datasets Dy, b = 1,..., B, of size N. On each
dataset we compute A< to assess its probabilistic distribution. Combining Eq. (12.8) and Eq. (12.9)

we obtain
[fOMNES (S i j)]
X (s.9)

Since the data are sampled from fXT, Eq. (12.10) is a Monte-Carlo estimator of the KULLBACK-
LEIBLER divergence [230]

1
NAg(ﬂ)) Zl (12.10)

]—1

KT
d = JfKT (s, 0) 1n[f+Ml dsdt, (12.11)

OMNES
.t
J FOMNES (5,
which is also known as the relative entropy from f OMNES 4 FXT . Explicitly,
E[%AZ(]D)] = —d, (12.12)

holds, where E denotes the expectation value (with respect to repeated runs). Furthermore, since
the N samples are drawn independently, we have

fOMNES fOMNES
Var [AZ] = Z Var lln( KT )] = NVar lln (W)l = Nw, (12.13)

with Var denoting the variance as in Sec. 6.4.1, and

KT 2
L= J FET G, t)lnlﬁl dsdt — d2; (12.14)
J ,

the variance with respect to fXT, because the j samples are drawn from that very PDF. Accordingly,
if the B runs yield normally distributed values of AZ, their distribution will be described by the
cumulative distribution function (CDF)

— u(N)
W p(N) o)) o= L |1+ e f( e )] (12.15)
with
p(N) = =Ndp, o(N) = \Nwy, (12.16)

and erf the error function. The probability g that the data favor the OMNES model over the KT one,
ie, AZ > 0, reads then

q=1-H(0;u(N),a(N)). (12.17)
Plugging in Eq. (12.15) and Eq. (12.16) results in

1 2
dxL

N(g) = [2VKL [
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— R

-10 0 10 20 30 40 50 60
s/ Mz

Figure 12.1: The KT solution compared to the OMNEs function at the masses of the w and ¢ meson.
The leftmost dashed line at s = 4M? indicates the lower end of the decay region, the middle (right-
most) one the upper end of the decay region of w — nx7m (¢ — nxm).

where erf ! denotes the inverse of the error function and the ceiling is used to obtain an integer.
Equation (12.18) allows for computing the number N of events that is needed to operate at a de-
sired value of g. Since the error functions increases monotonically, N grows with decreasing g, as
expected: a larger number of events is needed to exclude the OmMNES model with higher probability.
Since the log-likelihood difference is the sum of Nidentically distributed independent random vari-
ables, see Eq. (12.10), for N — oo its distribution is indeed normal as a consequence of the central
limit theorem.

To illustrate the approach, we focus again on the I(J PCy = 0(177) channel, see Sec. 11.4, with a
single subtraction. In this case the sole subtraction constant! acts as a global pre-factor, and thus
it drops out of the PDF (12.4). Therefore, its value is of no relevance; we set it to unity. According
to Eq. (11.35) and Eq. (11.57), the sole basis function reads

1

3s o(x) T(x) 2

B(s)=Q() |1+ = ————=(1-2"") B(t(x,2"))dz"dx|, 12.19

©=00)1+2 | | ZE-22 (- @ewe Nl (29
€ -1

compare Eq. (7.56) and Eq. (7.57). Since we set the subtraction constant to unity, we can di-

rectly identify this basis function with the function appearing in the reconstruction theorem (7.52).

!If one is interested in the decay of a particle with fixed mass, the subtraction functions discussed in Sec. 7.2.3 need
to be evaluated at a single fixed virtuality only. Hence, they act as constants, and thus are called subtraction constants
in this context.
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© ¢
N q q q q
100 47% 47% 37 % 36 %
1000 41% 41% 15% 15%
10000 24% 25% 0.47 %0 0.56 %o

Table 12.1: The g values corresponding to Fig. 12.2.

