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Introduction

Spectral densities and their smeared version with analytically known kernel functions
encode dynamical information on a wide variety of phenomenologically interesting quan-
tities, such as inclusive multiparticle hadronic scattering cross sections, semi-leptonic
decay rates, and non-static properties of the quark-gluon plasma in thermal Quantum
Chromodynamics (QCD), to name a few. Our long-term goal is their ab initio, non-
perturbative extraction from the Euclidean time dependence of correlation functions.

Lattice QCD provides the only known framework to extract non-perturbative pre-
dictions of QCD from first principles. The theory is defined on a finite, discrete lattice,
that regulates ultraviolet divergences, and in Euclidean time, enabling a Boltzmann in-
terpretation of path integral averages. QCD is recovered in the continuum and infinite-
volume limits of Lattice QCD, where theoretical predictions are obtained from path
integral averages estimated from systematically improvable Monte Carlo methods.

With modern numerical techniques reaching unprecedented levels of precision, and
given the remarkable recent progresses in High Performance Computing, in this Thesis
we address two stumbling blocks that affect the computation of spectral densities on
the lattice. First of all, it is hard to define an explicit, direct dependence of spectral
densities on Euclidean correlation functions. More precisely, the problem can be phrased
as that of computing an inverse Laplace transform from the knowledge of correlation
functions only on the Euclidean time axis, a notoriously ill-posed inverse problem which
is further complicated by the finite, discrete and intrinsically noisy nature of lattice data.
Secondly, the majority of the hadronic correlators computed in Euclidean Quantum Field
Theories is affected by an exponential degradation of their signal-to-noise (StN) ratios,
worsening the quality of data at large temporal distances. This affects the extraction
of many physically interesting quantities, notable examples being baryon masses and
matrix elements, the Hadronic Vacuum Polarization and the Light-by-Light scattering
contributions to the muon g — 2, and the form factors of semileptonic decays.

As first pointed out by Parisi and Lepage, an exponential loss of statistical precision
is observed in most of the hadronic correlation functions of theoretical and phenomeno-
logical interest at large Euclidean distances, when states contributing to the variance are
lighter than those contributing to the central value. In standard Lattice QCD simula-
tions, the number of configurations necessary to reach a given statistical precision would
increase with the square of that exponential factor. This exponential loss of significance



is tackled by multilevel algorithms, where the locality of the theory is exploited in order
to design new estimators with a reduced variance, achieving exponential improvements
where the StN problem is worse. However, the non-local dependence of the fermion
determinant on the gauge field limits our ability to simulate Lattice QCD with fermions
through local updates. For this reason, the first original contribution of this Thesis, pub-
lished in Refs. [1,4], consists in the four-dimensional generalization of a recent proposal
for a one-dimensional factorization of the gauge-field dependence of the fermion deter-
minant. An overlapping domain decomposition in four-dimensions leads to a block-local
action in the gauge and in the auxiliary bosonic fields, with a small remainder that can
be included in the observable through a reweighting procedure. Besides paving the way
to multilevel integration schemes, this factorization can be beneficial also in the context
of simulations in large volumes, as well as in making the parallelization of Monte Carlo
algorithms and codes more efficient.

To address the second problem, building on a wide mathematical literature, in this

Thesis we introduce analytic, explicit relations to solve the inverse problem through
a linear combination of the correlators with analytically known, real and computable
coefficients. Our results, reported in Refs. [2, 3, 6], enable also a direct estimation of
finite-volume and discretization effects on the estimated (smeared) spectral densities,
which may be directly inferred from those analytically known for the correlators. Our
techniques can also be directly applied to other fields of research and science where data
is available under similar constraints and the target observable is related to a similar
inversion with respect to what can be effectively measured.
Such formulae are first derived in the continuum and generalized to the case of spectral
densities satisfying subtracted dispersion relations. The analytical control of the solution
allows us to explicitly quantify systematic errors due to a finite temporal extent of the
lattice. In the discrete case, instead, a trivial discretization of the continuum coefficients,
whose zeros are geometrically distributed, would lead to large discretization errors on the
resulting reconstruction. In order to accommodate the practical necessity of employing
evenly-spaced data, we also derive an explicit, analytic formula to exactly perform such
reconstruction. We additionally discuss the effects of statistical errors on the resulting
reconstruction: the inherently noisy nature of lattice data might spoil the results, which
hinge on delicate cancellations in the linear combination of correlation functions with
wildly oscillating coefficients. Moreover, we present a few preliminary numerical results,
extending our previous analysis published in Ref. [5] for the isovector vector spectral
density, extracted from accurate multilevel data.

This Thesis is organized as follows. In Chapter 1, we provide a concise introduction
to QCD, focusing on its non-perturbative path integral definition. Its formulation on
a spacetime lattice is reviewed in Chapter 2, with a detailed discussion of the StN
problem. Spectral densities and inverse problems are reviewed in Chapter 3, illustrating
several examples within the context of QCD. Our original contributions are detailed
in Chapters 4 and 5, where we present multilevel algorithms and address the analytic
reconstruction of spectral densities from FEuclidean correlation functions, respectively.



Chapter 1

Quantum Chromodynamics

Quantum Chromodynamics (QCD) is the renormalizable Quantum Field Theory (QFT)
that describes strong interactions between colored quarks and gluons [7]. Its defining
gauge symmetry group is the non-Abelian SU(N,) group, where N, = 3 is the number of
colors [8-11]. Non-perturbative approaches are essential to explain the hadron spectrum
as well as describe low-energy phenomena such as spontaneous chiral symmetry breaking,
the running of the coupling constant [12-14], and color confinement [15].

In this Chapter, we introduce such key aspects of QCD, with a strong emphasis
on non-perturbative methods. In Section 1.1, we introduce the path integral formula-
tion of QCD, describing its classical gluonic and fermionic actions. In Section 1.2, we
complete the definition of QCD as a QFT by introducing its non-perturbative renor-
malization through hadronic renormalization schemes. The QCD spectrum is described
in Section 1.3, while the classical and quantum symmetries of the theory are detailed
in Section 1.4, with a more thorough discussion regarding the spontaneous breaking of
chiral symmetry and the implications of the anomaly in axial singlet transformations.
Unless states otherwise, we work in Euclidean spacetime for later convenience, where
we set u =0 as the temporal direction in our convention, and implicit summation over
repeated indices is assumed throughout.

1.1 The QCD path integral

The path integral formalism allows to define QFTs non-perturbatively, and to derive
theoretical predictions ab initio, i.e. from first principles. In this Section, we introduce
the classical action and the continuum definition of the QCD path integral, while we
defer to the next Section the discussion of the renormalization procedure, required to
define a predictive theory. We note that finite expressions can only be obtained once
spacetime is also discretized and defined on a finite volume, where they can be evaluated
via numerical and computational methods, forming the core of Lattice QCD, which is
the focus of Chapter 2.



1.1.1 The path integral and the Euclidean metric
Being a QFT, all the terms in the QCD action

SQCDZ/d4l‘£QCD, (1.1.1)

where Lgcp is the QCD Lagrangian density, are fixed by requiring that
1. the action is invariant under transformations of the SU(3) gauge group;
2. fermions (quarks) are triplets in the fundamental representation of SU(3);
3. the terms in Lqcp have mass dimension < 4 to ensure renormalizability.

From the knowledge of the QCD action, detailed in the next Subsection, the theory is
quantized through its path integral definition. The Wick rotation from Minkowskian to
Euclidean spacetime
xo—>ixy, ' —xf, 0 —idf, 0, -0F, .yt —:L‘fyf, (1.1.2)
relates Minkowskian to Euclidean actions Spy; — —iSg = —iS and allows us to estimate

the partition function
Z = [[dA] [dw] [dqﬁ]e_SQCD[AH’E/‘Z}] (113)

and expectation values

(0) = [[1d4] (@] [dg] e SoeolAFH0[ 4, ], (1.1.4)

where the measure [d-] spans over all possible field configurations, with the field content
specified later on in this Section. The exponentially decaying factor e~5QcP in Eq. (1.1.4)
allows Euclidean correlation functions (operator expectation values) to be interpreted as
stochastic thermal averages, enabling the application of well-known methods of statistical
mechanics to study QFTs. If needed, our final predictions can thus be rotated back to
physical Minkowskian time.

Moreover, Euclidean spacetime provides a rigorous framework for axiomatic QFTs.
It is well known that any QFT may be formulated from first principles in terms of Feyn-
man amplitudes in Euclidean spacetime [16], from which the corresponding Minkowskian
amplitudes can be reconstructed, provided a set of physically plausible axioms is sat-
isfied. The vice versa holds as well. This result is known as the Osterwalder-Schrader
theorem [17], which mirrors the Wightman axioms for QFTs in Minkowski spacetime [18].

1.1.2 The QCD action

We now want to construct the QCD action following the properties detailed above.
Specifically, we express Sqcp = Sa + Sk, separating the gluonic Sg and fermionic Sg
actions, which we study individually.



Yang-Mills theory: gluons

QCD is based on local gauge invariance under the SU(3) group, with the corresponding
quanta known as gluons. The gauge fields in QCD are represented by A, (x) = A7, (z)T*,
where p = 0,...,3 is the Lorentz index, and a = 1,...,8 is the color index associated
with the SU(3) algebra su(3), whose Hermitian generators are denoted as T and satisfy
Te{T*T"} = §?°/2. The non-Abelian field strength tensor is

Fu =i[D,, D] = FL, T, D, =0,-iA, (1.1.5)

where D,, is the covariant derivative. The components of F},, can be written in terms
of the structure constants % of su(3)

Ff, = 0,AL(x) - 0, Al (z) + [ AL (2) AS(w), = =20 Te{[T*, T°]T°}  (1.1.6)

where the third term in Fj, is due to the non-Abelian nature of SU(3) and it is respon-
sible for gluon self-interactions. Under a local gauge transformation

G(z) =exp{if(x)} € SU(3), 0O(x)=0% x)T"€su(3) (1.1.7)
the gauge field and the strength tensor transform as
A, (z) - iG(z)D,G(z)',  Fu(z) - G(z)F(z)G(x)'. (1.1.8)

The gluonic action in QCD is then given by two gauge-invariant contributions with mass
dimension < 4, namely

1
Sal4]= 52 fd43: Te{ Fp(2) F (2) (1.1.9)
0
which is invariant due to the trace over color indices, and

SalAul==i6 [ d'a(e), 4(@)= 53 seupe TEw(@)Fp(@)},  (1110)

which explicitly violates parity, where g(x) is the topological charge density. Note that
CP violation has not been observed in strong interactions so far, with experiments
constraining 6] < 1071, see Ref. [19]. Unless stated otherwise, we assume 6 = 0 and,
noting that the operators appearing in Sg and Sq do not mix under renormalization,
we neglect Sq in the rest of this Thesis.

Fermionic fields: quarks

In QCD, fermions represent the matter fields, and the quark fields ¢ are Dirac spinors
in the fundamental representation of SU(3).. Under the local gauge transformation in
Eq. (1.1.7), they transform as

Y(z) = G(a)p(x), Dui(e) > G(@)Dyib(e), d(x) > ()G () (1.1.11)



where v, are the usual Dirac gamma matrices satisfying Clifford algebra in Euclidean
time, {4, } = 20, The quark-gluon interaction is introduced via the covariant deriva-
tive defined above, and considering the only two gauge-invariant operators with mass
dimension < 4 we obtain the gauge-invariant Dirac action

Spl, 1, Ay ] = [d%@(x) (1D + m) ¥(x), (1.1.12)

where m is the bare quark mass.

A theory with N; quark flavors is described by simply considering multiple copies of
the single-quark Lagrangian. The resulting full QCD Lagrangian density with Ny quark
flavors is thus

Lqco =fz;¢f(%Du+mf)¢f+ Q—QQTT{FWFW}, (1.1.13)

where my is the bare mass of the quark field .

1.2 Renormalization

A further step is required in order to extract physical predictions from the path integral
formulation of QCD. This is achieved through a process known as renormalization,
which entails two key steps: introducing a regularization and adopting a renormalization
scheme. This is a necessary step in order to properly define any predictive QFT!.
Regularization — The first step in the renormalization procedure is to rigorously
define expectation values (O) as in Eq. (1.1.4). The only known non-perturbative ap-
proach that allows to do so is the lattice regularization, consisting in defining the theory
on a discrete spacetime lattice. The theory is automatically regulated in the ultraviolet
region, with a hard momentum cutoff equal to 7/a due to a non-zero lattice spacing a.
Renormalization Schemes — If we were to remove the regularization parameter a
while keeping the bare parameters fixed — specifically, the values of the coupling constant
and masses —, we would retrieve divergent results. A further step is required to complete
the renormalization procedure, namely choosing a renormalization scheme. This involves
defining the dependence of bare quantities on the regulating parameter by fixing a certain
set of observables to their physical values. For a renormalizable theory as QCD, it is
sufficient to introduce a finite set of renormalization conditions. In order to fix this
dependence, different conditions i.e. different renormalization schemes can be employed.

1.2.1 Non-perturbative renormalization

We now focus on non-perturbative renormalization, anticipating that the results derived
here from a non-perturbative definition of the regularization and the renormalization

"Without it, perturbative studies quickly reveal the presence of ultraviolet (UV) divergences in
momentum integrals, which must be canceled order by order to define physically meaningful quantities.



scheme are fully non-perturbative themselves, including renormalization group equa-
tions.

The starting point of hadronic renormalization schemes is the definition of non-
perturbative renormalization conditions in terms of physical observables, such as hadron
masses, decay constants or matrix elements, which are required to assume prescribed
values. Once this dimensionful scale, e.g. a mass, is fixed, other dimensionful quantities
can be determined by calculating dimensionless ratios relative to this initial choice.
Having in mind applications in Lattice QCD, where the regulating parameter is the
lattice spacing a, we can fix the bare coupling constant gy dependence on a by requiring
that, as a varies, the mass of a hadron My (go,a) computed at chosen gy and a matches
its physical value (MEHYS)Q,i.e.

M3 (g0,a) = (M) o go = (aMEPYS) (1.2.1)

which can be defined in the limit of massless quarks, thus being independent of bare
quark masses. Since QCD is renormalizable, this condition is sufficient to fix the depen-
dence go = go(aMpr), ensuring that varying the coupling is equivalent to changing the
lattice spacing while keeping the hadron mass constant. A possible choice is to set My
equal to the mass of the proton, although other reference scales, such as the pion decay
constant, can also be used.

Additional conditions are required to fix the dependence of other bare parameters. For
instance, we can fix the mass of the light quarks m, = my = m; and of the strange quark
mg from the pion and kaon masses, i.e.

2
{mzr(a'ag(b my, ms) = (mEHYS) {ml = ml(aMgHYS7amPHysa aM[P;HYS) <1 9 2)

s
2
M o g, ) = (MEEYS) £, B, M)

ms =mg(aMy; ">, a

where the additional dependence on aMEHYS on the r.hs. is dictated by Eq. (1.2.1).
The same procedure can be applied to compute the normalization of local operators by
fixing a certain matrix element of this operator to assume a prescribed value.

Matching to other schemes

Once the set of renormalization conditions has been defined, we can match a given
hadronic scheme with any other renormalization scheme, such as the perturbative MS
scheme of dimensional regularization, through the computation of the running of renor-
malized couplings and quark masses, as well as connecting operators and fields renor-
malization constants. This turns out to be useful to compare results for couplings or
quark masses between non-perturbative and perturbative approaches. A possible scheme
in Lattice QCD is the Schrodinger Functional (SF) scheme [20], with periodic spatial
boundary conditions and Dirichlet boundary conditions in time, allowing to control the
variation of the scale p = 1/L through changes in the spatial extent of the system L. In
this scheme, the coupling constant is defined by the response of the system to variations



in the boundary conditions, and recursive finite-size techniques allow matching lattices
at different volumes, effectively constructing a non-perturbative renormalization group.
Since Ward-Takashi Identities are non-perturbative by definition? , they can be used to
define additional non-perturbative conditions. For instance, the light quark masses at
a fixed p can be defined using the PCAC relation, see Eqs. (1.4.16) and (1.4.18). The
operators involved in this relation are defined within the non-perturbative SF scheme,
with the spatial box size set to L = 1/u. We can define non-perturbatively renormalized
couplings and masses

g (1) = g8p (1) = Z4(g0,ap)gs,  mr(p) = msr(p) = Zm (g0, ap)mo (1.2.3)

as well as renormalized fields

(AR = Z3* (g0, ap) A R = Za(g0, ap). (1.2.4)

All the renormalization constants Z; are also functions of M};HYS, ..., as they depend

on the initial renormalization conditions imposed in the fully non-perturbative hadronic
renormalization scheme. These renormalized quantities can then be computed in the
perturbative SF scheme as well, and only at this point can they be matched to any other
perturbative scheme.

Another approach to define a non-perturbative matching procedure is the Wilson
flow [21-23], where the evolution of gauge fields in a fictitious flow-time variable ef-
fectively suppressess UV divergences and isolates the IR features of QCD, providing
a physical scale at which precise non-perturbative renormalization conditions can be

defined.

1.2.2 Renormalization group equations

The invariance of physical quantities under changes in the renormalization scale p is
expressed by the Callan-Symanzik renormalization group (RG) equations [24,25]. These
equations dictate how renormalized couplings and masses evolve as a function of pu,
ensuring that the physical content of the theory remains unchanged. As noted above,
starting from a non-perturbative regularization and renormalization scheme, they are
valid non-perturbatively. We can start from the definitions of renormalized coupling,
mass and fields as in Egs. (1.2.3) and (1.2.4), where we note that the renormalization
constants can only depend on dimensionless parameters. Renormalized quantities are
both scale and scheme dependent, but they can be defined non-perturbatively e.g. in
Lattice QCD as detailed above, thus making the whole RG non-perturbative.
A generic scale dependent, amputated and connected bare correlation function
involving ng gauge and ng fermionic fields renormalizes as

S e n 2n
TG (g} grme) = 0" Ly g0,mo) (257) © (2,%) (1:2)

Iw((]nG,nF)

2These identities are derived through a change of variables in the path integral, and their functional
form is independent of the realization of their generating symmetries, see Subsection 1.4.1.



where we emphasize the scale dependence of the renormalized correlator ngc,,np) , which
is also a function of renormalized coupling and masses. The RG equation follows from
the requirement that %F(()”G’"F) = 0, which can be rewritten as

0 0 0 (ng,nr)
— — m _— -2 e =0 1.2.6
[M i + ﬁ@gR +YmMR Gmn G nF’Y2] R (1.2.6)

where we introduced

. 0 ) om
B(gr) =lim [u =& ] o Ym(9r) = hm[i —= ] (1.2.7)
a=0 a'u go,mo,a a=0 mR a'u go,mo,a
and
. 1 81nZ3 . 1 (9an2
Y3(9r) = hm[—u ] s 2(9r) = hm[—u ] : (1.2.8)
a—0] 2 8/1, go,m0,a a—0] 2 au 90,m0.a

The B and 7, functions exactly describe how the parameters of the theory behave at
different energy scales. The 8 function can be expanded as 5(gr) = —g% i bkg%k and
the first coefficients can be computed perturbatively [26]. For QCD with Ny flavors and
N; = 3 colors we obtain

1 (11 2 134, (13 1) ]
bop= — (=N 2N; )50, by=— |2ZN2- (2N, - — )N, |>0. 1.2.9
0 471'2(3 °73 f)>’ ! 47r2[3 c (3 Y R e (1.2.9)

A similar expansion and computation can be done for

0 1 N?2-1
2 2k c
=- d , dy= .
Ym(9R) = —9R 1;:0 kIR 0= @i TN,

(1.2.10)

Notice that by, b1 and dy are universal coefficients, i.e. they are scheme independent, and
their signs are crucial to understand the approximate behavior of QCD at high energies
through approximate solutions of Eqs. (1.2.7). Considering only the first term in § we
obtain

1 —00
700 (1.2.11)

2
9r =
bo In 45

which defines the property of asymptotic freedom |27-29|: quarks weakly interact at
high energies (as long as strong interaction is concerned), allowing for a perturbative
approach in this regime.

1.2.3 Renormalization group invariants: Aqcp and masses

In order to study the dependence of the coupling on the scale, we need to solve the
differential equation in Eq. (1.2.7), finding the non-perturbative result

9(m) dg | oxn) 9(u2) dg
ol [ )l [ ) a
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where both the r.h.s. and the L.h.s. are independent of the choice of the scale, thus
defining a RG invariant scale. We can also apply a subtraction to avoid divergences that
would otherwise arise in setting the lower bound of the integral in Eq. (1.2.12) to zero,
based on the perturbative knowledge of bg, b1, obtaining the RG invariant scale

_ 2 9 1 1 b
A = 1 (bna? b1/(265) _~1/(2bog?) _ / del — + = 21 U 1.2.13
QCD M( 09 ) e exp 0 4 B(z) + boz? b%x ( )

This definition is completely non-perturbative. Even though it is invariant under RG
equations, i.e. it satisfies the massless RG equation

0 0
(N£+66—9)AQCD—0, (1.2.14)

the definition of Aqgcp is still scheme dependent. Notice also the explicit breaking of
classical scale invariance, since Aqcp is a dimensionful quantity in a classically scale
invariant theory, a property called dimensional transmutation.

Similarly, a RG invariant mass can be defined from ~,, in Eq. (1.2.7), finding

mR(Ml)eXp{— fgg(ul)d 7m(g)}:7711~z(m)€><13{— /gg(m)d M} (1.2.15)

g g
B(g) 8(g)
from which the RG invariant, scheme-independent mass can be defined as
~do/(2bo) 9., [ym(z) dol
M = 2bog®) " —f d -== 1.2.16
mr(w) (2b0g”) eXp{ | do [ 3@ bz (1.2.16)

which satisfies the massive RG equation

0 0 0
—_— — m —— | M=0. 1.2.17
[uauwagw mRamR] (1.2.17)

1.2.4 The running of the coupling constant

The physical hadron mass is the only free parameter we need to fix in the hadronic
renormalization scheme as in Eq. (1.2.1) to address the running of the coupling constant.
Since the latter is a dimensionless parameter, it can only depend on the the scale p via
the dimensionless ratios p/Aqcp, 1/Mp.

The procedure we presented above to introduce non-perturbative renormalization
schemes can be applied to explicitly compute the running of the coupling constant. For
instance, in the Schrédinger Functional scheme [20], the running with the scale p=1/L
can be studied using step-scaling functions o, describing how the coupling changes as
the spatial extent L is doubled through o(a(L)) = a(2L). These functions o can be
computed non-perturbatively on the lattice, to then trace the evolution of the coupling
constant from perturbative high-energy to non-perturbative low-energy scales. The left
plot in Fig. 1.1 shows the calculation of the running of the strong coupling constant

10
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Figure 1.1: On the left: perturbative determination of the running of the strong coupling con-
stant as a function of the energy scale @, cf. Fig. 9.5 in Ref. [30]. On the right: non-perturbative
determination of the running coupling of Ny =3 QCD from integrating the non-perturbative 8
functions in the Schréodinger Functional and Gradient Flow renormalization schemes in Lattice
QCD, from Ref. [31].

as = g?/(4n) at different orders in perturbation theory using various experimental in-
puts, leading to the perturbative result as(M2) = 0.1175(10) [30]. Progresses in Lattice
QCD have recently enabled a non-perturbative determination of the QCD running cou-
pling, shown in the right plot of Fig. 1.1, taken from Ref. [31]. The world average
lattice determination is provided by the FLAG collaboration, including several contri-
butions leading to the final estimate as(M2) = 0.1184(8) [32]. This shows an impressive
agreement between non-perturbative predictions, based on the non-perturbative renor-
malization procedure described above, necessitating a few experimental inputs such as
hadron masses or decay constants, and perturbative predictions at different orders, based
on completely different experimental inputs. The current final world average is given by
a combination of these two estimates, and it is equal to as(M%) = 0.1180(9) [30].

1.3 Hadron spectrum

The QCD spectrum consists of a tower of many states of composite particles, known
as hadrons, which are bound states made of quarks . An essential feature of QCD
is confinement, namely that all hadrons must be colorless, i.e. singlets under SU(3).
transformations. Confinement prevents color charges from being isolated, until a pair
of quark and antiquark becomes energetically more convenient and is spontaneously
produced. It can be explained by the presence of a constant term in the force between a
pair of quarks (color charges) as a function of their separation, i.e. with a linear string
term in the corresponding energy. The most common particles are mesons, bosonic
particles built by combining a quark and an antiquark, such as the pion or the kaon,
and baryons, fermionic particles formed by three quarks, such as the proton (uud) and
neutron (udd).
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To explore the QCD spectrum, we consider a simple but instructive example, re-
stricting ourselves to the case of Nt = 3 light quark flavors: up, down and strange quarks.
In the limit where these quarks are degenerate, the theory exhibits an SU(3) flavor sym-
metry. The light meson spectrum can then be classified into representations based on
flavor symmetry. Group theory tells us that combining a quark in the fundamental
representation (3) of SU(3) with an antiquark in the anti-fundamental representation
(3) yields 3® 3 = 1 ® 8, which correspond to a singlet and an octet of meson states
represented in Fig. 1.2. As further motivated in Subsection 1.4.2, the singlet is a single
pseudoscalar meson of the form 7y = (u@ + dd + s5)/+/3, while the octet consists of the
following light pseudoscalar mesons, which are spinless and antisymmetric under parity
transformations:

e pions are formed by up and down quarks as 7% = ud, 7~ = du, 7° = (vt - dd)/\/2;
e kaons involve the strange quark as K* =3, K~ = su, K" = d5, EO = sd;
e 7)3 is a neutral meson, combining all three quarks as ng = (u + dd — 255) /\/6.

An interesting feature of QCD is that the 71 and ng states do not correspond directly
to the experimentally observed n and 1’ mesons. Only in the isosymmetric limit we can
perform the assignment 1 = ng and i’ = 19, whereas in Nature we observe a breaking of
the exact flavor symmetry, and an associated mixing

(77,) _ (C?SQ —smH) (778) (1.3.1)
n sinf cosf )\
with the small mixing angle 6 € (-10°,-20°) [30]. We note that the large mass of
the n” w.r.t. the n and the other light mesons is naturally explained by the Witten-
Veneziano mechanism described in Subsection 1.4.3. A similar analysis applies to baryon
states as well, allowing them to be classified according to their flavor content and spin
configurations. For instance, in the case of Ny = 3, the combination of three quarks
results in flavor multiplets such as the baryon octet and decuplet. These multiplets
include well-known particles such as the proton, neutron, and X, =, and {2 baryons.
Lattice QCD has been successful in predicting non-perturbatively from first prin-
ciples the masses and other properties of many meson and baryon states, providing
a quantitative comparison with experimental results, as illustrated in Fig. 1.3. This
agreement highlights the power of Lattice QCD in capturing the essential features of the
strong interaction and validating our understanding of the QCD spectrum.
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Figure 1.2: Light meson octet in QCD.

1.4 Chiral symmetry

Many low-energy properties of QCD can be derived from flavor and chiral symmetry.
We can define chiral left and right flavor components of quarks as

(il
1- 1+
Yrr=PrLrY, Pr= 2757 PR:T%, Y= @%2 : (1.4.1)
(A

where in Euclidean time we set v5 = Y9vy17273. Noticing that the QCD action in
Eq. (1.1.3) is diagonal in flavor space, we can rewrite its fermionic part as

Sk = f d*z [EL’YMDMT/JL + ER'YMDM?R + ERMTwL + ELMTﬁR] (z) <1~4-2)

where M = MT = diag(my,ma,...,my,) is the diagonal mass matrix. The first two
terms in the action are invariant under the gloabl chiral group U(Nt)r ® U(Nf)gr which
independently rotates left and right components of each quark flavor, while the mass
terms explicitly break the symmetry. It is useful to decompose the full chiral group as

UN)L@U(N))r=U1)L® SU(N;)L®U(1)r ® SU(Np)R, (1.4.3)
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Figure 1.3: Hadron spectrum from Lattice QCD for different discretization choices. Horizontal
bars (gray boxes) denote experimentally measured masses (widths). See Fig. 15.9 in Ref. [30]
and references therein.

where the associated transformations act only on flavor indices as

YR~ ¢IL,R =VirYLr, VLR= eXp{ieOLR + Z'eaL7RTa} . (1.4.4)
The corresponding infinitesimal transformations are
Urr—> VL =Virdrr= (1+i€] p+iet gT%) Y1 (1.4.5)

under which

waL""wR—’(1+i6%+i€%Ta)1pL+(1+Z‘€%+Z‘€%Ta)wR

0,0 0_.0
:(1+Z.6L42reRﬂ.eR;eL%”e‘i;e‘;zTa”e‘}%;eaLTa%)w’ (1.4.6)
0 0 0 0 a a a a
— — + - + —
1"”(1"’%2%”ERzGL%‘Z’eL2€RT“”—ER2€LT“%)' (1.47)

It is now interesting to consider the following subgroups of the chiral group:

1. U(1)y vectorial singlet subgroup: e% = e%, €7 =€4=0;
2. U(1) 4 axial singlet subgroup: €) = —€%, €4 = €% = 0;
3. SU(N¢)v non-Abelian vectorial subgroup: €1 = €% =0, €% = €%;

4. the remaining non-Abelian axial transformation, with e% = e% =0 and €7 = —€%,
does not form a group.
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1.4.1 Chiral symmetry of the quantum theory

In QFTs, a symmetry of the action does not always correspond to a symmetry of the
quantum theory. For a classical symmetry to be extended to a symmetry of the corre-
sponding QF T, a few conditions must be met, namely the path integral measure being
invariant under symmetry transformations and the renormalization procedure preserv-
ing this symmetry. If these conditions are not met, the classical symmetry is said to
be anomalous. A well-known example is the classical scale invariance being broken
due to dimensional transmutation during the renormalization procedure, linked to the
quantization spoiling the traceless property of the classical energy-momentum tensor.

In general, considering a transformation under which a field changes as O - O +§O
and the action transforms as S - S+4.5, a simple change of variables of the path integral
leads to the general form of Ward-Takashi identities (WTIs)

(60) = (06S) + (In[7]O) , (1.4.8)

where J is the determinant of the Jacobian of the transformation of the path integral
measure. For the subgroups of the chiral group mentioned above, it turns out that
only U(1)4 transformations cause a non-trivial Jacobian. Therefore, the axial U(1)4
symmetry is anomalous, making QCD not invariant under the entire chiral group even
in the massless limit.

Azial singlet U(1) 4 anomaly

The anomalous breaking of the axial U(1)4 symmetry stems from the variation of the

3

path integral measure under these transformations”, since

dpdip — ¢ 29 Jhdap (1.4.9)

where @ is the topological charge in Eq. (1.1.10).
The anomalous WTI can be derived® from Eq. (1.4.8) and it is given by

~ieA 0y (A, (2)O(y)) = ~2iex Ni(q(2)O(y)) + {60(y)) (1.4.10)

By choosing O as the topological charge density ¢, defined in Eq. (1.1.10), the local axial
WTT in the chiral limit m — 0 becomes

(0,A0(2)q(0)) = 2N¢{g()g(0)), 'm0 =0. (L4.11)

This relation is useful in the Witten-Veneziano mechanism, relating the U (1) 4 anomaly
to the large mass of the 7’ meson, see Subsection 1.4.3.

3Here we only provide the formal derivation and results, which can be properly defined in the context
of Lattice QCD, employing Ginsparg-Wilson discretization of fermions [33-35|, see Subsection 2.3.3,
which preserve a lattice version of chiral symmetry defined from Liischer transformations [36].
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Vector singlet U(1)y transformations

The U(1)y symmetry remains exact for any value of the masses, with the associated
WTIs given by
—iey 0, (V) (2)0) = (60), V) = ¥y (1.4.12)

—0 . . . . .
Therefore, the charge V'~ associated to this current is always conserved in QCD, i.e. for
any invariant observable O under vector singlet transformations we have

8x0(vo(xo)(9(y))=OVa?o¢y0, Vozfd3xvo(gc). (1.4.13)

This conserved charge is identified as the baryonic number, which measures the difference
between the number of quarks and antiquarks.

Vector non-singlet subgroup SU(N¢)y

The general form of WTIs for the transformations of the non-Abelian vector subgroup,
often called isospin for Ny = 2 and generalized isospin for Nf =3, is

i€} 0,(V, (2)O) = —ief ((x) [M, T [ (2)O) + (60), Vi =y, T%.  (1.4.14)

The corresponding charge Vg = [ d®xV¢(z) is conserved only when [M,T%] = 0, i.e.
with degenerate quark masses.

Axial non-singlet transformations

The general form of the WTIs associated with axial non-singlet transformations is
—i€4 0, (A} (2)0) = —i€% (Y(x)y5{T, M}p(2)O) + (50O), Al = PysT% . (1.4.15)

The associated charge Zg(xo) = [ d*x A3(x) is conserved only if M = 0. By inserting
a pseudoscalar current P? = T s1), we can derive the important WTI referred to as
PCAC (Partially Conserved Axial Current) relation

O AL () PP (y)) = (D ()75 (T M} () P (y)) = 8(x = ) (W () {T, T} () -
(1.4.16)
This identity remains unchanged if renormalized quantities are inserted®. For this reason,
the PCAC relation is commonly used to define quark masses, e.g. taking M = ml we

oA (@) P ()
2(Pe(z)Pb(y))
where the numerator and the denominator on the r.h.s. can be independently computed

have

(1.4.17)

non-perturbatively, e.g. in Lattice QCD simulations. The PCAC equation is also useful
for analyzing spontaneous chiral symmetry breaking in QCD, as we now discuss.

“This holds in the chiral limit, where ZS(SO) is finite, with Zs being the renormalization constant
associated to the scalar singlet density S° defined below Eq. (1.4.18). Beyond the chiral limit, the
renormalized scalar singlet density S% mixes also with a term proportional to (M + MT) (spurionic
fields), making 5% ambiguously defined.
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1.4.2 Spontaneous chiral symmetry breaking

A rich spectrum of hadrons emerges at the fundamental QCD energy scale Aqcp, as
shown in Fig. 1.3. Pions are a notable exception, since their light masses have a deep
reason which ultimately stems from the spontaneous symmetry breaking of chiral sym-
metry. Assuming for simplicity degenerate quark masses M = ml, the PCAC relation
in Eq. (1.4.16) simplifies to

(0u A% (x)PP(0)) = 2m(P*(z) P*(0)) - Nifa‘*(x)aab (5%, (1.4.18)

where SO = o) = Y PR + ERwL is the scalar singlet density. The QCD action is left
invariant under non-Abelian axial transformations, which are also anomaly-free. In this
case, the vacuum expectation value (S°) # 0 indicates the spontaneous breaking of chiral
symmetry.

This property has some interesting consequences. We can consider Eq. (1.4.18) in the
chiral limit, make use of Lorentz invariance and integrate it over a four-dimensional
sphere centered in the origin to obtain

S9)
A% (2)Ph(0)) = b {5 14.1
(A5 PO) = 0" s (1.4.19)
When projected to zero-momentum, this relation implies

—a b 5ab 0

(Ag(zo)P"(0)) = _2Nf<S ) Vap#0 (1.4.20)

where Ay (z0) = [ d3x Ag(z). Note that the r.h.s. does not depend on xg. The lightest
states contributing to the lLh.s. of this expression are the pions 7%, sharing the same
quantum numbers as the pseudoscalar singlet densities P?®. Introducing the matrix
elements

(7 (p)|P2(2)]0) = —i 6% G pem(P)T0miPx (1.4.21)
(01A%(2) 7" (p)) = 6% Fy pye o PI0iPx (1.4.22)

where w,(p) = /m2 + |p|? = p°, we can write the completeness of states as

Ep e
1-% [ Gyt N @ ().
(5 (0)Ir" (8")) = (27)* 25 (p - )0

where (...) stands for the contribution of higher energy states. Inserting the above
identities in Eq. (1.4.20) and using the Heisenberg representation

(1.4.23)

O(z) = e"He PXO(0)e"0HePx (1.4.24)
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where H and p are the QCD Hamiltonian and spatial momentum operators, it follows
that

(A (z0)PP(0)) = 5”%5%% +(..) (1.4.25)

where m, = w;(0). According to Eq. (1.4.20), the r.h.s. of Eq. (1.4.25) must be inde-
pendent of xg. For this expression to remain zg-independent, QCD must possess Nf2 -1
massless pions (pseudoscalar particles) when (S°) # 0 in the chiral limit. This also leads
to the relation
(%)
GpFr=—-—-—— . (1.4.26)
Nt |-
m=0
However, in Nature quarks and pions are not massless: their masses are small but finite,
with pions having a non-zero light mass of approximately m, ~ 140 MeV. To understand
this, we re-evaluate the relations above for the case of non-zero but degenerate quark

masses m # 0. Saturating Eq. (1.4.16) with pion states at z¢ # 0 yields
m2 Fy = 2mG . (1.4.27)

Combining this with Eq. (1.4.26), we obtain the Gell-Mann-Oakes-Renner (GMOR)
relation [37]
2 12 0
lim Mz D)) (1.4.28)

m—0 2m N; m=0

This relation is crucial to understand why pions are light in Nature: rather than having
a large mass m, o< Aqcp, the GMOR relation in Eq. (1.4.28) immediately implies that

m2 o< Aqep x m (1.4.29)

which explicitly shows that m, << Aqcp, since m < Aqgep.

The GMOR relation has been extensively validated through various numerical stud-
ies. Its evidence from Lattice QCD simulations is illustrated in Fig. 1.4, taken from
Ref. [38], see also Refs. [39,40]. Essentially, the Banks-Casher formula [39,41-43] relates
the spectral density p of the Dirac operator with the order parameter of chiral SSB, as

given by? o
_ %) =mp(0). p(N) =1 DO A)). (1.4.30)

m=0 ?
where )\; are the eigenvalues of the Dirac operator. This relation can be read in both
directions: a non-zero spectral density p(0) implies the presence of a non-vanishing chiral
condensate (S°), breaking the symmetry. Conversely, a non-zero value of (S°) leads to
condensation of eigenmodes near the origin of the spectrum. Numerical studies have
confirmed the validity of this mechanism, showing that modes do indeed condense near
the origin as predicted by the Banks-Casher relation [40,44].
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Figure 1.4: Numerical proof of the GMOR relation, cf. Eq. (1.4.28), from Ref. [38]. The blue
line and its error are the GMOR contribution to m?2, derived from the computation of (S°) on
the lattice. The red dots are instead obtained from direct calculation of m?2.

1.4.3 The Witten-Veneziano mechanism

The axial anomaly has profound implications for QCD phenomenology, one of which
is the large mass of the ' meson compared to other light mesons. This is naturally
explained by the Witten-Veneziano relation, a result linking the anomaly to the mass
spectrum of QCD and ultimately providing a deeper understanding of the explicit break-
ing of classical U(1) 4 symmetry at the quantum level.