Hence,

SKT = Lov (s 1B () + B () + B W,
T (12.20)
SOMNES _ Z%(s’ DA +Q@)+Q (U)|2 ,

where the three-particle phase space # /4 arises as the helicity-averaged squared absolute value of
the LOoRENTZ structure in Eq. (7.9) and Eq. (7.10). Again, we describe the 7 P wave T via the NLO
IAM, setting 4872(l5 — 2I;) = 5.73 [151]. We employ the prescription (11.40) with A = 600M2 and
A = 700M2 to guide the IAM phase smoothly to 7 at high energies. There are several resonances in
the channel of interest, here we focus on the ones with lowest mass, i.e., the ©(782) and ¢(1020) [9].
We compare the KT function 9 at the masses of both resonances with the plain OMNEs function
in Fig. 12.1.

Although in the limit N — oo the log-likelihood difference follows a normal distribution, this
does not need to be the case if N is small. To check for a given N if the description in terms
of a normal distribution is valid, we proceed as follows. Via a simple accept-reject approach?
we draw 107 samples from fXT. From these samples, which constitute an empirical probability
distribution approximating fXT, we draw uniformly with replacement B = 10° bootstrap samples
Dy, b =1,..., B, each of size N. A bootstrap sample corresponds to one experimental run. On each
bootstrap sample we compute AL (Dy), the resulting histogram is compared with the PDF of the
normal distribution (12.15). The results for N € {102, 103, 104} are shown for both the w and the ¢
in Fig. 12.2. Clearly, the distribution of AZ is nicely described by the normal distribution (12.15) in
every case, as is confirmed by a Q-Q plot. Furthermore, the bootstrap bias is tiny.

We can not only compute q via Eq. (12.17), but also estimate it via determining the fraction
of bootstrap samples with AZ > 0; this estimator is denoted by ¢q. Both values are shown in
Table 12.1 for the two different masses and three values of N. Again, the agreement between a
normal distribution and the empirical one is clearly visible. The only notable difference arises for
N = 10* at the mass of the ¢ meson, where g is at the sub-per-mille level. Hence, we are probing
the tails of the distribution, where the PDF takes on small values. It is expected that a very high
number of bootstrap samples is needed to describe the tail correctly, and thus the deviation comes
at no surprise. In addition, we observe that the q values of the w meson are significantly larger than
the ones of the ¢, in agreement with the histograms of the former being closer to zero in Fig. 12.2.

To investigate this more thoroughly, we use Eq. (12.18) to compute Nfor g values corresponding
to the typical confidence levels defined via

1—q=WMny;0,1)— H(-ny0,1),  nyeNN. (12.21)

*We draw tuples (a, b, c) uniformly from [4MZ, (M — M,)*] x [4MZ, (M — M,)*] x [0, max,yep f<" (s, 1)] and accept
them if (a,b,c) € D x [0, fXT(a,b)].
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N =100
N =1000
N =10000

0.6 - N =100
N =1000
0.5 A N =10000

—40 -30

ANZ

10

Figure 12.2: The distribution of AZ for w — 7z (top) and ¢ — 7z (bottom). For each given N
the bootstrap samples are shown as a histogram (normalized to unity) together with the PDF of
the normal distribution (12.15). The solid vertical lines mark the value of dgj, the dashed line the
average of the bootstrap samples. The difference between these lines is the bootstrap bias.

ng ¢q N¢ N?

1 3.17x107' 4559 207

2 455x107% 57659 2612
3 270x107° 156239 7077
4 633x107° 296521 13431
5 573x1077 477664 21635

Table 12.2: The needed number of events N (N?) for w — nnr (¢ — mmm) to reach a confidence
level corresponding to n, standard deviations of the normal distribution.
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5 10 15 20 10 20 30
s/ M? s/M?

Figure 12.3: 48XT /% (see Eq. (12.20)) for @ — mzm (left) and ¢ — 7z (right). The units are
arbitrary, the darker a region, the higher the value. The plot on the right-hand side clearly shows
three resonance bands at s = M, (vertical), t = M, (horizontal), and u = M, (diagonal). To be
compared with Fig. 5 in Ref. [51].