Starting from the anomalous WTTI in the massless limit, shown in Eq. (1.4.11), we
integrate it over [ d*z. We obtain that the topological susceptibility

x=X(0), x(0)= [ d'w e {g(@)a(0) (1.4.31)
satisfies the relation N
V=50 vﬁf at m=0, (1.4.32)

C
while the topological charge density ¢, introduced in Eq. (1.1.10), also satisfies ¢ = 0
V N¢/N. in this limit, as long as no massless particle is present in this channel and a
mass gap wipy > 0 exists. Applying subtractions from the Kéllén-Lehmann representation
of x(p), see Subsection 3.1.1, and noting the presence of the lightest " meson state in
the pseudoscalar flavor singlet channel, with mass M,y and the same quantum numbers
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as q(x), we obtain

R’ 0 p(s)
= CoAdop + CrAZopp? + Co - (p2)2 - ——— 23[ ds —22%) (1433
x(p) = CoAgep + C1AGepp™ + C2 - (p7) p2+m727’+(p) 2 PG ( )
The parameter R is defined from
F2m?, _
R? = |{0lg(0) ") = ng777 (0[Ao(20)[n') = in/ 2Ny Fyrmype™ ™0™ (1.4.34)

where Fyy is the decay constant of the " meson. As p — 0 and in the Yang-Mills limit
N¢/N. - 0, Eq. (1.4.33) implies that the topological susceptibility of the pure Yang-Mills
theory, xym, satisfies

xym = CoAdep - (1.4.35)

On the other hand, we can consider Eq. (1.4.32) in the limit of massless quarks, obtaining

R2
_ . (1.4.36)
p

The combination of Egs. (1.4.35) and (1.4.36) leads to the celebrated Witten-Veneziano
relation [45,46]:
2

Nf}{lvncleO Tlri?o m%, - XYM (1437)

This relation reveals that the n” meson acquires a large mass due to the U(1) 4 anomaly,
which is responsible for a non-zero topological susceptibility in pure gauge theory, even in
the massless quark limit. The anomalous WTT in Eq. (1.4.32) implies that the topological
susceptibility vanishes in the massless quark limit for any number of flavors. This can
be explained by the presence of the i’ meson, whose large mass is a direct consequence
of the non-vanishing topological susceptibility in pure Yang-Mills theory, xym. This
quantity has been computed in Lattice QCD in Ref. [22], resulting in

Xy = (180.5(5)(43) MeV)* | (1.4.38)

where the first error is statistical and the second one is due to lattice systematics, and
it is compatible with the chiral perturbation theory result [46]

2

2
2 ~ (180 MeV)?. (1.4.39)

F, 2 2

Fﬂ (m + My = 2mK)|exp
This concludes our presentation of QCD. The concepts presented in this Chapter

set the stage for the subsequent one, which focuses on the formulation of QCD on a

finite and discrete lattice.
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Chapter 2

Lattice QCD

In this Chapter we describe the formulation of Lattice QCD, i.e. the only known frame-
work at present to define and study QCD non-perturbatively from first principles. As
described in Chapter 1, QCD manifests asymptotic freedom and confinement, and thus
must be studied non-perturbatively at low energies. The non-perturbative definition of
the theory is possible on a discrete lattice, that regulates UV divergences. Our presen-
tation focuses on QCD with quarks, but it can be straightforwardly generalized to any
(non-) interacting QFT, gauge group and representation. We refer to Refs. [47-49] for
a general and comprehensive introduction to this topic.

2.1 Preliminaries

The theoretical framework for Lattice QCD calculations is the path integral formalism
in Euclidean time, which allows to estimate expectation values of composite operators as
in Eq. (1.1.4) once the action and a non-perturbative renormalization scheme have been
chosen. In order to give a precise meaning to the path integrals for a gauge theory, we
define it in a finite lattice with discretized space-time coordinates, with lattice spacing
a and finite volume T x L?, where T, L indicate the lattice temporal and spatial lengths
respectively. The resulting path integral expressions for correlation functions are well-
defined, as only a finite number of degrees of freedom is involved. In our convention, u = 0
indicates the Euclidean temporal direction. We also need to set boundary conditions
(BCs) to properly define the theory on a finite volume. In this way, the path integral
reduces to an ordinary multidimensional integral, which can be evaluated numerically
e.g. with Monte Carlo methods. This lattice structure will be eventually removed by
taking the infinite volume and the zero lattice spacing (continuum) limits to retrieve
physical results, allowing to extract systematically improvable theoretical predictions
from first principles with 3-4 input parameters (e.g. hadron masses required in hadronic
renormalization schemes). For the purposes of this discussion, if not explicitly stated
otherwise, we only consider observables with exponentially suppressed finite-volume ef-
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fects (FVEs)! which we neglect, since their effects of O(e™™=1) are around a few percent
or less for typical Lattice QCD applications, where m,L > 4.

The lattice acts as a UV regulator, as the lattice spacing induces a cutoff = on
momenta. Additionally, when the theory is confined to a finite volume, momenta become
quantized, e.g. in a cubic box of size L with periodic boundary conditions we have
pP= zfﬂn, n € (Nmod %)3 Usual UV divergences are recovered in the classical continuum
limit, i.e. considering a — 0 without imposing further constraints, and need to be
removed through parameter and operator non-perturbative renormalization, as discussed
in Section 1.2. In the non-perturbative hadronic renormalization scheme, detailed in
Subsection 1.2.1, the renormalization conditions are set by requiring a few physically
relevant quantities, such as hadron masses, to be fixed at their physical values. Bare
parameters, such as the coupling constant and bare quark masses, then acquire a non-
trivial dependence on the lattice spacing (cutoff), following the lines of constant physics
as a varies.

In order to properly define the path integral, we need to discretize the QCD action,
ideally preserving its defining local gauge invariance. The gauge-invariant gluonic and
fermionic discrete actions are discussed respectively in Sections 2.2 and 2.3. In the
continuum limit, discretization effects vanish and it is possible to boost the continuum
convergence, for instance by making discretization errors of O(a?) rather than of O(a),
as detailed in Section 2.4. Computational strategies in Lattice QCD are described in
Section 2.5, with one of the biggest obstacles which currently hinder improvements in
numerical simulations, the so-called signal-to-noise ratio (StN) problem, being discussed
in Section 2.6. A possible and very promising solution to such problem is the topic of
Chapter 4.

2.2 Gluonic action on the lattice

The gluonic action in the continuum formulation takes the form in Eq. (1.1.9) and it is
invariant under the gauge transformation in Eq. (1.1.7). In order to study its realization
on the lattice, we could naively discretize the derivatives in the field strength F},, using
either their forward or backward definitions

() — () @) v —ai)

Opip(x) = ;o Ouib(x) (2.2.1)
a a
where i is the lattice versor in the direction pu, or their symmetrized version
1 . 1 . .
5 (0u+ ) (@) = 5 [0(a + o) - ¥z - o) (222)

!Power-like FVEs might arise when considering kinematical regimes where virtual particles may
potentially go on-shell. In Appendix B we discuss how these are not simply an unwanted lattice effects,
but rather a powerful window into resonance physics, given a map of the finite-volume spectrum to
S-matrix elements [50-54].
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Figure 2.1: Representation [55] of the plaquette U, (z) on the lattice, see Eq. (2.2.4).

with improved O(a?) discretization errors. The resulting action would be gauge-invariant
only up to discretization errors. Yet, since the local gauge symmetry defines the theory,
it would be much more preferable for it to be exactly preserved also on the lattice.

The original idea for describing an exactly gauge-invariant theory on the lattice was
initially proposed by Wilson in his seminal work of 1974 [15] and consists in a complete
shift of paradigm. The fundamental gauge fields at each lattice site x and for any
Euclidean space-time direction p = 0,...,3, are the links (related to the links between
different lattice sites)

Uu(z) e SU3), US(x)=G(2)Uu(x)G (z+af). (2.2.3)

They act as parallel transporters, as explicitly shown in Eq. (2.3.10). The shortest closed
path on the lattice is shown in Fig. 2.1. It is known as the plaquette

U (2) = Up(2)Uy (2 + aft) U (z + ap) U (), U (z) = G(2)Upw (2)G(z)  (2.2.4)

and it is useful to construct the exactly gauge-invariant Wilson action

SalU]= 5 2 S {1- 5 Tlwte) + UL @)} p=ZE @29
T v c

with N, = 3 for our purposes. By defining U, (x) = e~24u(%) a5 the discretization of the
parallel transport between two neighboring sites, and considering the classical continuum
limit of Eq. (2.2.5), it is easy to check that we correctly recover the continuum result
in Eq. (1.1.9) written in terms of Zu, up to O(a?) discretization effects. We emphasize

that the fundamental gauge fields are now elements of the compact gauge group rather
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than of its algebra®. Therefore, the Haar integral
Z = f [dU] eS0T (U] = [][dU,(x)] (2.2.6)
T,

is finite, where the Haar measure [dU ] is the correct gauge-invariant measure to integrate
over the SU(3) group manifold.

2.3 Fermionic action

We now want to define the lattice counterpart of the continuum fermionic action in
Eq. (1.1.12). We consider the quark fields ¢ (z) to be located on the lattice sites z and
carry IN. color, Ny flavor and 4 spinor indices.

2.3.1 The free case

For simplicity, we begin with the non-interacting case, A, = 0. It might be tempting
to naively discretize the derivatives in Eq. (1.1.12) using Eq. (2.2.1) or the symmetric
Eq. (2.2.2). With the latter, the resulting discretized action

e =t {2k [0+ o) = 50 - o) + mi()i (o)
o 1, (2.3.1)
d*q
_ fBZ (2 )4¢(Q) (Z’Y,uqu + m) @/}(q) ¢($) — quw(Q)

BZ (27r)4

can be rewritten in Fourier space within the first Brillouin zone (IBZ), where each mo-
mentum component lies in [—g, %], and where q,, = sin(g,a)/a. The resulting propagator

4o —iv,q, +m .
(w(a)p() = [ A O T (232)

1BZ (27)* Zuqi +m?2

has 16 different poles even in the classical continuum limit, i.e. the naive discretization
of the fermionic action in Eq. (2.3.1) describes 16 different fermions. This problem is
known as fermion doubling and it is a consequence of a more general

Theorem 2.3.1 (Nielsen-Ninomiya theorem [58]). The following properties of the dis-
cretized Dirac operator D(q) on the reciprocal lattice cannot all be satisfied at once:

1. D(q) is a periodic smooth function of g, with period %”,

2. in the continuum limit, D(q) el livugu + O(aq)];

2This allows to avoid any ambiguity in the integration over physically equivalent configurations of
the gauge field A, € su(3), known as Gribov copies [56] and related by a gauge transformation, usually
treated to all orders in perturbation theory (but not non-perturbatively) by considering in the action
additional fields known as ghosts [57]. Wilson’s proposal is instead well-defined, and thus ghosts are
introduced on the lattice only if one is interested in studying its perturbative formulation.
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3. D(q) is invertible Vg # 0 mod %’T i.e. it only has one zero (pole in the correlator),

corresponding to the particle that has to be discretized;
4. D(q) is chirally invariant, i.e. {v5,D(q)} =0.

The first two properties are necessary to define a proper lattice discretization for D(q).
Since the massless naive discrete action in Eq. (2.3.1) does not break chiral symmetry,
similarly to the continuum, it could not possibly describe a single fermion, and in fact
the third property has been found not to hold. In order to solve this problem, many
proposals have been put forward.

2.3.2 Wilson fermions

Wilson’s proposal [15] is to introduce in the naive action new O(a) terms, explicitly
breaking chiral symmetry and vanishing in the classical continuum limit, with

Sp=a' YT (Dw+m) e, Dy = % {0 (8, +02) - ad0,) (2.3.3)

which can be equivalently rewritten as

dtq — o 0, . 2. qu
o = [IBZ (QW)‘W(Q)K(Q)Q’D(Q) , K(q) =g, +m+ 20 Q= sin=- (2.3.4)

leading to

_ B dq —i’y,uqu+m+%qA2 o
WD = fo, oy St 3

In the massless free case, apart from g, = 0, the additional poles g, = Zfi for some pu

(2.3.5)

receive ¢, = % [t contributions. Therefore, these modes become infinitely massive in the
classical continuum limit, where they correctly decouple from the theory.

2.3.3 Overlap fermions

Chiral symmetry is crucial in physics, as motivated in Section 1.4. Besides the deep
consequences of its spontaneous breaking, as the presence of (nearly) Goldstone bosons,
in QCD it additionally imposes multiplicative quark mass renormalization. Following the
much more exhaustive list of Refs. [33-36, 59, 60|, here we define a new Dirac operator,
satisfying a relation that plays the role of chiral symmetry on the lattice.

The mildest way to break chiral symmetry is by the Ginsparg-Wilson (GW) rela-

tion [33]
a

’}/5D + D’)/5 = ED’)/g,D , a= (236)

1+s

which can be rewritten as

5D+ Dy5=0, A5=9s(1-aD), A2=1. (2.3.7)
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In Ref. [34], Neuberger introduced the overlap Dirac operator satisfying GW relation

1A ! 25(@Dw — 1)
Do—a(l \/M)_‘[H% N (2.3.8)

a
where® A =1-aDw and y5Dwns = Dl where Dy is the Wilson term in Eq. (2.3.3).
We refer to Ref. [35] for further details. We also note that domain-wall fermions [59]
allow to recover the overlap operator in some limits [60]°.

The GW relation plays an important role in Lattice QCD, allowing to define the
lattice counterpart of chiral symmetry, known as Liischer symmetry, and of left and right

chiral fermions [36]. In this framework, many properties of the continuum theory can be
proved, such as the Witten-Veneziano formula, related to the U(1)4 anomaly and the
large mass of the 7, see Subsection 1.4.3, and the Banks-Casher relation, associated to
chiral spontaneous symmetry breaking, see Subsection 1.4.2 and Eq. (1.4.30). We also
anticipate that O(a) lattice artifacts are absent for this discretization.

2.3.4 The interacting case

Let us now generalize the above discussion to the case of an interacting theory. Inter-
actions are included as is customary by requiring the action to be invariant under the
local gauge group SU(3). transformations. The fermionic action thus cannot include
contributions of the form ¢ (x)y(y) with 2 # y since they are not gauge-invariant, as
they transform into ¢ (2)G(2)G (y)¥(y). Therefore, a factor that depends on the gauge
field A, must be included inside this term. We can introduce the covariant Schwinger
line integral

U(w,y)=exp{z'go |/ ydz#Au(z)} S G@)U ()G () (2.3.9)

such that contributions of the form v(2)U (x,y)1(y) are gauge-invariant. This allows us
to better understand Wilson’s choice to adopt the infinitesimal version of the Schwinger
line as the fundamental degree of freedom, rather than the gauge fields. In fact, we can
consider y = x + € for an arbitrarily small path €, so that the Schwinger line integral can
be approximated as U(z,z +€) = ¢'90uA4x(®) " which resembles a link variable once we
consider € = aji, cf. Eq. (2.2.3). The discretized gauge-invariant fermionic action thus

3This operator is not ultra-local, a desirable property in order to satisfy cluster decomposition,
making it expensive to simulate. Though, this operator is exponentially local, in the sense that
I \/ﬁ(a:, Y)|| ~ e a7 as a — 0, safely allowing any analysis based on power-counting (such as OPE).

“In the interacting case, it suffices to employ the definition of the interacting Wilson term in
Eq. (2.3.11).

®Massless chiral fermions in four dimensions can be defined from 5-dimensional interacting massive

fermions bound to a domain-wall mass defect, with doublers explicitly removed. The inverse of the
overlap operator is retrieved from the low-energy effective action of the light fermion field of the domain-
wall fermion.
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requires a slight change of the definition of the discretized derivatives as

1 . . . 1 . .
Vit () = = [V + e+ ai) - 9(@)] , V() = = [0(2) - Ul (e - ap) (e - o)
(2.3.10)
where the action of the gauge links as parallel transporters is explicit.

Interacting Wilson fermions

Wilson’s proposal [15], already reviewed in Subsection 2.3.2 for the free case, is now
generalized as

A A 1 * *
Se[U, %, 9] = a* Y (Dwm)v, Dw=3 (0 (Va+ Vi) —aviv,)  (23.11)
with the full covariant discrete derivatives in Eq. (2.3.10), allowing to rewrite Sy also as

Se[U, 9, 9] = (m +4) 3 d(2)d(x) - i > [0(@) (1 =) Uu(z + afe)y(z + aj) +
T z,u

+P(2) (1 +7,)Uf (2 = ap)y(z - ajp)] .
(2.3.12)
This concludes the definition of the QCD action on a finite and discrete lattice, with the

path integral representation of its partition function

Z:f[dU][dE][dw]exp{—s[U,E,qp]} (2.3.13)

and expectation values of observables
(©0) = [aU)@aw]ow. .l ep{-S[U.0.0]}  (2314)

where now S[U, 1, 4] = Sg[U] + Sk[U, ¥, 1] depends on the fields, on the bare coupling
go and quark masses ms.

We finally mention that we commonly consider (anti-)periodic BCs for bosonic
(fermionic) fields in the temporal direction, while the spatial ones are usually taken
to be periodic for all the fields. Other possible choices are Dirichlet BCs, where fields
assume fixed values at the boundaries; open BCs, removing field interactions across the
boundaries, which could be useful to prevent unwanted topological freezing, i.e. trapping
in a fixed topological sector; twisted BCs, where fields acquire a phase when crossing
the boundary, useful to simulate momentum shifts or handle specific topologies. Other
options can also considered for specific applications, e.g. shifted BCs in the context of
thermal field theories [61-68], or C* BCs to study QCD+QED on the lattice [69-72].
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2.4 Symanzik improvement program

In Lattice QCD [49], the momentum cutoff 7 may be interpreted as a new physics scale.
This allows to formulate a low-energy effective theory with a continuum action [73-76]

St = f 4z {Lo(x) + ali(z) + a2 Lo(z) + ...} (2.4.1)

where L is the continuum QCD Lagrangian, and Ly, k > 1 contain linear combinations
of all possible local operators of dimension 4 + k£ which are invariant w.r.t. the symme-
tries of the lattice theory, with coefficients which are usually slowly varying with a (in
perturbation theory they are polynomials in loga). For instance, at O(a) the operators
contributing to the effective Lagrangian £ are

O1 = YiouwFu, O2=1(VuV, +V, V)1, (2.4.2)
O3 =mTr{FuFu}, Os=mip{yVu-Viyl, Os=m’p (2.4.3)

where 0, = %[’yu,'y,,]. Field equations allow to reduce this list, considering only three
independent operators, and we conventionally choose O1, O3 and Os.

2.4.1 O(a)-improved Wilson fermions

Let us consider the explicit example of the O(a)-improvement for the action of Wilson
fermions. In this case, the fields O3 and O5 can be re-absorbed in the definitions of the
bare coupling constant and of the bare quark masses, both already present in the Wilson
action, essentially amounting to a rescaling by factors of the form 1+ O(amy), where
mg = Mo — M., Mo being the bare and m, the critical masses, as

9(2) - gg(l +bgamg), mg—>mg(1+bpnamy). (2.4.4)

The massive O(a)-improved Wilson-Dirac operator thus additionally depends only on
O1, namely as [77,78§]
D = Dw + aDgsw (245)

where Dy is the massive Wilson-Dirac operator introduced in Eq. (2.3.11), and the
second term on the r.h.s. of Eq. (2.4.5) is the Sheikholeslami-Wohlert operator

Dowth(#) = cau o P (2 (). (2.4.6)

In the formula above, the coefficient cgyw has been computed at one-loop in perturba-
tion theory [79] and numerically non-perturbatively [80]. It is also possible to use the
alternative expression for Dgw |[81]

1 =

D c
Dsw + (4+mg) = (4+myg) exp{ﬁ} =(4+ mo)exp{4 :\’;VTLO ZUWFW}, (2.4.7)
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where F, w () is the symmetric lattice field strength tensor

Fou(@) = 5 Qs () = Quu(@)} (24
with
Quv(7) = Up(2) Uy (x + ap) Ul (x + a0) Ul (z)
+U,(z) U;;(x —aj+ap) Ul(z - afi) Uu(z —afpr)
+ UZ(IL‘ —ap) Ul(x - aji— ad) Uu(z—app—av)U,(x - av)
+ Ul (z - ad) Uy (z — ad) U, (z + aji - air) U):(x) .

(2.4.9)

We finally note that, after eliminating all the redundant terms, the only remaining
independent term in the O(a) correction to Ly is Op. Since this counterterm explic-
itly violates chiral symmetry, no O(a) lattice artifacts are present for Ginsparg-Wilson
fermions.

2.4.2 Field improvement

A similar representation as Eq. (2.4.1) holds also for local fields, which can be represented
as a linear combination of fields with different mass dimensions transforming under the
same lattice symmetry, e.g. deg = ¢ + agy + O(a?). The connected n-point correlation
function C(z1,...,xn) = (¢(z1) ... ¢(2n))e can be expanded as

C(w1,...,2n) = (¢o(z1) - .- P0(Tn))eo0 + al:i(d)O(xl) oo O1(wg) - do(xn))eo
k=1 (2.4.10)

- [ 'y ion(er) ol E1(m))eo] + O(a?)

where the connected expectation values (... ). o are computed with the only contribution
of the Lagrangian Ly to the action in the path integral. The improvement of the action
alone is therefore insufficient to cancel all the O(a) terms in the expansion shown in
Eq. (2.4.10). To fully achieve O(a)-improvement in correlation functions, fields must
also be improved by tuning the coefficients of the O(a) counterterms introduced during
the redefinition of local fields. Only by optimizing both the action and the fields can a full
cancellation of O(a) discretization effects be obtained. For instance, for the improved

axial current .

O, +0 _ 1
(Aegr)f = A%, + cA(go)a%P“, Pt =551, (2.4.11)

the coefficient c is tuned for O(a)-improvement of correlation functions involving Af.

2.4.3 Improvement and renormalization

To complete the discussion of O(a)-improvement, we include the definition of renormal-
ization for the improved theory. After defining improved coupling, masses and fields,
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non-perturbative renormalization follows as described in Subsection 1.2.1. If we are in-
stead interested in computing the running of renormalized parameters, we need to define
their improved renormalization constants. We can start from the redefinitions of the im-
proved action and fields, amounting to Eqgs. (2.4.4) and e.g. (2.4.11), to then introduce
the improved renormalizations of the unimproved coupling and mass

9% = Zg (93(1 +bgamy), ap) g (1 +bgamy) , (2.4.12)
mp = Zm (gg(1+bgamq),au) mo(1 +bpamy) (2.4.13)

The renormalization constants can be properly tuned by choosing a set of renormaliza-
tion conditions, which can be defined non-perturbatively as already described in Sec-
tion 1.2. Improved renormalization constants can be defined for the fields as well. For
instance, by requiring that the PCAC relation, see Eqgs. (1.4.16) and (1.4.18), holds up
to O(a?) errors, we can also tune the multiplicative renormalization constant for the
axial current, defined as

(AR)Z = (1 +baamy)Za (gg(1+bgamq),a,u) . (2.4.14)

2.5 Computational Strategies

In addition to its theoretical foundations, Lattice QCD requires advanced, precise and
efficient computational strategies. These include numerical linear algebra, Monte Carlo
simulations, and massively parallel High Performance Computing. A thorough under-
standing of such numerical methods is not just a technical requirement, but an indis-
pensable element in driving progress at the cutting edge of theoretical physics. In this
Section we provide a general (but far from comprehensive) overview, with additional
details in Ref. [82] and Appendix A.

2.5.1 Pseudofermion fields and locality

The formulation of Lattice QCD in Euclidean time allows for a statistical interpretation
of expectation values of observables, as in Eq. (2.3.14). In general, scalar and bosonic
correlators can be studied by directly employing statistical methods. On the other hand,
even if possible in theory, fermions cannot practically be simulated on a lattice, since they
are Grassmann variables and therefore computationally inaccessibly expensive. Luckily,
the fermionic action is quadratic and thus it can be analytically integrated out, leading
to an effective bosonic theory which can be numerically simulated from

SU] = Sq[U]+ S U],  SEH[U] = —Indet D[U], (2.5.1)

where Sg is the local, purely gluonic action, see Eq. (2.2.5). The effective action de-
pends non-locally on the bosonic fields to which fermions are coupled, making numerical
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computations very time-consuming. In fact, the Dirac operator is a V' x V sparse ma-
trix® for each flavor, making the direct computation of det D practically unfeasible.
The apparent loss of locality will be further discussed in the context of multilevel sim-
ulations [1, 4, 83-88|, where it is restored up to small non-local terms which can be
separately treated, see Chapter 4.

Let us first consider an even number of degenerate flavors, e.g. N; = 2, so that

Z:f[dU] (det D[U])? e~561V] (2.5.2)

and the effective gluonic action is always positive definite, allowing for a statistical in-
terpretation of the above path integral. The standard way to treat the generation of
gauge field configurations in this case, with an alternative provided by the multilevel
algorithms described in Chapter 4, is to introduce additional bosonic complex pseud-
ofermion fields ¢ to represent the effective fermionic action. For instance, for N; = 2 we

define”

(det D[U])? = det Q[U]? f [dt][dgleSrrlUe o] (2.5.4)
See[U, 0", 6] = a® Y 61 (2)Q[UT (2, 1) b (y) (2.5.5)
x,Y

where Q = v5D = Q' due to ys-hermiticity of D, i.e. Dt = ~5D~s.

Field configurations can thus be generated with methods widely used e.g. for ther-
mal systems in statistical mechanics, with importance sampling used to generate field
configurations following a specific probability distribution oc ™, with S being the Eu-
clidean classical action we want to simulate, in this case equal to

S[U,¢t, ¢] = Sa[U] + Spr[U, ¢', ¢]. (2.5.6)

In Appendix A we properly define Markov chains and describe their properties, while also
introducing the Metropolis-Hastings [91,92] and the Hybrid Monte Carlo [93] (HMC)
simulation algorithms, useful for importance sampling. Instead, here we focus on describ-
ing the HMC algorithm in the context of QCD. Once we are able to correctly generate
field configurations, we can approximately study expectation values as

-5 [l aslowle oo - LS oo ). 2

5This holds true at least for all the discretizations of the fermionic action we reviewed here, for
which the locality of the action is not spoiled.
"State-of-the-art simulations employ a similar representation, applying multiple frequency splitting

steps to the quark determinant as

(2.5.3)

DDf
|det D|* = det{ DD" + 1%} xdet{ }

DDt + pu?

and representing each factor with a different pseudofermion field [89,90].
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from a representative ensemble {U; — --- - Uy}, where each configuration is distributed
as U; ~ P[U, ¢, ¢] = %e’S[U’d’T"z’]. The last term in Eq. (2.5.7) is the statistically inter-
pretable associated error, detailed in Appendix A.3.

2.5.2 Hybrid Monte Carlo in Lattice QCD

The HMC algorithm [93] is one of the most efficient strategies to simulate Lattice QCD
known at present, allowing us to generate gauge field configurations with any target
probability distribution, for us o €™, with S in Eq. (2.5.6), regardless of its normal-
ization, performing global updates of the field configuration with high acceptance rates.
For simplicity, let us denote as ® = {UM,¢T,¢)} the collection of fields upon which the
action S depends.

The HMC algorithm is based on the Hamiltonian formalism. We can introduce
a normally distributed auxiliary field 7 (x) with Z, = [[dr] exp{—% Yo pa Wﬁ(m)z} as
partition function, allowing us to rewrite

(0) :% [ [d@]@[@]e‘s[q’]g—: - % [ 1d@)amle 0] @) (2.5.8)
where
Zn=7:2= [ [d9)[dn)e "% H[®,x] :% S oat(2)?+S[0].  (25.9)

We can now consider fields to depend on an additional, auxiliary variable 7, which we
interpret as the simulation time, while 7(7,2) are the conjugate moments of ®(7,x)
w.r.t. H[®, 7] (hence the quadratic action for 7). The fields satisfy Hamilton equations

dU,(t,z) ~ SH[®, 7] ~

(7, ) Up(2)

dr  omu(r,x)
dmy(r,z)  SH[®,7] _ 6S[®] _ 6Sc[U] 4Ser[U, ¢!, ¢] (2.5.10)
dr P, (1,x) 0@, (r,z)  dUu(T,x) oUu(T,x)

= —(Fq)u(r,z) = (Fpr)u(T, )

which we might refer to as Molecular Dynamics (MD) equations as well, along which

. . . dH[P,7]
H is a constant of motion, i.e. ——=
d dimensions with action S[®] corresponds to a classical system with potential S[®]
in (d+ 1) dimensions. Notice that the expectation values of observables O = O[®]

are correctly independent of the values of the auxiliary field 7(z) and of the simula-

= 0. Therefore, an Euclidean field theory in

tion time 7. Therefore, since we are interested in such observables only, generating
configurations distributed with Py [®, 7] = i@‘H [®7] is equivalent to doing so with
1 -H[® 1 _-5[®
PS[(I)] = E[[dﬂ']e [@,7] = 76 S[ ]
In Appendix A we provide additional details on the integration of such equations.
Hardly solved analytically, numerical integration schemes are required to integrate the
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MD equations, prime examples being the leapfrog or Omelyan integrators [94] of different
orders (i.e. with different scalings of the error as powers of the integration step). A single
global and coherent update of the field configuration consists in the following scheme.

1. A field 7(%) () is generated with Gaussian probability Pg[r] = Zie_% L sa i (2)”
i.e. with quadratic action in moments, independently from previous configurations.

2. The starting configuration <I>(0)(x) must be set. The first configuration of the
Markov chain can be arbitrarily defined, since results will not depend on this
choice. For each following step, @(0)(:6) will be set as ®(z) at the previous step.

3. Set the initial conditions for MD equations at 7 = 0 as ®©)(z) - ®(0,z) and
7O (2) - 7(0,2). After fixing 79 and 07, the system is evolved until 7 = 7 by
integrating out MD equations with the chosen integrator with step o7.

4. The proposed configuration (®',7") = (®(79, ), 7(70,2)) would be automatically
accepted if MD equations were exactly integrated. To account for integration errors
and ensure detailed balance condition (necessary to provide an ergodic algorithm,
spanning correctly the whole configuration space with no periodicities), an accept-
reject step is applied with acceptance probability

Pa((@, 7y 5 (@' 7)) =min[1,e 7], AH=H[® ']~ H[®® 7],
(2.5.11)

Being an extensive quantity, AH o V, with a proportionality coefficient of order (§7)%.
Thus, there exist values of §7 sufficiently small (but not too much, in order to avoid
unnecessarily long and expensive integrations in a region where autocorrelations are
already negligible) to reach good levels of acceptance probability (usually between 70%
and 90%). Notice also that the algorithm designed above is ergodic and it has the correct
fixed point distribution, as proved in Appendix A.1.3.

We note that for chirally breaking discretizations, such as Wilson fermions, det D
is not necessarily a positive definite quantity. Generally, there might exist regions in
configuration space where we encounter negative (exceptional) eigenvalues of D. In
such cases, the presence of an odd number of non-degenerate quarks might spoil the
positivity of the effective action and therefore its statistical interpretation. The general
strategy [95-97] is to introduce a rational approximation (Zolotarev rational function)
of 1/ \/@ for the single quark determinants, e.g. for the strange quark determinant in
Nt = 2 + 1 simulatons (i.e. with two light degenerate quarks, in addition to a heavier
strange quark), with the small remainder of such approximation that can be included
in the observable as part of a reweighting procedure, as described in Subsections 4.2.2
and 4.4.4 in the different context of multilevel simulations but with a similar philosophy.

Before concluding this discussion, we stress that pseudofermion fields are impractical
due to large fluctuations causing low acceptance rates in the HMC, especially at small
quark masses [98]. Using the frequency-splitting strategy introduced in Ref. [99], see also
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Appendix H, eventually leads to sensible improvements. Also, besides the generation of
field configurations, the other expensive part of Lattice QCD calculations is performing
measurements, detailed in Appendix A.2. In Appendix A.1.4, we additionally discuss
another recent simulation strategy, i.e. master-field simulations [81,100].

2.6 The Signal-to-Noise ratio problem

Leveraging state-of-the-art techniques, numerical computations of hadronic correlation
functions suffer from exponential loss of significance, i.e. signal-to-noise (StN) ratios
of hadronic correlation function decrease exponentially with the time separation of the
sources [101,102]. The number of configurations required to reach a given statistical
precision thus increases with the square of that exponential factor, see also Ref. [85].
For the case of connected Wick contractions, the reason for this behavior lies in the fact
that variances of generic hadronic correlators scale as powers of the quark propagator,
which (configuration by configuration) decreases approximatively as exp{-m,|z —y|/2}
at asymptotically large distances |z — y|, while their expectation values decay much
faster. A notable exception, detailed below, is given by the propagators of non-singlet
pseudoscalar mesons, where the same pion states contribute both to the variance and
signal. Many computations at the forefront of research in Lattice QCD need to face
this issue, such as the Hadronic Vacuum Polarization and the Light-by-Light scattering
contributions to the muon (g —2), see Subsection 3.3.1, the amplitudes of leptonic and
semileptonic B decays, masses and matrix elements of (multi) baryons states.

Let us provide an explicit example to clarify the issue, for a connected pseudoscalar
propagator, defined in terms of interpolating operators P = dysu, P = Uysd as

(P(y)P(2))e = ~(D™ (2, )3 D" (3. 2)75) (2.6.1)
= (Q (2, 9)Q 7 (1.2)) = (Q " (1, 2) [Q " (. 2)]"), (2.6.2)

where Q = 5D = QF. The statistical observable
Wr =X Te{Q7 (5,2) [Q7 (v,)] '} = Zb\Q;z}(y,az)f >0 (2.6.3)

is positive definite. Using Eqs. (1.4.23) and the fact that the lightest particles with
pseudoscalar quantum numbers are the pions, we can rewrite Eq. (2.6.3) as

D dsp c c D
Wa =3 (P(y)P(x))e= ) f (27T)T2W(OIP(1/)I7r () (7 (P)IP(@)[0) + (....)

_1G<P
=—e

—mzlzo-yo| o o=mrlTo-yol 4 (...)
2mg

(2.6.4)
where G = (0|P(0)|w(0)), and the dots represent exponentially suppressed contributions
from heavier states. The variance associated to this estimator is defined as usual as
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U%Vﬂ = (W2) = (W,)2. A trick can be used to calculate more easily the first term: in

order to obtain the desired Wick contractions within the correlator, we can add two
additional unphysical flavors u’, d’ to the theory, with a flavor-diagonal action. In this
way, there will be no Wick contraction between W defined in terms of u, d and W,
defined from u’, d":

(W2) = (Pua(¥) Pud(z) Pyar(y) Puwa () = ([Pud(y) Pua ()] [ Pud(z) Pua(x)]) -
(2.6.5)
The identity written as in Egs. (1.4.23) can then be inserted in the middle of the last
term. The lightest states that have the same quantum numbers as [Puq(y)Puya (y)]
and [Pyq(z)Pya(z)] are formed by two pions, so that (W2) o e~ 2mxlzo=vol hut with a
different coefficient than (W, )2, so that also

iy, = (W2) = (Wr)? oc e melrowol 4 (), (2.6.6)

By combining this result with Eq. (2.6.4), the desired StN for the zero-momentum non-
singlet pseudoscalar meson contribution can be obtained as

Wr (Yo, o)

oc const + (... ). (2.6.7)
oW, (y()vx())

This particular example has been instructive in order to understand how to proceed
to compute StNs, but it is a notable exception to the StN problem mentioned above,
since its StN is constant and not exponentially decaying. In fact, in this particular case
the same states (pions) contribute to both the signal and the variance, making the two
contributions cancel out when computing the StN. In a more general scenario, the states
contributing to the variance are lighter than those saturating the signal, making StN
exponentially decreasing with the time distance of the sources.

We want to emphasize the crucial role of Eq. (2.6.3) in this context. In this equation,
Wi is written as a sum of positive terms whose averages and errors are exponentially
decreasing with the distance in the same way. Being W a positive definite estimator with
variance oy, ~ Wp, within Monte Carlo simulations big cancellations cannot happen,
i.e. W, must be positive definite configuration by configuration. This in turn implies
that the sum over spatial indices can be dropped out to write

Qup (x,y) o< e 217 (2.6.8)

which is numerically verified at large distances, |z —y| > 1fm. From the free theory it
would be expected that Q;g(m, y) o< e oYl where m is the quark mass. The fact that
Eq. (2.6.8) holds is in agreement with the GMOR relation, see Eq. (1.4.28), according to
which m o<, /AQ%AQCD <« Agcep. This means that the quark propagator’s exponential

suppression is a strong signal of the presence of SSB in the theory, since without it
Aqcp
Q;g (x,y) o< e 2 o=yl g expected to hold. Ultimately, the StN problem is a direct
consequence of the pions being light.
We now show some examples of StN problems in physically interesting calculations.
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1. The disconnected pseudoscalar propagator takes the form Y (P () Pyq(y)). The
lightest states contributing to its signal are still pions, but in this case the vac-
uum contributes to its variance, which in turn receives a constant constribution.
Therefore, the StN decays like e~mrlro=yol

2. It is interesting to also consider baryon interpolating operators, which can be
written as N = [(ua)T C’y5db] d°™ where C' = ivpy2. The nucleon two-point
function at zero momentum receives the largest asymptotic contributions from
the nucleon of mass My, while the lightest states contributing to its variance
are formed by 3 pions. In this case, the StN is exponentially decreasing like
e~(My=5ma)lzo-vol ~ Note that Mpy ~ Aqcp and, if SSB was not present i.e. mg, =~
Aqcp too, the StN would not as problematic as it is for the physical case, in which
SSB is indeed present and m; << Aqcp. This problem becomes even more severe
for correlation functions of fields with higher baryon number.

3. In the computation of the hadronic contributions to a,, a particularly bad StN
problem is present for the dominant connected light-quark contribution and for the
disconnected one. In fact, the non-singlet (isovector) vector two-point function at
zero momentum, i.e. the light connected contribution to the two-point function of
two electromagnetic currents in the isosymmetric limit, scales with the mass M,
of the p meson, while the corresponding variance overlaps with a two-pion state,
with a resulting exponentially decreasing StN o< e~ (Mp=m=)lzo=vol  Ip the singlet
case, the exponential degradation is again worse due to the vacuum contribution
to the variance.

4. Non-zero momentum correlators are one of the basic building blocks entering the
Wick contractions of hadronic and semileptonic decays. They suffer from expo-
nential degradation of StN ratios as well, e.g. for the case of pseudoscalar mesons
decays the StN o ¢~ (B (P)=mm)lzo-vol

Variance reduction strategies need to be devised in order to tackle this problem. For a
given observable O, it is often possible to define another observable O such that

(0)=(0), oo <00 (2.6.9)

i.e. the desired expectation value can be obtained with much smaller statistical errors.
In Appendix A.2 we briefly review random sources [82,103], allowing to reduce statis-
tical fluctuations thanks to volume averages. Additional refinements can be made, e.g.
combining this strategy with low-mode averaging [104-106], with additional care to be
put in the estimation of single-trace propagators and differences of propagator traces, see
Ref. [99] and the discussion in Appendix H. In Chapter 4 we study in depth a different
proposal, namely multilevel algorithms, exploiting the locality of the theory to achieve
exponential improvements in StNs.
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Chapter 3

Spectral densities and Inverse
problems

Spectral densities play an important réle in particle physics, since they are related to
physically interesting quantities such as multiparticle cross sections and decay rates, as
well as non-static properties of the quark-gluon plasma [107-110]. We are interested in
their non-perturbative extraction from first principles in the framework of Lattice QCD.
For this purpose, in Section 3.1, we introduce the Kéllén-Lehmann representation, re-
lating spectral densities with Euclidean time correlation functions that can be measured
on the lattice. The extraction of spectral densities from the Euclidean time dependence
of correlation functions entails an inverse problem, which is discussed in Section 3.2.
Several examples of spectral densities within the context of QCD are finally presented
in Section 3.3, with further details provided in Appendix C. The solution to this prob-
lem constitutes one of the two original contributions of this Thesis, and it is discussed
in Chapter 5. Appendix B complements this discussion by describing an alternative
method to extract infinite-volume scattering amplitudes at energies below three or more
particle thresholds from their finite-volume counterparts, accessible on the lattice.