The results are given in Table 12.2. According to Eq. (12.18),

2

w ¢
@ vq [
N(@) _ . <L) =22 (12.22)
N9 (g) VI(?L dig,

So indeed the decay of the w meson is not nearly as sensitive to mixed rescattering as the decay
of the ¢ meson. Qualitatively, this is not so much a result of a change of the KT solution %, see
Fig. 12.1, but of the increase of size of the decay region D with growing decay mass, see the dashed
lines ibidem. While the p appears in w — mz7 only at the boundary of the decay region, for a
decaying ¢ the resonance bands are well contained in the decay region as illustrated in Fig. 12.3 [51].
In Ref. [129] the authors performed an analysis of @ — 77 based on 2.6x10° events, corresponding
to g = 1.66x10™* according to Eq. (12.17). Accordingly, in our formalism their finding—that the data
is not sensitive to mixed rescattering—is unlikely, lying between n, = 3 and n, = 4, see Table 12.2.
Contrarily, the analysis of 2 x 10® events in ¢ — 777 in Ref. [51] strongly favored the KT solution
over an OMNEs approach, in full alignment with Table 12.2.

The approach at hand can be carried over to other channels via substituting the appropriate KT
equations and reconstruction theorem, see, e.g., Sec. 11.4 for I( ]P C) = 1(1~1). Moreover, one can
allow for additional parameters in the OMNEs model, i.e., for multiplying the OmNESs function by a
polynomial. In this case, § values can be obtained by fitting fOMN®S to the data drawn from fXT.
However, clearly fXT needs to be fixed in our approach, that is, all subtraction constants appearing
in the KT equations need to be determined beforehand.
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Chapter 13

Conclusions

The improvements of lattice-QCD computations of simple hadronic scattering processes make an
analysis of lattice data with refined models both possible and necessary. Possible, because good
models tend to have quite a few fit parameters, in particular if they are based on higher-order
ChPT. Hence, to fix these parameters, the errors of the data points have to be small. Moreover, to
control pion-mass dependent terms, data at different pion masses need to be available. Necessary,
for simple models come with sizable systematic errors. If such models are applied to precise data,
the systematic errors will dominate the error budget, so that predictions might not be as precise as
possible.

Ideally, models of scattering amplitudes should obey the fundamental principles of scattering
theory, that is, they should respect the unitarity of the S matrix and be holomorphic in the kinematic
variables, with all branch points and poles corresponding to physical states. Moreover, if possible
the models should be symmetric under crossing. Only models fulfilling in particular the second
condition allow for universally sound extractions of resonance properties. A potent model in this
context is the IAM, although it does violate crossing symmetry; for it can be derived from ChPT
and unitarity alone, has the correct analytic structure for a pole search, and is particularly at NLO
sufficiently simple to use. By performing the partial-wave projection at NNLO analytically, we
were able to obtain compact ChPT expressions; in this way carrying the simplicity partly over to
NNLO.