3.1 Spectral representations

In this Section we focus on deriving the representation of Euclidean correlators in terms
of spectral functions. In this view, we describe an important relation in particle physics,
namely the Kéllén—-Lehmann formula, from which we derive the representation of Eu-
clidean time correlators as generalized Laplace transforms of spectral densities. We refer
to Refs. [111-115] for a more complete introduction to these topics.

3.1.1 Kallén—Lehmann representation

Let us consider the Euclidean two-point function of a renormalized (composite) operator
O. We can rewrite the (non-ordered) two-point function considering the completeness
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relation on the entire Hilbert space

1= gfn|n><n| (3.1.1)

where the sum runs over any complete set of states, including integrals over continuous
labels like momenta as well as sums over discrete ones, and the identity written as

1= [d'q0*(qg-pn), obtaining

4 .
0O @OWI) = [ A" 0)o(r) (3.1.2)

in terms of the spectral density
p(p) = (2m)° 254(% - p) {0|0(0)[n)[* = (2m)*(0[07(0)5* (p - PYO(O)|0)  (3.1.3)

where P is the QCD four-momentum operator and p(p) is a function of p? only. Note
that the definition of this quantity is independent of the spacetime metric. Typically,
the lowest one-particle states of mass m are manifest in p by the presence of a §-function
at p? = m?, while a continuum of multiparticle states contributes at energies larger than

the multiparticle threshold, p? > w? = (2m)?. Possible additional § functions from

2
thr-

Considering now the time-ordered two-point function of the same operator O in
Eq. (3.1.2), the Kéllen-Lehman representation [116-118] directly follows by inserting
the identity written as 1= [;° du? 6(p? - p?), obtaining

bound states might be present in the intermediate range m? < p? < w

OIT{0'@)OW0) = [ du? p(n)D(w =y, %) (3.1.4)

in terms of the Feynman spacetime free propagator

D(x, 12) = f (27T)4p o (3.1.5)

allowing us to physically interpret the spectral density as effectively “measuring” the
density of states in the interval [s, s + ds] via p(y/s)ds.

This discussion can be generalized to any n-point function of arbitrary operators. An
additional property for the specific case above of vacuum expectation values with two
operators Of(x) and O(y) is that the scalar spectral density p(p) is real and positive.

3.1.2 Generalized Laplace transform representation

We now want to rewrite the time-momentum representation of the correlation function
projected to definite spatial momentum p

C(x0 = y0,P) = f d*x e P (0|17 {0 (2)O(y) }| 0) (3.1.6)
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in terms of its spectral density. Using the Kallén-Lehmann representation in Eq. (3.1.4)
and the known integral [119]

) de iPOTO 1 1 " ‘3; ‘ ) , ,
¢ = e POl Wt = 1 + |p|©, (3.1.7)
[W 2T pg + |p|2 + l’LQ 2wp P
we derive )
C(z0-yo,P) = / %elpo(mo—yo) f d,u,2 pQ( p)2
—00 T 0 pO + wp <3 . 8)
oo 1 . .
= f d,LLQ _e—wp|xo—y0|p(ﬂl)
0 2wp
implying

C(wo—yo,p)=f0 dw ¢4l (/w2 = [pP?) . (3.1.9)

If we are interested in the case of zero spatial momentum, p = 0, then

C(x0,0) = fo dw el p(w) (3.1.10)
which is the desired relation.

Subtraction of UV divergences

A consequence of the positivity of the spectral density and of the Kéllén-Lehmann
representation in Eq. (3.1.4) is that the vacuum polarization

2\ — 4 . —ip(z-y t _ *® 2 P(M)

(p?) =i f d*z e PO {01 (2)O(y) }0) = [0 O sor (3.1.11)
cannot decay faster than the bare propagator as p?> - +oo. Indeed, it is not guaranteed
that II(p?), nor the spectral density, vanish at all as p? — +oo.

In general, correlation functions might contain contact terms, which are associ-
ated with power-like UV divergences in the corresponding spectral densities, and thus
in TI(p?). In order to define finite correlation functions and their associated spectral
densities, we need to explicitly remove these UV divergences, modifying Eq. (3.1.11) ac-
cordingly [113]. To this end, we define the n-subtracted vacuum polarization I, (p?),
n € N\{0}, from

I(p*) = kz cr(=p?)" + (=p*) " (p?) (3.1.12)
iy

where the subtraction coefficients ¢ can be derived through the following iterative,
explicit subtraction of UV divergences. The idea is that each subtraction applied to
II(p?) improves its convergence by an additional power of 1/u?, eventually compensating
any divergence after n steps. We start by applying one subtraction to Eq. (3.1.11),
namely requiring that ¢y satisfies (i.e. defining implicitly ¢y from)

H(pQ)—60=(—p2)f0mdu2% > ¢o =TI(0) =/0°°d,ﬂ%. (3.1.13)
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The rest of the coefficients can be analogously found in an iterative way, e.g.

TL(02) — co — (=2 :_22/°°d2 o) /dQP(N)' 3114
(P") —co = (=pT)er = (=p7)" | AR ( )
In general, we find
I SN () 3.1.15
Ck _/0 K (u2)F+L ( )
implying
p(u)
n(p?) = f (3.1.16)
s (#2)" (0 +12)
which can also be rewritten in terms of a subtracted spectral density ps (i) as
e Ps n(ﬂ) p(ﬂ)
M, (p? :f du2 P ) = . 3.1.17
n(p) o W E P (1) )" ( )

The above results lead to a subtracted version of the Kéllén—Lehmann representation

4 ) n-1
(0|7 {Of (x)0(y)}|0) = [ %elp(m_y)[ZCk(—pQ)k+(—p2)an,n(p2) (3.1.18)
k=0

which can be equivalently rewritten as

T _ = k 54 d4p ip(z-y) 2\n 2
(o] {O"(@)O)}|0) = > cx 0" 6 (x—y)+f e (—p*) " n(p?) . (3.1.19)
n=0 (277)

As expected, contact terms are responsible for the divergence of the correlation function
at x = y. Once they are removed, the resulting correlator is finite, and the corresponding
subtracted vacuum polarization Il ,, is multiplied by (-p?)™.

The representation of Euclidean correlators as generalized Laplace transforms of
spectral densities follows by inserting Eq. (3.1.17) inside Eq. (3.1.19) and proceeding
similarly to Egs. (3.1.9) and (3.1.10). We find that

Coop) = [ dwe (= pP)pyn (Vi < TPP) (3.1.20)

while at p = 0 we have
C(x0,0) = fo dw e_w|x°|w2"ps7n(w). (3.1.21)

3.2 The inverse problem

Euclidean time correlation functions in configuration space have been shown to be related
to spectral densities via Egs. (3.1.9), (3.1.10), (3.1.20) and (3.1.21), collectively labeled
as generalized Laplace transforms. The possibility of inverting these equations, solving
the associated inverse problem, would allow us to directly estimate p(w) and psn(w)
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from the knowledge of the corresponding correlation functions. Notice that in Lattice
QCD the correlation functions are only known on the Euclidean time axis, and therefore
standard methods to perform this inversion, such as the textbook Bromwhich integral
(also referred to as inverse Mellin formula) [120,121], are not a viable strategy, as they
involve an impractical analytic continuation.

Many physical observables in particle physics can be expressed through integral
relations of the form

.P:Amdwqwm@o (3.2.1)

where p(w) is a spectral density, whereas k(w) is a known analytic kernel that con-
tains information on the physical process of interest. When & is chosen to be a smooth,
peaked function around an additional kinematic variable, such as the center of a Gaus-
sian or a Breit-Wigner (alternatively referred to as Lorentzian or Cauchy) function, see
Egs. (5.4.1) and (3.3.11) respectively, the quantity P is referred to as a smeared spectral
density [122].
Smearing also arises as a technical necessity when extracting finite-volume spectral den-
sities [123], as is the case in Lattice QCD applications [124,125]. Since the finite volume
causes the spectrum to be discretized, the spectral densities are weighted sums of §
functions located at the finite-volume spectrum. Both the weights and the spectrum
receive power-like finite-volume corrections when at least two particles are involved.
The relation with their infinite-volume counterpart is known, up to exponentially small
systematic errors, only in limited kinematic regions and for a small number of parti-
cles [50-54,126-142], see also Refs. [54,142]| for recent reviews and Appendix B for more
details. Therefore, in lattice applications the width of the smearing kernel can only
approach zero after taking the infinite-volume limit, where these § functions become
denser and denser at energies above threshold, reproducing the continuum of states.
Notice that the presence of a non-zero smearing width has the beneficial effect of expo-
nentially suppressing FVEs on spectral densities [143].

Having in mind Lattice QCD applications, where we directly extract correlation
functions in configuration space, a much more natural representation for Eq. (3.2.1)
would ideally be of the form

P=£wﬁK@C@ (3.2.2)

where C(t) is the correlation function related to the spectral density p(w) through a gen-
eralized Laplace transform, possibly including any necessary UV subtractions. Whether
this rewriting can be explicitly carried out avoiding an explicit inversion of the general-
ized Laplace transforms depends on the analytic properties of the kernel k(w).

In fact, in order to find the function K s.t. [ dwr(w)p(w) = [, dt K(¢)C(t)
holds, we need to study the analytic continuation of the kernel x(w), which could have
non-analyticities such as poles w; in the complex plane. By introducing v > max; Re(w;),
and assuming that a standard Laplace transform relates p(w) and C(t) as in Eq. (3.1.10),
we can analytically solve the inverse Laplace transform for x(w) through the standard
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Bromwhich integral as

y+iA

w()= [Tark(e, K(t) = —— lim dE ¢ E) (3.2.3)

271 A—>oo Jy—iA

in order to rewrite Eq. (3.2.1) as

szomdwp(w)%[: dEn(E)'[Ooodte_(“’_V)teiEt. (3.2.4)

Recalling that spectral densities have branch cuts starting from wyy,, the exponential
factor in Eq. (3.2.4) gives a suppression that makes the integrals converge as long as
v < Winr, allowing to reach Eq. (3.2.2) and effectively solving the only apparent inverse
problem. If v > wgy,, other strategies must be devised to solve the inverse problem of
extracting p(w) from the knowledge of C(¢) on the Euclidean time axis only. We defer
to Chapter 5 the discussion of a possible solution to the inverse problem.

3.3 Spectral densities and the inverse problem in QCD

To conclude this Chapter, we present several phenomenologically relevant examples of
spectral densities within the context of QCD, along with a discussion of the potential
inverse problem that may need to be solved.

3.3.1 The anomalous magnetic moment of the muon

Leptonic magnetic moments g are among the most accurate experimentally measured
quantities in high energy physics, reaching astonishing accuracies of 0.13 parts per tril-
lion for the electron g. [144] and 0.20 (0.14 expected) parts per million [145] for the
muon g, while the rapid decay of the tau lepton prevents a precise experimental mea-
surement of g.. The non-relativistic limit of the Dirac equation predicts g = 2 for all
leptons, with quantum loop effects leading to small, calculable and measurable devia-
tions parametrized by the anomalous magnetic moment a = (g — 2)/2. Besides being
more sensitive than a. to New Physics contributions, a lot of new research has recently
involved the estimation of a, [146] due to a persisting deviation between experimen-
tal measurements [145,147-152] and Standard Model predictions [30, 153]. Most of the
theory uncertainty of a,, is currently dominated by O(a?) Hadron Vacuum Polarization
(HVP) contributions and the much smaller Hadronic Light-by-Light (HLbL).

The first principles approach for computing the hadronic contributions to a,, is given
by Lattice QCD [146,154-157] . The HVP tensor in Euclidean time

Huu(Q)=fd‘lweiqx(V,fm(w)me(O)):(ququ—5uuq2)ﬂ(q2) (3.3.1)

is defined in terms of the zero-momentum two-point function
1 3
ct) =3 % [ dx(m v o) (3.3.2)
k=1
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of two electromagnetic currents

Ny
Vi = Zfz; VYt (3.3.3)

where ¢f is the charge of the quark with flavor f. Exploiting the usual Ké&llén-Lehmann
representation, the leading hadronic contribution to the vacuum polarization II(¢?) can
be rewritten via a once-subtracted dispersion relation as

(¢*) - co =g f PVE) (3.3.4)

s(s+q

where ¢g = II(0), see Eq. (3.1.13), and p(w) is the spectral density associated to the
Euclidean two-point correlation function projected to zero momentum through

C(t)=f0°°dwe 2 p(w) . (3.3.5)

The O(a?) HVP contribution to a,, can be written as [158]

(0% 2 o0
aEVPvLO:(;) fo ds Kp(s)4n2[TI(s) - T1(0)] (3.3.6)

in terms of the analytically computable kernel

IVAEG 5-V52+45 s
KE(5)=L3A ()31+SZZ((S))2’ Z()—-T“l, §=m—3. (3.3.7)

In order to derive the time-momentum representation of Eq. (3.3.6), as detailed for
Egs. (3.2.1) and (3.2.2), it is crucial that the real part of the pole of the kernel Kg(s)
in BEq. (3.3.7) at 1+52(8)>=01ie. s= —4mi is lower than the multiparticle threshold
(2my)?, which is indeed the case. As shown in Refs. [154,158], Eq. (3.3.6) can then be
written as

aEVP’LO = 4oz2mu fwdttgc(t)K(t)7
N 2
R(t)= 20 [T 2 ) [ - asint .

3
myt

(3.3.8)

Therefore, aEVP

can be extracted from first principles in Lattice QCD by measuring
Eq. (3.3.5) on the lattice and using Eq. (3.3.8), circumventing the inverse problem. Note
that a similar analysis can be done for the much smaller HLbL contribution [159] and
for the NLO contributions to the HVP [160].

The main hindrance in achieving a precision on aﬁwp at the permille level, re-
quired to obtain uncertainties comparable with the experimental ones, is the necessity
to reduce the statistical uncertainty on the dominant connected light-quark contribu-
tion agvp(ud), which is calculated in the isosymmetric limit m, = mg. As detailed in
Section 2.6, the correlation function in Eq. (3.3.2) is affected by an exponentially de-
creasing StN with the temporal distance of the two electromagnetic currents, affecting
the evalutation of Eq. (3.3.8) at large distances. A possible solution to this problem is

studied in Chapter 4.
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Figure 3.1: World data [161,162] on the R-ratio in Eq. (3.3.9), with the green dashed curve
representing a naive quark-parton model prediction, while the solid red one is a 3-loop pertur-
bative QCD prediction.

3.3.2 The R-ratio

The spectral density p(w) is related to the experimentally measurable R-ratio

R(w)
1272

o(e"e” - hadrons,s) o(e"e” - hadrons, s)

R(\/5) = (3.3.9)

plw) = olete” - ptpu=,s) a2 (s)/3s
shown in Fig. 3.1. Not only it is an important input for important physics applications,
entering e.g. the computation of a, and of the running of the electromagnetic coupling,
but it is an energy-dependent probe of the theory, allowing e.g. to study the p meson
resonance. This is interesting also in light of the recent discrepancies in the experimental
measurements of the e"e” — 77~ channel by BaBar [163,164], KLOE [165-168] and
CMD-3 [169]. This channel dominates the R-ratio at low energies and it is an important
input for the dispersive approach to compute a,, [153,170]. In order to better understand
these tensions, a long-term goal of our study is the extraction of the smeared inclusive
R-ratio, defined as

po(w) = /(; dw' 8, (w,wp(w"),  po(w) =0, p(w). (3.3.10)
This defines a quantity that can be compared with smeared experimental data for the
R-ratio, while also being suitable for direct extraction from Lattice QCD, as long as
very small values of o are avoided. A widely adopted choice for the smearing kernel is
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the Breit-Wigner function

N O 1
0a (w,w') = %(w—w’)2+02

(3.3.11)
which manifests two poles at w’ = w+io with Re(w’) =w. As long as we are interested in
computing Eq. (3.3.10) at w > wyy,, the extraction of this quantity from the knowledge
of the correlation function on the Euclidean time axis in Eq. (3.3.2) relies on our ability
to solve the inverse problem in Eq. (3.3.5), which is absent in case we want to extract

Po at w < Wipy.

3.3.3 Other examples

Here we briefly review other phenomenologically interesting cases of spectral densities
and the related inverse problems, deferring to Appendix C a more detailed discussion.

Deep inelastic scattering (DIS) is the study of collisions of high-energy hard leptons
with fixed hadronic targets via virtual photon exchange. The leptonic and hadronic
contributions factorize in the corresponding cross section, allowing to study them sep-
arately. More in particular, the Euclidean two-point function of two electromagnetic
currents inserted between nucleon single-particle stable QCD states is related to the
hadronic tensor via a Laplace transform [107]. The possibility of inverting this relation
would allow the extraction of the nucleon structure functions in which the hadronic ten-
sor can be decomposed. These functions enter e.g. the unpolarized cross section for the
inclusive process (e + p — ¢’ + hadrons).

The study of semileptonic decays of heavy hadrons (e.g. for B and D mesons,
containing heavy b and ¢ quarks respectively) is of crucial importance in the context of
particle physics, e.g. in unitarity tests of the CKM matrix. Since leptons only interact
via the weak force, the cross section can again be factorized in its leptonic and hadronic
contributions, related via a Laplace transform to the Euclidean two-point function of
two flavor-changing currents V), = g7,(1 - 75)Q with one light and one heavy flavor,
associated to the spinors ¢ and () respectively, inserted between stable single-particle
QCD states for a heavy hadron containing (). The total, inclusive decay rate can be
written as a smeared version of the hadronic tensor, with a kernel defined in terms of
a 6 function restricting the energies to the kinematically accessible ones, namely those
below the energy of the decaying particle [107,108,171,172]. Inclusive 7-decays can be
described in a similar fashion [173|. The impossibility to analytically continue such 6
function through the Bromwhich integral in Eq. (3.2.3) requires the solution of an inverse
problem.

Non-static properties of the quark-gluon plasma i.e. QCD transport coefficients can
be extracted from hadronic spectral densities at finite temperature [109]. For instance,
the shear viscosity in SU(3) gluodynamics can be extracted by evaluating at the origin
the derivative of a spectral density, which is related to a two-point function of the energy-
momentum tensor by a slightly modified Laplace transform to take into account thermal
effects [110,174-177].
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Chapter 4

Multi-level Integration

In Chapter 2, we highlighted the pressing need to address the exponential loss of sta-
tistical precision in correlation functions at large distances, a problem that arises in
Euclidean Quantum Field Theories when states contributing to the variance are lighter
than those contributing to the central value, see the discussion in Section 2.6. With
the primary goal of improving the precision in the computations of hadron propagators,
we can design many variance reduction techniques. One simple but wasteful idea is to
simply employ more computer power. Since the error on averaged quantities typically
scales with the inverse square root of the number of configurations used, achieving a
desired statistical precision with an exponentially decreasing StN requires the number of
configurations to increase with the square of that exponential factor. This leads to simu-
lations that become prohibitively expensive as the StN problem worsens. The multilevel
strategy instead exploits the locality of the theory to design new estimators that share
the same expectation value as the desired, target observable, but with a much lower vari-
ance, achieving exponential improvements. Additionally, the possibility of performing
independent updates on local subdomains of the lattice can be exploited in master-field
simulations at large volumes, described in Appendix A.1.4.

In Section 4.1 we introduce the general strategy in the simple framework of purely
bosonic theories, where both the action and the observables depend locally on the in-
tegration variables. The StN problem can be avoided by measuring independently the
local building blocks of the observables, rather than computing one global integral, lead-
ing to an impressive acceleration of the simulations and fully solving the problem in
some cases.

The case of full Lattice QCD with fermions requires additional care. As mentioned in
Chapter 2, see Subsection 2.5.1, fermions must be analytically integrated out in the QCD
path integral in order to perform numerical simulations, leading to an effective gauge
theory where the manifest locality of the action and of the observables is lost, since the
fermion determinant and propagators are non-local functionals of the background gauge
field. This is the reason why multilevel algorithms for systems with fermions are not
straightforward. A recent proposal [83-88] for a one-dimensional domain decomposition
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is discussed in Section 4.2, allowing for a block factorization of the fermion determi-
nant in Lattice QCD that leads to an effective bosonic theory with a local action in the
block gauge, pseudofermion and multiboson fields. Together with the factorization of the
fermion observables, this paves the way for multilevel simulations of QCD. The theoret-
ical factorization is also complemented in Section 4.3 by a variance analysis to show the
effectiveness of multilevel algorithms for the connected and disconnected contributions
used in Ref. [88]. The first novel contribution of this Thesis, published in Refs. [1,4],
is finally presented in Section 4.4, where we describe the extension of the factorization
of the fermion determinant to the case of a four-dimensional domain decomposition. A
few appendices complete the discussion.

4.1 Multilevel in bosonic theories

In this Section we want to provide a general introduction to multilevel algorithms by
studying them for simpler theories than that of QCD with fermions, discussed in the
rest of this Chapter. Before addressing the case of bosonic theories, which is the main
topic of this introduction, we briefly provide an intuitive argument. Let us consider
the computation of a factorized multi-dimensional integral, which can be expressed as
the product of lower-dimensional ones. Mimicking the case of lattice simulations, we
estimate this integral using Monte Carlo methods, and we require a fixed target statistical
precision to be reached on the final result. In this case, it is clear that the cost of directly
computing the multi-dimensional integral — with the integrand being the product of the
factorized lower-dimensional ones and thus involving multiple integration variables — is
significantly larger than the cost of calculating the product of independently estimated
lower-dimensional integrals. Having this simple example in mind, let us now describe
the case of purely bosonic theories.

Multilevel integration schemes can leverage the locality of non-Abelian pure gauge
theories to achieve exponential error reduction, effectively solving StN problems. The
gluonic action in Eq. (2.2.5) is local, involving nearest neighbor interactions, and thus
factorizable. However, in order to apply the multilevel integration scheme, the observ-
ables must be factorizable as well. For instance, Wilson loops, relevant for studying
the potential of a static ggq pair and quark confinement, meet this requirement. These
loops are path-ordered products of link variables, such as those along a plane rect-
angular path C in the time and space directions with extensions ¢ and ¢, defined as
WelU] = Tr{I1jec Ui}. They are affected by the StN problem, as

(WelU]) < €74, (We[UIWe[U]T) o< const (4.1.1)

where A =t x £ is the area spanned by the loop, and o is the string tension. A simi-
lar problem enters the computation of the two-point function of Polyakov loops P(x),
Wilson loops with the path being a straight line in the negative time direction passing
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through z. It turns out that it is possible to write in an explicitly factorized form [178]

WelU] = L(0)ay {T(0)T(a) ... T(T = a) } o35 L(T) 5 »

) (4.1.2)
P()*P(x + R1) = {T(0)T(a) ... T(T - @)} g -

where L(zg) and T(zg) are the local line and two-links operators, defined as
L(z0)ag = {Ul(x) U (e + (0= a)i)}aﬁ , T(x0)apys = Uo(x)zﬁUo(x + Ei)wg (4.1.3)

respectively, with = = (z9,0,0,0). The factorization of the observables W and P allows
to design a multilevel algorithm, where sublattice averages are estimated stochastically
and independently. Specifically, we can alternate global updates with updates inside the
thick time slices of interest to estimate local expectation values, which are then employed
to compute global averages, achieving the desired exponential error reduction.

These techniques have been combined with a careful analysis of global lattice symmetries
to decompose the partition function into sectors with fixed quantum numbers and to
define local averages. This approach was introduced in Ref. [179] for a one-dimensional
harmonic oscillator and later applied in Ref. [180] to study glueballs in a pure Yang-Mills
theory.

4.2 Multilevel in fermionic theories

Since fermions are Grassmann variables, their direct simulation on the lattice is com-
putationally expensive, leading to the practical necessity of analytically integrating out
fermionic degrees of freedom in the QCD path integral. The resulting simulated theory
is an effective gauge theory with non-local interactions between gauge fields located in
distant regions of the lattice, since both the propagator and the determinant of the Dirac
matrix are non-local functionals of the background gauge field over the entire lattice,
even if the Dirac matrix only contains nearest-neighbor interactions. Yet, intuition sug-
gests that these non-local interactions should be weaker as distances increase, and in
this Section we show that it is actually the case by presenting the most recent results
on the factorization of the fermion determinant (up to small non-local terms) achieved
with the one-dimensional domain decomposition proposed in Refs. [83-88]. As shown
in Refs. [83,85,87|, a local approximation of the quark propagator (and thus of rele-
vant observables) can also be designed, but for the moment we focus on the fermion
determinant only.
We begin with the one-dimensional lattice decomposition shown in Fig. 4.1, which
consists in three non-overlapping thick time-slices A§, A1 and Ag such that both A§ and
o are disconnected, since they only interact with themselves and with A;. The Dirac
matrix is
Dag ae Dagoa, 0
D=|Dnng Dajay Dagagls (4.2.1)
0 Dag.ay Dagoag
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Figure 4.1: One-dimensional domain decomposition in thick time-slices. We slightly changed
the notation of the original works [83-86,88] in order to match the most recent one of Refs. [1,4].
Results from previous References are recovered by substituting Af <> Ag, Aj < Ag.

where the subscript of an operator indicates the domain where the operator is restricted,
e.g. Dyg is the Wilson-Dirac operator restricted to the domain Af with Dirichlet bound-
ary conditions imposed on its external boundaries. When the subscript of the operator
has two domains separated by a comma, this indicates a hopping term among these two
domains, see Appendix D. The determinant of this matrix can be studied by applying
twice a Schur decomposition, see Appendix E, following the same procedure described
in Refs. [84,85]. In this way, we find

1
det D = det W (4.2.2)

det | Pag Dk Pag | det | Pag Dgh Pyg | det D!

where Q7 = Ag° U Ay, or equivalently

det Dqe det Dqpo 1 Phe Déi D, Ao
det D = 0 CdetW, W= _ 0 Fo T (4.2.3
det Dy, (PASDQéDAl,AS 1 ( )

The projectors Pye, Ppe are defined in Appendix D, while Appendix F describes an
alternative way to derive this formula that yields useful intermediate results for the case
of a multi-dimensional domain decomposition'. Note that these results only depend on
the form of the Dirac matrix in Eq. (4.2.1), regardless of the number of dimensions of
the lattice decomposition and of the particular discretization. We can rewrite

det W =det(1 -w), w = Pong Dot Dy agPoag Doy Day ag (4.2.4)

where the operator w propagates a quark from the inner boundary OA§ of Af to Aj
and back to OAf. At large values of the thickness A of Ay, it is therefore exponentially

'Results from these Appendices can be directly applied to the domain decomposition discussed in
the main text by substituting Ag <> Ao, A < Aa.
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suppressed as e 2. If we neglect its contribution on the r.h.s. of Eq. (4.2.3), the
quark determinant shows a fully factorized dependence on the gauge field in Af and
Af§. It means that, for the first three determinants in Eq. (4.2.3), the goal has been
reached: det Dy, depends on the gauge field in the block Ay, det Dge on the gauge field
in (2§ and det Dgg on the gauge field in €27. The small remaining determinant det(1 - w)
still depends on the gauge field over the whole lattice, but its suppression allows it to
be approximated, including the remainder in the observable in order to have an exact
algorithm.

4.2.1 Multiboson action

As reviewed in Appendix D of Ref. [84], a generalization of Liischer’s original multiboson
proposal [181] to complex matrices [182-184| starts by approximating the function 1/z,
with z € C, by the polynomial

. ; N
Py(z) = L2 v () “en Tl -2) (4.2.5)

z

where N is chosen to be even, the N roots of Py(z) are obtained by requiring that
the remainder polynomial Ry, satisfies Ry.1(0) =1, and ¢y is an irrelevant numerical
constant. The roots 2 can be chosen to lie on an ellipse passing through the origin of
the complex plane with center 1 and foci 1 ¢,

7Tk)+z'\/1—c2sin( 2“), k=1,...,N. (4.2.6)
N+1 N+1

ukzl—zk:cos(

Approximating the inverse determinant of (1 - w) with Eq. (4.2.5), we obtain

det(1 det[1-Ry+1(1-w)] _det[1-Ryi(1-w)]
et(l-w) = N/2 ; N/2 ¥ (4.2.7)
T2 det [(ug, - w) (ug —w)] T det(W\/_Wm)
where .
Pype Pyre De Da, Ao
W, = oA Mo TMAG ) (4.2.8)
PorgDag Dy g zPoag

The determinants in Egs. (4.2.2) and (4.2.7) can finally be represented by introduc-
ing auxiliary local pseudofermion fields in the domains Ay, Qf and Qf and multiboson
fields [181-186] on the inner boundaries of Af and A§ to study det W. For instance, for
two degenerate quark flavors

det D?
det [1 - Rya1(1 - w)]?

Lo Lo e P
(4.2.9)

2
—1 e
5= C [ [d65)(do; e e

2 N/2

« [ 1don)lag1e 1P 1'[{ [ landiaxile ‘|WMX'“’2}
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where C' is an irrelevant numerical constant. Each pseudofermion field ¢g, ¢1, ¢§ is
confined to the corresponding region A§, Ay, Ag respectively, while the N multiboson
fields xj live on the outer boundaries of region A;. The explicit factorization of the
multiboson action can be shown by expanding the product W X and decomposing
Xk = Mk + &, with ng = Paag xk and & = Pargxk ultimately implying the factorization
of the dependence of the bosonic action from the gauge field in the two disconnected
blocks Af and Ag.

4.2.2 Reweighting factor
The expectation value of a generic observable O can be expressed as

(0y < LONIN ) det[1 - Ry (1-w)], (4.2.10)
(Wn)N
where (-)y indicates the expectation value for an importance sampling with N multi-
bosons in the action. A locally factorizable approximation for the quark propagator
has been detailed in Refs. [83,85,87|, and a different one can be derived starting from
the factorization of the fermion determinant, as described in Appendix F, allowing to
introduce a factorized approximation O of @. We find

((9) _ M _ (Ofact>N 4

(OWN — OB YW NN
(Wn)n '

(Wn)N

(4.2.11)

Since both the action and the (approximated) observable are factorized, the expectation
value (OfaCt) ~ can be computed with a multilevel algorithm by generating gauge field
configurations from the multiboson action, while all other quantities can be extracted
with a standard one-level Monte Carlo e.g.

/ [dn] [d?’]T]e_l(l_RN+1)_177|2
[ [dn][dnt]e=n"

To sum up, the gauge field dependence of the fermion determinant can be factorized

WN = det [1 - RN+1(1 - w)] =

(4.2.12)

by combining a domain decomposition with a multiboson representation of the (small)
interaction among gauge fields on distant blocks. The resulting action is local in the
block scalar and gauge fields and can be simulated by variants of the standard HMC
algorithm. The remainder can be approximated up to a required precision, and it is
included in the observable as the reweighting factor in Eq. (4.2.10).

4.2.3 Equivalence to the Schwarz alternating procedure

It can be shown that the above procedure in equivalent to the introduction of a properly
defined Schwarz alternating procedure (SAP) [187-191]. The strategy was originally
formulated to solve elliptic linear differential equations in an iterative way, but its appli-
cation for our purposes is (as mostly common nowadays) as preconditioner for difference
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operators (e.g. the discretized Laplace operator). It consists in employing the multi-
plicative SAP as a preconditioner for D, and starts by approximately solving the linear
system D1 =1 in two steps:

1. solve the equation in f = A§uU Aq:
o =Dy (1= Pag)n, 10=n-Dio=Pagn=Daga,Dxs(1-Pag)n;  (4.2.13)
2. solve the equation in Qf = A u Ay:

1= Dxg(1=Pag)mo, m=n-D(wo+1)==Daga, Dys(1=Pag)no. (4.2.14)

The SAP converges if we iterate the above two steps, but here we only apply each of
them once to construct the desired preconditioner from g + 11 = Mgapn, i.c.

Miap = D¢ (1 = Pag) + Die(1 = Pag) Pag = Dxe Dag,a, Dig (1 - Pag) (4.2.15)

which satisfies
det(DMgyp) = det(1 - w), (4.2.16)

directly allowing us to recover Eq. (4.2.2) through det D = det(DMg,p)/det Mg,p. This
allows us to effectively interpret the matrix W in Egs. (4.2.3) and (4.2.4) as a precon-
ditioner, isolating all the terms suppressed at least as O(e‘m"A). We note that the
equivalence of the two approaches was discovered only after Ref. [84] was published, and
it is therefore not mentioned there.

4.3 Variance analysis

We can now show the potential of the two-level Monte Carlo integration proposed in
Refs. [83-86| for the one-dimensional factorization reviewed in the previous Section. We
perform a separate variance analysis for both connected and disconnected contributions
for data generated in Ref. [88], see also Ref. [99], extending these results on the isovector
vector current in QCD also to other channels, proving the effectiveness of the proposed
strategy where a StN problem is present.

4.3.1 Lattice setup

For the gluonic action, we consider the Wilson discretization in Eq. (2.2.5), while
for quarks we opt for O(a)-improved Wilson-Dirac fermions with cgw = 1.90952, see
Egs. (2.4.5) and (2.4.6), with boundary conditions being periodic (anti-periodic) for the
gluonic (fermionic) fields in time, and periodic in space for all fields. We consider QCD
with Nf = 2 + 1 sea quarks and a lattice of size 96 x 483, with lattice spacing a = 0.065
fm (i.e. B =6/gs = 5.3) taken from Ref. [40]. The spatial size L of the lattice is so
that m;L > 4 with m, ~ 270 MeV. We study two-point functions involving the local
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discretization of scalar () and pseudoscalar (P) densities, as well as of vector (V4) and
axial (Ay) currents®. If needed, the required finite renormalization constant can be in-
cluded later on, e.g. the renormalization factor Z{/,sub =0.74636(70) can be taken from
Table 4 of Ref. [192]. In the following analysis, we only focus on the light-connected and
disconnected Wick contractions, as they are the most problematic concerning the sta-
tistical error and the StN problem. In fact, for the light-connected one the StN at large
time distances |zo| decays oc e~ (Mp=mm)lzol " while for the disconnected case the situation
is even worse due to constant QCD vacuum contributions to its variance.

Details of multilevel analysis

The active regions are two disconnected thick time-slices in zp/a € [0,40) U [48,88),
while the inactive ones are in xo/a € [40,48) U [88,96). Their thickness A »~ 0.5 fm was
found [88] to be large enough to suppress contributions in w in Eq. (4.2.4), allowing
to employ a relatively small number N = 12 of multiboson fields to approximate it.
The generation of configurations involves ng = 25 level-0 global configurations separated
by 48 molecular dynamics units (MDUs), so that in practice they can be considered
statistically uncorrelated [40,193]. For each one of them, nq = 10 configurations, spaced
by 16 MDUs, were independently generated in the two disconnected active regions.

Estimators. The light-connected contraction is calculated by inverting the Wilson-
Dirac operator on local sources defined on fixed time-slices yg. The light-connected
estimator g.(xp,yo) is summed over the sink space-position and averaged over the space-
position of the local sources. For the purposes of the variance analysis, we consider
Ny = 216 local sources at yo/a = 32. Instead, the difference (I - s) of light and strange
disconnected contractions® is determined via split-even random-noise estimators, see
Ref. [99] and Appendix H. Single-propagator traces are estimated by averaging over a
large number of Gaussian random sources, namely 768, tuned in Ref. [99] so that the
random-noise contribution to the variance of the vector channel becomes negligible w.r.t.
its gauge noise. The best estimator gqz(xo,yo) for the disconnected two-point function
for fixed source and sink time-slices is ultimately obtained by combining such averages
and by subtracting the vacuum contributions®.

We can finally extract the best estimators by averaging the estimators g(xzg,yo) =
9c(0,40), ga(xo,yo), computed at different source position yp, over all available sources.
For this purpose, for the connected case we introduce N, = 32 additional sources for each

% Additional operators need to be considered to include O(a)-improvement.

3When computing the leading order HVP contribution to (g —2),, the disconnected diagrams enter
only through this difference, which can be conveniently generated generated via a frequency-splitting
strategy, see Ref. [99] and Appendix H. Here we focus on this term only, but for all the cases where the
full computation of the light and strange disconnected contributions is required, the strange one can be
separately computed, either directly or via and additional splitting.

4Doing so even when they are expected to vanish helps reduce fluctuations in variance estimators.
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yo/a € {8,16,24,56,64,72,80}, while for the disconnected one yp/a € [0,95], as single-
propagator traces are estimated at all time slices. We employ a weighted average, where
any choice of the weights would lead to a correct estimate for the central value but we
are interested in those leading to the smallest errors. Taking into account the fact that
in multilevel algorithms the variance of the estimator is not translationally invariant nor
symmetric in time for generic zy and yp, we can exploit the correlator time-reflection
symmetry to define the weighted average

1
g(xo) = N Y [0 + yo, yo) + Gu(T = z0 — yo, T - y0)] , (4.3.1)
Yo

Gu(wo,y0) = g(wo, yo) (o, yo) » N = [0 +yo,y0) + (T — 0 —yo, T - yo)] (4.3.2)
Yo
where we set the weights as pu(xg,y0) = Jg’?(xo,yo). Our choice could be improved by
using the full covariance matrix for different .

Reweighting. In a two-level algorithm, statistical estimators for each level-0 configu-

ration are computed from the reweighting procedure in Eq. (4.2.10) by averaging over the
n? combinations of level-1 fields obtained by combining the n; configurations generated

at level-1 in the two independent, disconnected, active regions. We can define

(0) = (j)N, (5a:i2 % w9 O @a:i? % w, a=1,...,n9 (4.3.3)
(Wa )N nyg5=1 ny =1

where OZZ corresponds to the a-th level-0 measurement of the observable O on the
configuration obtained by combining the i-th level-1 configuration in the first active
region with the j-th in the second one, for é,5 = 1,...,n;. Instead, wé{ is a level-
1 estimate of the reweighting factor in Eq. (4.2.10), whose contribution is separately
estimated stochastically with 2 random sources, that are enough for its contribution to
the statistical error to be negligible. With (-)x we indicate averages computed with N

% To. In order

multibosons in the action, as in Eq. (4.2.10), and we set (To)n = nLO Yo
to single out the variance reduction only due to the two-level averaging, we compute
the ratios of connected variances at different values of n; with the corresponding ones
from CLS configurations®, which were generated with a conventional one-level HMC
with Ng = 216 random sources located at yo/a = 32 as well. For the disconnected ones,
we instead normalize variances w.r.t. that at ny = 1. To study cases with n; < 10, we
construct several replicas using the same data as for n; = 10, both for the correlator and
the reweighting factor. The first replica combines the first n; configurations from two
independent regions, with additional replicas formed analogously where possible. For
example, for n; = 3, we generate three replicas by pairing the first, second, and third
triplets of configurations from each region. Since any residual covariance between the
configurations at level-1 reduces the maximal two-level gain 1/n?, in order to reduce

*https://wiki-zeuthen.desy.de/CLS/CLS
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auto-correlations, for n; = 3 we also explore an alternative combination, labeled as
n1 = 3. In this case, we combine configurations differently, e.g. forming the first triplet
from the first, fourth and seventh configurations from both regions, and similarly for
the remaining triplets. These replicas provide independent estimates of variances and
correlators, which are averaged only after completing the reweighting. While the central
value of the variance remains unchanged, its error is smaller i.e. oscillations are reduced,
a difference being clearly visible when comparing n; = 1 to CLS data.