Equipped with these expressions, we have shown that state-of-the-art lattice results of the
nw — i Pwave at unphysically high pion masses allow for stable fits of the NNLO IAM without
imposing phenomenological knowledge on the fit parameters, the sole exception being the LEC I3,
which describes physics beyond the reach of the analyzed data. By comparing fits at NLO with
NNLO ones, we were able to estimate the systematic error that is associated with the truncation
of ChPT. Indeed, at NLO the systematic error dominated, while it reduced significantly at NNLO.
We then extracted the properties of the p resonance from its pole position, studied their pion-mass
dependence, and extrapolated them to the physical point. To obtain reliable estimates of the total
errors of the p characteristics, we took into account both the statistical error of the 7 data and the
one of the lattice spacings via resampling techniques. In case of the HadSpec data, the reduction
of the systematic error with increasing order led to the p properties at NNLO being more precise
than at NLO, albeit less accurate. In case of the fits to the CLS data, the increased statistical error
at higher order compensated for the reduction of the systematic one at the physical point, but at
higher pion masses the NNLO results become more precise, too. Our analysis of the systematic
error hints at a breakdown scale of the theory at roughly the p mass, in agreement with naive
expectations from ChPT and in contrast to previous work [94].
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The observed discrepancies between fit results and literature values, especially of the LEC I
in the CLS fits, seemed worrisome. While at NLO a good agreement in all observables cannot be
expected, since there is only one free parameter in the P wave, the NNLO IAM does not suffer from
this limitation. Indeed, our analysis indicates that the NNLO IAM is, in fact, flexible enough to
be sensitive to lattice artifacts. To be precise, our fit results point towards a tension between the
CLS 7 data and the F, one that cannot be resolved completely by scale-setting issues. It seems
likely that future attempts to analyze lattice data via the NNLO IAM need to incorporate a precise
modeling of lattice artifacts. Such attempts are not limited to the P wave. In fact, we provide
all needed analytic expressions for (I, J) € {(0,0),(2,0),(1,1),(0,2),(2,2)} in Ref. [149], thereby
facilitating applications of the IAM in particular to future 7x — 7z lattice data in the S wave,
where the f;(500) resonance appears. Note that a proper treatment of the D waves via the IAM
requires knowledge of the NNNLO ChPT expressions [231].

Coming back to the introductory remarks of this chapter, our analysis of y(*)ﬁ — 7 data
illustrated clearly the limitations one encounters if the data are neither of high precision nor cover
sufficiently many values of the pion mass. Namely, our fits were not able to discriminate between a
simple model phrased in terms of an OMNEs function and the more refined KT approach. Moreover,
with data at only two different pion masses available, the pion-mass dependence of the subtraction
functions was necessarily modeled in a simplistic manner.

Despite these limitations, our analysis clearly demonstrated the possibility to analyze lattice
data with dispersive frameworks that exceed the simple IAM in complexity. Most importantly, we
were able to determine the cross section, the radiative coupling of the p resonance, and the anomaly
F;,; at the physical point, although the data are obtained at pion masses exceeding 300 MeV. The
results of the latter two agree with phenomenological expectations and the theoretical prediction,
respectively, albeit within large uncertainties. As soon as the analysis of the already obtained
experimental data is finished [106], our computation of the cross section could also be falsified. If
future lattice computations yield results covering more pion masses with improved precision, both
the statistical and the systematic uncertainty of the observables at the physical point will reduce
significantly.

These results show convincingly that the application domain of KT equations is no longer
restricted to experimental data, but extends towards the lattice. The analytic continuation of KT
equations to the decay region builds a bridge towards possible future applications of dispersive
frameworks in the analysis of three-to-three scattering data obtained on the lattice. Whether and
when the mixed rescattering effects encoded in KT equations will become visible on the lattice,
remains to be seen. We developed a method to determine the impact of such rescattering effects in
experiments a priori, which is currently restricted to simple but interesting scenarios. Future work
is needed to refine this approach and extend it to more complicated processes.
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Appendix A

Chiral-perturbation-theory expressions

Here we give the explicit expressions completing the ChPT 7z P wave described in Sec. 4.1. While
the coefficients appearing at NLO, i.e., in Eq. (4.3) are rather compact, namely

bl = — 120M8 — 197M2s + 61M2s% — 253,
2764873 (s — 4M2)
64MS — 55M8s + 6 Mxs?

bil(s) = - ,

! 23047350(s) (s — 4M2)
bII(s) Mj (6My + 13M2s — 3s%) (A.1)

1 __

153673 (s — 4M2)°
S (4M2 — s)

11 . _opll _ T

bl{ (s) = 2[715 (s) = —487'[ 5

by (s) =0,

the NNLO coefficients of Eq. (4.5) are more lengthy. The ones multiplying the powers of logarithms
read

11 1 2310 2\ /8
dl(s) = 737280072 ML + 704 (178753 — 172807%) MEs
° 6370099200n55(s—4M,%)[ § ( ) Mr