The translational average in Eq. (4.3.1) and the reweighting in Eq. (4.3.3) are in-
dependent from each other and lead (up to multiplicative renormalization and charge
factors to be included at a later stage if needed) to the best estimator

g(xo) = M. (4.3.4)
(@)

4.3.2 Results of the analysis

In Fig. 4.2 we show the ratio of variances of the light-connected vector (vv), axial (aa)
scalar (ss) and pseudoscalar (pp) correlators for n; = 1,2,3,3*,6,10 w.r.t. standard one
level HMC (CLS data), as a function of the source-sink temporal separation. Horizontal
dashed lines represent the maximum variance reduction for two-level algorithms in the
absence of correlations between level-1 configurations, i.e. 1/n?.

In order to correctly read the plots, first recall that the width of the inactive region is 8
in units of the lattice spacing, and that multilevel algorithms break an otherwise exact
periodicity in the temporal direction also for the variance estimators. For the connected
pseudoscalar and scalar densities, we note the absence of any variance reduction pattern
with respect to standard algorithms, indicating that they do not benefit from multilevel.
Instead, a substantial gain from the two-level integration scheme can be observed for the
vector and axial currents, especially in the central region of the plots. This reproduces
the known result for the vector current [88|, while constitutes a theoretically expected
but numerically novel result for the axial one. The reason for this behavior is that,
as long as we consider short-distance correlators, i.e. focusing on the left part of the
plots, we are only combining configurations within the same active or inactive region,
or at most from neighboring active and inactive regions. Therefore, the exponential
gain is not expected, nor it is found, within this region. Instead, considering correlators
which are spaced at least by the time extent of the inactive region, and moving to larger
distances i.e. in the region where the StN problem is more strongly felt, we eventually
start combining configurations from two different active regions. The ideal exponential
gain in statistics proportional to n% would be saturated only if correlation between level-
1 configurations was absent, which is practically never the case. Furthermore, since
the StN problem is more important for the axial connected correlator than it is for the
vector one, and since the tuning of n; was performed in Ref. [88] specifically for the
latter, increasing nj is expected to further improve the quality of axial data.
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Figure 4.2: Variance analysis for the isovector light-connected vector (vv), axial (aa), scalar (ss)
and pseudoscalar (pp) correlators. In the vertical axis we show the ratio of variances between
multilevel with different values of ny (number of level-1 updates) and standard HMC algorithms
(CLS data), with the relative source-sink separation on the horizontal line. Horizontal dashed
lines represent the maximum variance reduction which can be obtained by two-level integration
in the absence of correlations between level-1 configurations, namely 1/n2. We skipped the 20-th
configuration since it was found to be exceptional.

Our variance analysis for the subtracted, disconnected contributions is instead dis-
played in Fig. 4.3, where we normalize the variance ratios w.r.t. the standard n; = 1 case.
The variances are relative to the estimators before performing the weighted temporal
average, at a fixed value of the source temporal position yp/a = 32, in order to better dis-
entangle the effects of multilevel from those stemming from the temporal average. From
these plots, we can clearly appreciate once again the benefits of the multilevel algorithm
for the axial and vector correlators: in the two active regions, xo/a € [0,40) U [48,88),
the expected multilevel scaling is manifest through a rapid drop in the variance just out-
side the frozen domains. As already noted for the connected case, increasing nq might
lead to further improvements in the axial channel, while multilevel does not seem to
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Disconnected variance analysis for vv at yo = 32 Disconnected variance analysis for aa at yo = 32
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Figure 4.3: Variance analysis for the disconnected vector, axial, scalar and pseudoscalar (I —s)
contributions before taking the translational average with yo/a = 32, using all 768 Gaussian
random sources. The inactive regions are in zg/a € [40,48) U [88,96).

provide significant gains for the scalar and pseudoscalar correlators. Overall, the effect
of the multilevel algorithm is to effectively decrease the variance of the estimators when
the source and the sink are located in two different active regions, at large source-sink
time separation, if and where a StN problem is present, similarly to what has been ob-
served for the connected case. We also note that multilevel might not be optimal for
observables as (I-s), mostly affected by the low modes which are sensitive to the gauge-
field configuration over the whole lattice. Its scaling is instead expected to improve
in the computation of the higher modes, e.g. the remaining strange contribution, and
even more for the hopping term [99], although the absolute value of the corresponding
contributions to the propagator might be small.

4.4 Four-dimensional factorization

In this Section we present the first original contribution of this Thesis, published in
Refs. [1,4]. Here, we closely follow the presentation in those references to extend the
factorization of the fermion determinant to the case of a four-dimensional domain de-
composition. Before starting with the discussion, we recall a few relevant aspects of
lattice gauge theories which will be relevant in the following discussion. Even though
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it is possible to define different expressions for the lattice Dirac operator D, here we
are only interested in local ones. As desribed in Subsection 2.5.1, this manifest locality
is spoiled once we analytically integrate out the Grassman variables representing the
fermionic degrees of freedom, resulting in a global contribution S%H[U] to the effective
gluonic action in Eq. (2.5.1)

S = Sq[U]+ S U],  SE[U] = -Indet D[U], (4.4.1)

thus limiting our ability of directly simulating fermions on the lattice, where Sg is the
local, purely gluonic action, see Eq. (2.2.5). In principle, we would expect the notion of
locality not to be completely lost, but rather masked out by the complicated functional
Indet D[U]. Intuitively, we would reasonably assume that it is possible to approxi-
mate it as the sum of local contributions also for a domain decomposition in more than
one dimension, with an extra term which is anticipated to be tiny since the effective
link interaction decreases with their distance. Here we show how our intuition can be
formalized. We introduce a meticolously chosen overlapping four-dimensional domain
decomposition of the lattice which allows to derive a block-decomposition of the fermion
determinant. We also show that this result is a (not-so-straightforward) generalization
of the one-dimensional factorization, presented in Section 4.2 and proposed a few years
ago [83,84], see also [190, 194], and that has already been extensively tested numeri-
cally [83-88]. Similarly to the one-dimensional case, the remaining global contribution
is studied by means of a multiboson representation, with the resulting multiboson action
also factorized. The small residual global term can be regarded as a reweighting factor
to be included in the observable, but in principle we could also drop it out and correct
this approximation via an accept-reject step.

4.4.1 Four-dimensional domain decomposition of the lattice

We consider a four-dimensional hyperrectangular lattice of spacing a and lengths L, in
the directions labeled by p=0,...,3. We employ some of the notation adopted for the
one-dimensional case in Section 4.2 and proceed with the following steps.

1. We start by dividing the lattice in a domain Ag made of hyperrectangular blocks
embedded in a thick frame A;. In the two-dimensional representation shown in
Fig. 4.4, the blocks are represented by red squares, while the grey region is the
frame. By construction Ag is a disconnected domain which can be decomposed as
Ao =U; A%, where the label a identifies the single hyperrectangle, see Appendix G
for its definition. The domain A; spans the entire lattice and it is connected®,
differently from the one-dimensional decomposition. Typically the linear extension
B,, of the blocks in each direction ;v can be of a few fermi, while the thicknesses
of the frame b, are typically of 0.5 fm or so.

5Tt is possible to introduce an even-odd decomposition of the domain Ag, so that the union of
the even and the odd blocks plays the same role as the domains Ag and Ag in the one-dimensional
decomposition in Section 4.2, while the frame A1 corresponds to the homologous one.
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Figure 4.4: Two-dimensional representation  Figure 4.5: A “framed domain” Q2 made by
of the basic domain decomposition of the lat-  the union of a hyperrectangle Ag (red) and
tice in the disconnected domain Ag (red square its frame ®¢ (grey). The points of its exterior
blocks) and the globally connected one A;  boundary 9Q3* are indicated with open circles
(grey thick frame). The empty circles indi-  outside the continuous black line. The red cir-
cate the domain of hyperplanes OII, see main  cles represents sites belonging to dAy, while
text, with the red and black circles indicating  black circles are used for sites in JII; and in
0Ag and OII; respectively. particular in 9Q3*.

2. Following Refs. [84,194], for each block A% we introduce AY as the inner boundary
of the block (open red circles in Fig. 4.4), defined as the set of points in A2 at a
distance a from the closest points of the lattice outside the block, the latter being
the exterior boundary OAY*. The sub-block AZ = AZ\OAZ is therefore the set of the
inner points of Ag (closed red circles in the same Figure). Analogously to Ay, it
is also useful to define dAg = U, 8A8 and Ag = U ]\g. The various boundary faces
that form 0Ag belong to hyperplanes with normal directions parallel to the axes
of the lattice (open circles in Fig. 4.4) which are spaced alternatively by B,, and
b, along each direction p. Their ensemble defines the domain OII, which can be
decomposed as Il = Ay U OlI1y, where OII; is represented by black open circles in
Fig. 4.4. Note that OII; € A; and that A; = A1\OT1I; is a disconnected domain.

3. Each block A% has an associated “frame” CD? defined as the grey region around it,
see Fig. 4.5 for a graphic representation and Appendix G for its precise definition.
The set of blocks Q)‘% clearly forms an overlapping domain decomposition of A1. The
“framed” counterpart of Ag is given by Q4 = Ag u®%, with obvious modifications for
the blocks near the boundaries of the lattice, depending on the boundary conditions
adopted. The blocks Qg form an overlapping domain decomposition of the entire
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lattice L, see Fig. 4.4, similarly to what happens in the one-dimensional case.
Finally, we define OQE‘)‘* as the exterior boundary of Q. see Fig. 4.5 for a graphic
representation and Appendix G for its definition, and 6(_2%* = 898* nOll; as its
subdomain belonging to JI1; (black open circles in Fig. 4.5).

We conclude with a few, trivial but relevant observations. First of all, we note that
the two domains Ag and A; only interact through the internal boundaries 8A8 of each
local cell. Additionally, the disconnected domain dAg is formed by the disjoint union of
local boundaries 8A8, which lie on orthogonal hyperplanes, the union of which forms the
global, connected domain JII. Different internal boundaries are then connected through
the global, disconnected domain 911y = IT\OAy.

In the next Subsections we will need the projection operators to the subspace of quark
fields supported on the various sub-lattices, see Appendix D for their definitions. We
will indicate them with the symbol IP associated to a subscript indicating the sub-lattice
considered, e.g. IPAg for the block Ag.

4.4.2 Block decomposition of the fermion determinant

In this Subsection, we want to discuss the block-factorization of det D resulting from
the domain decomposition defined in the previous Subsection. We can consider D to be
the Wilson—Dirac operator [15,77, 78], see Subsections 2.3.2 and 2.4.1, but in principle
we only require it to be local.

The idea is to apply two consecutive Schur decompositions for the domain decomposition
described above. At first, we decompose the entire lattice as

L=0Agu(Aguiy) (4.4.2)

and, accordingly, we rewrite D as a 2 x 2 block matrix. Using Eq. (E.1.4) we have

det D = det Dy det Dy, det Dyy, , (4.4.3)
where”
Dapy = Dony — Dang,a, Dyt Dy o, (4.4.4)
and
Do, = Dong = Doy agDiyDig.on = 22 Dong - (4.4.5)
a
By noticing that
D8A07A1 = ZDaAg,(I’L% ) DA1,8AO = ZD@?’(?A% 5 (446)
a a

"Note that ﬁa,\o corresponds to the effective Wilson—Dirac operator, once the Grassmann field
variables in Ag and A; have been integrated out in the path integral. Analogous considerations apply to
other Schur complements throughout this Section, see the discussion in Appendix F for further details.
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it is clear that
-1 -1
DaAO,AlDA1DA178AO = Z D8A8,<I>‘% DAl D‘b‘%/,aAg, . (447)
a,a’

Then, in order to isolate all the local contributions from links in the same (framed) do-
main Qg, we can apply a second decomposition as A; = @‘i’u (Al\@‘f). The corresponding
Schur decomposition of Dy, , written in the 2 x 2 blocked form, allows us to rewrite its
inverse as in Eq. (E.1.3). This in turn implies that

-1 -1 -1 -1

Pg; DX, = Dat ~ Dt Do paae DiL (4.4.8)
-1 -1 -1 -1

Di\Pg; = Dyt - Dl Dygae ag Dyt - (4.4.9)

By inserting Eqgs. (4.4.8) and (4.4.9) in Eq. (4.4.7), we obtain

DaAo = f)aAO - lA)aAo,anlD/_\i ﬁanl,aAO (4.4.10)
where
3 -1
Dongomy = =22 Doz as Das Dag ange (4.4.11)
a
3 -1
D8H1,8A0 = - Z Dan*7¢? D(I’il D(I)tiz’aAg y (4412)
a
and
Dong = D, + Dia, (4.4.13)
with
Ad 2 ~h 2
DaAo = ZDaAg ) D{)AO = AZ DaAg’aAg’ 5 (4414)
a a+a’
and
> 3 -1
Dopz = Dong ~ Dong,ei Doa Doz ong » (4.4.15)
5 1 -1 -1 -1
D8A878A3‘, = —5 DaAqu)(%[Dq)?_D@il chi;,’aﬁgx-Dq)?l +
-1 -1 -1
Dyt = Dyt Do« g Dgtr | D onie - (4.4.16)

Before proceeding further, it is already interesting to notice that DaAg is the Schur
complement of DQg w.r.t. the decomposition Q% = JAGU[AZu®?], and that the hopping

terms among the blocks D o are suppressed with the thicknesses of the frame. To

OAG,ONG
manipulate the last sum on the r.h.s. of Eq. (4.4.10), we can define the Schur complement

- -1
DaHl = DaHl - D8H17A1DA1DA1,6H1 . (4417)
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Since 903" € 911, in Eq. (4.4.10) we can replace D]& with its projection on OIly, which
in turn is equal to ﬁéll'h- Therefore, if we define the block matrix

~ D(‘)AO ﬁaAo,anl
w=| . , (4.4.18)

Dom, on Doy

it is immediate to see that

det W = det ﬁanl det DaAo . (4.4.19)
By remembering that )
det Dy, =det Dy, det Doy, , (4.4.20)
we can rewrite Eq. (4.4.3) as
det D = det Dy det Dy, det . (4.4.21)

4.4.3 Preconditioning of W

In order to accomplish our initial aim of factorizing det D, we still need to factorize
det W. By taking inspiration from the one-dimensional example, we would like to pre-
condition W so as to remain with a matrix which deviates from the identity by off-
diagonal blocks which are suppressed with the thicknesses of the frame. To this aim we
first notice that each block of the diagonal part Dg A, 0 Eq. (4.4.14) depends on the
gauge field in each (framed) block, while the elements of the off-diagonal component
Dh oA, are suppressed with the thicknesses of the frame and depend on the gauge field in
A1 only. leferently from the one-dimensional case, here DaAO is not the only operator
that appears in W. We have to consider additional block matrices, e.g. Danl, because
the domain A is not disconnected i.e. factorized. We emphasize that the operator
Dam may also be decomposed in blocks similarly to ﬁaAO, but it is not useful for the
factorization strategy discussed here, having in mind a multilevel application where we
would keep the gauge conﬁguratlon in Ay frozen during level-1 updates.
The structure of DBAO suggests the definition of a preconditioned operator W as

. DA 0 . 2IPap, + [f)ng]_ngAo Wany,om,
W= )T om0 . (4422)
ot W, om0 ‘ 2P,
for z € C, and
Wongo, = ZIPBASDE)}S Daga o » Wom, 06 = Datt, Doy on, - (4.4.23)
a

Notice that the off-diagonal blocks of W, act on a subspace of OII identified by the
projector Py = Py, + P, defined in Appendix D. Differently from IPpy, and IPpyy, ,
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the projectors Pya, and Py, include the appropriate projectors on the spinor index for
the inner and outer boundaries of Ag and Qg respectively. From Eq. (E.1.5), it follows

det W1 = det Wy, where W, = Pon W, Por, (4.4.24)

with the dimensionality of the matrix W, being smaller by essentially a factor 2 w.r.t.
that of W,. By combining Eqs. (4.4.21), (4.4.22) and (4.4.24) we finally obtain

1
det D = det Wy (4.4.25)

det D/_\i H [det D(I)iz det Dé}g]

a

that leads directly to

SfU] = - Zlndet Dgg + Zlndet Dy —Indet Dy, —Indet Wy (4.4.26)
a a

The dependence of det D on the gauge-field configuration in the active region Ag is fully
factorized if we only focus on the denominator of Eq. (4.4.25), since each factor can be
independently computed. Though, a small but (still) not negligible global contribution
comes from the numerator of the last expression in Eq. (4.4.21), written in terms of a
matrix Wy that acts on the fermion fields on the domain of the hyperplanes 911 only.
The off-diagonal blocks of W; are suppressed with the thicknesses of the frame of the
blocks and depend on the gauge field in Ay only.

Recovery of the one-dimensional result

Before addressing the factorization of the remaining term det Wy, we would like to make
more sense of this result by showing how it is a (not-so-trivial) generalization of the one-
dimensional case that was first discussed in Ref. [84]. We can apply a one-dimensional
domain decomposition, as shown in Fig. 4.6, and adopt the same exact strategy that we
described in Subsection 4.4.1.

1. First, we identify the local domains Ag as thick time-slices and their union as the
disconnected active region Ag = U; Ag. The rest of the lattice forms the inactive
domain A1, which is now a disconnected union of thick time-slices.

2. We define the internal boundaries of each block and their union respectively as
8/\8 and JAg. Trying to connect the internal boundaries of different slices, we
notice that we do not need to include any additional lattice site, i.e. in this case
O0Ily = 0Ag and the domain OII; is actually empty. Thus, the only block of W,
that is now present is the upper-left one, connecting different local slices Ag.

3. We can finally define the frame <I)‘il for each local slice and the respective local
(framed) slice Q& = A2 U ®%. We notice that the union of all the frames takes
exactly twice into account each thick time-slice of the domain Aj.
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Figure 4.6: One-dimensional domain decomposition of the lattice in thick time-slices in the
disconnected domains Ag (red slices) and A; (grey slices). The empty circles indicate the domain
of hyperplanes OII, that in this case coincides with the internal boundary 9Ag of Ag.

We can now apply an even-odd decomposition of A2, i.e. considering é € {e,0}. Since
det D¢,§ =det D‘I’T =det Dy,, from Eq. (4.4.25) we recover the one-dimensional result in
Eq. (4.2.3). We want to point out that the four-dimensional generalization of this result
is not straightforward due to the presence of two additional complications, namely A
being a connected domain, and the presence of the domain 0117 and of the off-diagonal
terms of W.

4.4.4 Multiboson factorization of det Wy

We now focus on factorizing the remaining global term det Wj. For large enough thick-
nesses of the frame Aj, we expect Wi to have a large spectral gap, a fact which makes
it effective to express its determinant through a polynomial approximation of W L As
reviewed in Section 4.2, see Eq. (4.2.7), we can introduce a proper polynomial Py of
even order N to approximate the inverse determinant as

J— det[l—RN+1(W1)] Nj2

[t
det W, = — =CT[det™H|\W W, |, 4.4.27
! det Py (W1) ﬂ (70 (4.4.27)

where C' is an irrelevant numerical constant, W, is defined in Eq. (4.4.22) and uy are
defined in Eq. (4.2.6). It follows that

det D o det Dy, ’ (4.4.28)
det[1 - Ry+1(W1)] R T
[1 [det Dgg det Dy | ;‘[1 det [W} W]
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where we have replaced Wuk with Wy, by using again the first relation in Eq. (4.4.24)
which, for z # 1, is valid up to an irrelevant multiplicative constant. The first product in
the denominator on the r.h.s. is local and can thus be included in the effective gluonic
action via standard pseudofermions, see Subsection 2.5.1, defined in individual blocks.