+ 128 (37657% — 825499) MSs? + 4 (7303133 + 2461207%) Mjys®

—12(572531 + 288407%) M2s* + (654787 + 388807%) s°
2

M
—120sln (—;f) (714048M,§ — 518888 MCs + 229588 M2s% — 65468 M2s
I,

(A.2)

MZ
+6633s* — 300 (s — 4M2)” (29M2 — 10M2s + 95) In (—;) )l
7.
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1

i 2 10 2 3
()= 3840 (20 + 37°) M;" + 80 (13567° — 8977) Mys
' 530841607°50(s) (s—4M72r)[ ( ) Mz ( ) M8

+20 (52063 — 10327%) MEs? + 2 (36072 — 186289) Mys® + 78734 MzZs* — 66335

-z
2

MZ
+ 6005 (348 M2 — 710MSs + 393Mzs* — 100M2s> + 9s*) ln( ) l
7.

1
czll(s) = >
8847367°s (s — 4M32)

4096 Mr? — 108 (137 + 47%) Mas + (10159 — 3007%) MEs?

MZ
+ 60 (% — 133) MEs® + 2995Mys* — 590M32s® + 455° + 120M3s (29M7 — 5) In (—f) l

i
1) M2 (95M% — 16s) Mg (24M2 — 314Mjzs + 11MZs® + 65°)
s) = -

3686475 (s — 4M32) 2211847550 (s) (s — 4M32)
Mg (36Mg + 25Mzs — 55%)

2
1474567 (s — 4M2)
the LECs scale with

Mg (116Myz — 11MZs + 4s%)
2
76873 (s — 4M2)
1840M2 — 8780MCs + 5498 M2Es? — 1594M2s> + 153s*

cp'(s) =~

[L(s)]?

L(s)
46080130 (s) (s — 4M32)
2
(s — 4MZ) (628M7 — 64M7s + 1535°) In (%)
B 4608073

s 1213056 M8 — 1003536 MSs + 426916 M2s® — 112736 M2s> + 10531s*
276480073 (s — 4M2) ’

M2 (8MZ +5) (4s — 33M3
o' (s) = UL AN ; )
153673 (s — 4M2)

20960M8 — 31220MPs + 14602MEs* — 3406 M?2s> + 297s*

L(s) (A3)
92160730 (s) (s — 4M2)
2
(s —4M?) (1272M; — 436 M2s + 297s%) In (%)
B 9216073

. 2694144M2 — 2309664 M2s + 984284 M2Es? — 240964 M?2s> + 21419s*
552960073 (s — 4M2) ’
,  5Mgq (12M7 — 10MZs + s%)

> [L(9)]” - 3 > s)

6473 (s _ 4M;2r) 7681°0(s) (s - 4M,T)

5ML0

cp'(s) =~

M?
M2 (496M2 — 218M2s + s2)  5Ma (s —4Mz) In (7)
460873 (s — 4M2) 768723 ;

¢y2(s) =0,
3
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and the higher polylogarithms are to be multiplied by

Mg (165 — 95M2)
921677 (s — 4M2)

d1(s) = (A.4)

The expressions for the other partial waves are given in Ref. [149].
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Glossary

1PI one-particle-irreducible

2PI two-particle-irreducible

BIC Bavesian information criterion
CDF cumulative distribution function
ChPT chiral perturbation theory

CLS Coordinated Lattice Simulations
CM center-of-mass

EFT effective field theory

FLAG Flavour Lattice Averaging Group
HadSpec Hadron Spectrum

IAM inverse-amplitude method

irrep irreducible representation

KSFR KAWARABAYASHI-SUZUKI-FAYYAZUDDIN-RIAZUDDIN
KT KHURI-TREIMAN

LEC low-energy constant

LO leading order

NLO next-to-leading order

NNLO next-to-next-to-leading order
NNNLO next-to-next-to-next-to-leading order
PDG Particle Data Group

PDF probability density function

QCD quantum chromodynamics
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Glossary

QFT quantum field theory
SM standard model

VMD vector meson dominance
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