Multiboson action

Each of the V/2 factors in the last product in the denominator of the r.h.s. of Eq. (4.4.28)
can be represented up to an irrelevant multiplicative constant, as

1

2
o f dygdy], e Wurxel™ | (4.4.29)
det [Wif, Wi, |

The N /2 multiboson fields xj live on the projection of I defined by Py and we can
decompose them as x = Xony + Xor, » with Xony = Pyp,x and Xon, = Pori, X, resulting in

2

2 ~d -1 7Ah -1
|WZX| = Z‘P{?Ag [Z XBAO + [DaAg] D(‘)AOXBAO + DQg D@‘},aﬁg*xé)nl]
a

) (4.4.30)

+ ‘zXanl + WaHl,aAoXaAO

The term on the second line of the r.h.s of Eq. (4.4.30) depends on the gauge field in
A; only. The gauge field within the domain Ay appears only on the first line. As a
result, the dependence of the multiboson action from the gauge field in the blocks Ag 1S
factorized. Moreover, all contributions in Eq. (4.4.30) are highly suppressed with the
thicknesses of the frame. This implies that the order N of the multi-boson polynomial
can be rather low, i.e. of the order of ten or so [84].

Reweighting factor

We can now proceed to apply the reweighting procedure exactly as detailed for the
one-dimensional case, see Eq. (4.2.10), obtaining

D 1
detD : (4.4.31)

YN det Dy, T, [det Dga det Doy | TT det (Wi, 1., )

which can be estimated analogously to Eq. (4.2.9), with
1

Wh = det{l - RN+1(W1)} o< N2 , (4.4.32)
det { Wit [TIWS 17w}
k=1
a representation which suggests the random noise estimator
dr1ldnt1e=€"Wi'é N/2
yy < LLdmldn' e 7 L =T Wil (4.4.33)
Jldn)[dntem el
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Given a certain factorization of the observable [83,85,87|, expectation values can then be
computed exactly as in Eq. (4.2.11) by including this reweighting factor in the definition
of the observable. As already noted, in Appendix F we provide a procedure to obtain
such factorized approximation starting from the factorization of the fermion determinant,
regardless of the dimensions of the domain decomposition. In order to show explicitly
the achieved factorization, we can define the multiboson action

S X, UT = IWaxl? = 3 S Do X' Uge ]+ St D X' U, (4.4.34)
a
where
i . . 2
Sglb[Xa XTv UQg] = ‘Pa/\g [Z Xong T D{_j/l\ngAOXaAO + Dgllg D@‘},aﬁg*xanl] (4.4.35)
and )
Srulx', U = ‘Z Xor, + Wort, a0 Xon, (4.4.36)

The averages (-)n can now be computed with the factorized fermionic effective action

a

N2
SV x0T = 3 {‘mdet Dag * 2. Swlue U“f‘)]}
k=1

" (4.4.37)

+ Zlndet D(I,c} —Indet Dy, + kZ: Srrnb[XkaXLa Ul.
a =1

Our initial goal has been achieved: the dependence of the fermion determinant on the
gauge field configuration in the active region has been fully factorized, see Eq. (4.4.31),
up to the small reweighting term in Eq. (4.4.33) that can be included in the observable,
implying that the fermionic effective action can be rewritten as in Eq. (4.4.37). On one
hand, each term in the sum on the first line only depends on the gauge field configuration
in the (framed) local domain Qg and therefore it can be computed independently from
the others, see Eq. (4.4.35). On the other hand, the remaining global contributions in
the second line, see Eq. (4.4.36), only depend on the gauge field configuration in the
inactive region, and are therefore constant if we only update links in the active domains.

Besides a purely theoretical interest for studying the factorization of det D, the
factorization we presented in this Section could in principle have many possible applica-
tions. It would certainly pave the way to multilevel intergation schemes, which have been
shown as a promising variance reduction strategy for addressing the StN problem, miti-
gating the exponential StN degradation in physically relevant correlators, particularly in
the challenging long-distance regime. The four-dimensional factorization discussed here
would also facilitate master-field simulations [81,100,195], see also Appendix A.1.4, with
the block-local accept /reject step in the HMC solving the problem of the increasing nu-
merical precision needed for larger and larger volumes. It would allow for highly efficient
parallelizations of Monte Carlo algorithms, also on heterogeneous architectures, by re-
ducing very significantly the rate of data exchange among different (blocks of) computer
nodes where the various domains of the lattice are mapped to, while possibly improving
also the sampling in flow-based generative models [196-198].
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Chapter 5

Spectral densities from Euclidean
lattice correlation functions

Many phenomenologically relevant observables can be extracted either from spectral
densities p(w) or their smearing with theoretically known kernels x(w)

Pr = /w,o(w)/-f(w). (5.0.1)

Lattice QCD is the only known framework that allows to study their non-perturbative
extraction from first principles, see Chapters 1 and 2. On the lattice, we can estimate

correlation functions such as generic zero-momentum two-point functions'

cm:ffﬂa@@@m» (5.0.2)

As discussed in Chapter 3, a Laplace transform

cmzlmmwa LEAWM (5.0.3)

relates these correlators to spectral densities p(w), whose support is [winy, 00), where
wihr > 0 for theories with a mass gap. For the case when UV subtractions are required,
this expression can be generalized as in Eq. (3.1.21). An inverse problem is therefore
present in all the cases where we are interested in directly extracting spectral densities,
or when the kernel has poles at w > wyy,, preventing Eq. (5.0.1) from being rewritten
through standard techniques, see Eq. (3.2.4), as an integral in the time-momentum rep-
resentation, more suitable for lattice computations. This problem is further complicated
by the intrinsically noisy, finite and discrete nature of lattice data. The practical solution
adopted in state-of-the-art studies relies on the numerical Backus-Gilbert procedure and

!This discussion can be generalized to the case of a non-zero momentum projection, see Eqs. (3.1.9)
and (3.1.20). Our results are fully generic, and the derivation presented here can be straightforwardly
applied to any n-point function, involving multiple Euclidean-time separations.
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its generalizations [107,108,123,124,199|, see also Refs. [200-211] for alternative strate-
gies and Refs. [125,173,212-221] for some concrete applications.

In this Chapter, we are mainly interested in deriving the details of this inversion,
which is the second original contributions of this Thesis. Building on a broad math-
ematical literature [119, 121, 222-249|, we closely follow and extend the discussion in
Refs. 2,3, 6] to review our strategy to perform the exact, analytic inversion both in
the continuum and on a discrete lattice, respectively discussed in Sections 5.1 and 5.2.
In Section 5.3 we instead address the delicate issue of estimating statistical and sys-
tematic errors in the context of spectral reconstructions. We conclude by presenting in
Section 5.4 preliminary numerical results, extending our previous analysis published in
Ref. [5].

5.1 Continuous inverse problems

In this Section, our main focus is the derivation of the analytic solution to the inverse
Laplace transform in Eq. (5.0.3) in the continuum. Generalizations to the cases of
smeared and subtracted spectral densities can be obtained analogously.

5.1.1 The inverse Laplace transform

Our starting point is Eq. (5.0.3) i.e. we need to compute the inverse Laplace transform
(ILT) [222—224] of Euclidean time correlation functions. For this purpose, we introduce
the orthonormal time basis {|t)}, t € R™, on the vector space Vi of real functions with
support on R*. We define the inner product and resolution of the identity on V7 as

(Flo)= [rwg®. 1= [, [= [Tar. (51.1)

We can now introduce a second space Vg, spanned by the non-orthogonal energy basis
{|w)}, w e R*, with coordinates in the time basis?

(tlw) = (w|t) = ™! (5.1.2)

reproducing the kernel of the Laplace transform. We now define the non-diagonal metric

(o) = flelne’) = = jw, = M (w, ) (5.1.3)

which corresponds to the Carleman operator [225]. We can rewrite the inverse problem
in Eq. (5.0.3) on this basis as

|C>=pr(W)IW)7 C(t) = {tC) (5.1.4)

2We consider ¢, w to be dimensionless variables, e.g. by rescaling all physical times and energies by
a common reference scale.
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which can equivalently be written as a Fredholm integral equation of the first kind

(w|C) = fw H(w,w)p() (5.1.5)

which must be solved in order to extract p(w). Before inverting H, we first need to
diagonalize it, and we do so by introducing the Mellin basis {|s)}, s € R, defined as

els log(t)
us(t) = (t|s) = . 5.1.6
s(t) = (tls) Nz (5.1.6)
As shown in Appendix I.1, this is an orthonormal basis satisfying
1
(wlsh= [ ug(t) = Aug(w) = Aul(w), A =T (5 . z’s) (5.1.7)
t

where I'(2) is the Euler Gamma function. This allows us to write

(wlt) = e = '[Sus(w))\:us(t), /SE [: ds (5.1.8)

and to diagonalize H, since

H(w,w') = [(els)(sle’) = [ul@NPus), A=

e BCAR)

We note that from Eq. (5.1.8) we could define the eigenfunctions of the Laplace transform
operator

1
V2

through which Eq. (5.0.3) could be directly diagonalized and inverted. From Eq. (5.1.10),
it also follows that the Laplace transform is a bounded and self-adjoint operator with

As

(1) =
[As|

[us(t)i u;(t)], fw (W)™t = £\ |05 (1) (5.1.10)

purely absolutely continuous spectrum, +|\y| € [-\/7, +v/7] of multiplicitly one. Sim-
ilarly, Eq. (5.1.9) implies that H is a bounded operator with spectrum of multiplicity
two. Additionally, analogously to the case of the Fourier transform, despite the repre-
sentation in terms of the complex Mellin basis, the integral in Eq. (5.1.9) is real, and
in Appendix 1.1 we show an equivalent representation in terms of a real basis. Another
consequence of Eq. (5.1.9) is that we need to define Vg = L?(0, 00, dw) in order to work
with convergent quantities. Since the Laplace transform is a self-adjoint operator on
L*(0, 00, dx) with norm /7 [247], we also restrict ourselves to V= L2(0, 0o, dt).

The problem of inverting Eq. (5.1.8), or equivalently Eq. (5.1.10), is mathematically
ill-posed in the Hadamard sense [232]| (a unique solution to the inverse problem exists,
but the inverse Laplace operator is not a continuous functional operator, i.e. the so-
lution does not depend continuously on data), due to the rapid exponential decay of
the eigenvalues |\s|* as |s| - co. As pointed out by Tikhonov [226,227,232], this does
not imply the absence of a solution, which can be retrieved by temporarily introducing
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a regulating parameter to perform the ill-posed inversion, to then remove it after the
inversion has been completed. For simplicity, we introduce the Tikhonov regularization

Mo =H+al, Hal(w,w'):/u;(w)ﬁus(w'), a0 (5.1.11)
s s (6

but in principle any real, symmetric and positive-definite regulating functional would
work [5]. We can then introduce a smeared Dirac ¢ function as

sl

BWER s(w') (5.1.12)

Sa(w,w') = f H(w, " YHHW", W) = (W] Salw) f W)l
which recovers d(w —w’) in Vg in the limit of @ - 0, see Eq. (I.1.3), and where we
introduced

S)\S
Saz 5|A||>2—<+|a' (5113)

We can now invert Eq. (5.1.8), ending up with

p(w) = lim po(w), Pa(w):<W|Sa’C)=[wl(5a(w,wl)p(wl)=jt-ga(ﬂw)C(t) (5.1.14)

from which it is clear that p, can be interpreted as a smeared spectral density as in
Eq. (5.0.1) with k = d,. In the equation above, since in practice we only know |C') in the
time basis, we inserted the completeness relation in Eq. (5.1.1), obtaining the coefficients

G (t|w) = (w]Salt) = f *(w) i |2 —u(1). (5.1.15)

These coefficients are real, since s € R, and they can be numerically computed, thanks
to the rapid fall-off of the numerator at large s [229]. Note that a similar property is
shared by the smeared Dirac 0 in Eq. (5.1.12). In Fig. 5.1 we provide a concrete example,
where we highlight the geometrical distribution of the zeros of the coefficients and of
da, stemming from that of the basis functions ug and ultimately related to the z - 1/x
symmetry of the continuum integration domain (0,00) detailed in Appendix 1.1, see
Eq. (I.1.11). We also note that a completely equivalent definition of p, is

pa(w):ewtofoodtga(t—to|w)0(t) V520, (5.1.16)
to

We emphasize that Eq. (5.1.14) is the desired solution: the spectral density can be
extracted from the Euclidean time dependence of C'(t) by integrating it out with the an-
alytically known, real and computable coefficients in Eq. (5.1.15). A numerical example
and proof of convergence of the solution as a - 0 for

2 T
pw)=\/1-4"2 2

S E— M, T} = {135,776,140} MeV  (5.1.17
OJ2 (W—Mp)z-i‘]._‘% {m P P} { } € ( )
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(a) Smeared Dirac § as a function of the energy. (b) Coefficients as in Eq. (5.1.15) rescaled with /&
Notice the distribution of the peaks along the hor- as a function of time. Notice the logarithmic scale
izontal axis. along the horizontal axis.

Figure 5.1: Smeared Dirac § (a) and coefficients rescaled with /o (b), see Egs. (5.1.12)
and (5.1.15) respectively, at fixed w =0.5.

is provided in Fig. 5.2a, where we compare different reconstructions of p,(w) for a few
values of o. It can be appreciated that, as we decrease «, the reconstructed spectral
density approaches the correct one in Eq. (5.1.17), also shown in the same plot. Such
convergence can be understood also from the fact that p, can alternatively be found
by expanding po(w) = [, g, (¢t)e" on the exponentially suppressed basis given by the
coefficients in Eq. (5.1.2) and minimizing the distance

dlp.pal= [ 1p(@) =pal@) +a [ 607 = [ [p(w) = pa(@)P +a(CISHC) (5.1.18)

with respect to ¢/, (t), ending up with

g.(t) = ft,A;I(t,t’)C(t') (5.1.19)
where
A= AvaZ, Ant)= [t ﬁ HSult) = A1) (5.1.20)
This is equivalent to Eq. (5.1.14), since
pa(w) = ft LA DO, galt) = ft et A1) . (5.1.21)

Also the smeared § function can be expanded on this exponentially suppressed basis
as Jo(w,w") = [{w|Salt)(tlw'), with the choice of the coefficients (w|Sq|t) minimizing
d[4,04] [231,232] at fixed w’ and reproducing the solution in Eq. (5.1.12).
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(a) Continuum reconstruction, see Eq. (5.1.14). (b) Discrete reconstruction, see Eq. (5.2.12).

Figure 5.2: Spectral reconstructions, with p(w) defined as in Eq. (5.1.17). The fluctuations at
small values of « are a direct consequence of those in d,, see Fig. 5.1a.

5.1.2 Smeared spectral densities

The equations above can be straightforwardly generalized to the extraction of smeared
spectral densities, of great interest in QFTs. For their extraction, we can treat the
smearing kernel® in complete analogy with Eq. (5.1.2), i.e. by replacing |w) in Eq. (5.1.14)
with the vector

1K) = fw K (w)|w) . (5.1.22)

The smeared spectral density is then simply found from integrating out Eq. (5.1.14) with
#(w), namely*

pe =l pras e = (K15aIC) = [90aDCW), geal®) = [ K(w)ga(tiv). (5.1.23)

In order to obtain this solution, we first extracted the spectral density p, smeared with
a specific kernel §, induced by the regularization procedure, required to perform the
ill-posed ILT, to then compute the additional smearing w.r.t. the desired kernel x. The
solution in Eq. (5.1.23) directly allows us to interpret p, . in the opposite direction,
namely as if the kernel x(w) had first been smeared with d,, to later compute the nu-
merically accessible smearing of p with the resulting kernel ko (w) = [, 0o (w,w’)r(w").
We must therefore ensure that x(w) € L?(0, 00,dw) as well, which is also sufficient to
ensure that the integral defining p,, converges. This kernel can therefore be additionally
interpreted as the solution of yet another least-square problem, minimizing d[k, K],

3In general, k(w) (and p. as a consequence) may depend on additional variables, like the mass of
the decaying particle for rates, or the center of the Gaussian kernel for smeared densities. For better
readibility, here we omit them from the notation.

“Even though Eq. (5.1.16) provides an equivalent solution for p, the additional dependence on
e“'0 requires careful consideration when applying smearing. To ensure the integrals converge, further
constraints on the choice of k may be required.

72



where x has been expanded on the exponentially suppressed basis and regulated in the
same way as before. This exact philosophy is adopted in many Lattice QCD appli-
cations [5,107,123-125,199, 204, 212, 215| to approximate the kernel by computing its
expansion on a finite and discrete set of basis elements.

5.1.3 Subtracted spectral densities

In relativistic field theories, the convergence and uniqueness of the solutions above are
guaranteed by our a priori theoretical knowledge® on the validity of the representation®
in Eq. (5.0.3). For theories with a mass gap wyy > 0 such as QCD, the IR regime
is automatically regulated. In the UV region instead we should be more careful, as
short-distance singularities might spoil convergence of integrals of correlators at small ¢.
Practically, whenever p(w) ¢ L%(0, oo, dw), modifications of Eq. (5.1.14) must be studied.
For instance, for the isovector vector two-point function studied in QCD and projected
at zero spatial momentum, C(t) in Eq. (5.0.3) scales proportionally to 1/¢> at short
times, i.e. p(w) scales as w? at large energies.

As detailed in Subsection 3.1.2, the relation between the correlator and the spectral
density is slightly modified into

C(t)szps(w)w%e_wt (5.1.24)

with k # 0, i.e. a Laplace transform as in Eq. (5.0.3) where now p(w) = w?ps(w), with
ps(w) € L%(0, 00,dw) and where the additional power-like dependence is related to UV
divergences. In order to address this problem, we can first generalize Eq. (5.1.7) as

1 1
fef‘”ttbus(t) =X uZ(w)wib, b> ~5 Asp=T (5 +b+ is) ) (5.1.25)
t

Our strategy to perform the inversion consists now in exploiting the additional factor
w™ on the r.h.s. of Eq. (5.1.25) to cancel out the power-like dependence in Eq. (5.1.24).
In fact, we can expand

po(@) = [(psui(@), (p)s= [us@)ps(w) (5.1.26)

to rewrite Eq. (5.1.25) as

C) = [(p)s [ wi(@)e ™ = [(po)s N gyust) (5.1.27)
which implies that

[0 = (69)s. (5.1.28)

*
)\S,Zk

®In the absence of such prior knowledge, we should refer to the most general conditions under which
C(t) may be interpreted as the Laplace transform of another function [239].

5Depending on the quantum numbers, when several densities appear in the parametrization of the
correlator, one should consider the appropriate linear combinations to satisfy Eq. (5.0.3).
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Before inserting it in Eq. (5.1.26), we follow a similar procedure as above to regularize
this expression, considering the replacement 1/A{ o, — Asp/(AspAop + @) and defining
the solution as

ug (W) As pug (1)

5.1.29
s )\SJJ)\;’(] + ( )

po(e) = lim, [ ga(tl,p.20)C(1).  ga(tlw,p.q) = 1°
in terms of the generalized coefficients g, (t|lw,p,q), defined Vp > —1/2. Notice that in
practice this strategy allows to define a family of solutions not only in p but also at
different values of ¢ for which the expressions, such as the ¢-integral in Eq. (5.1.29), are
well-defined and convergent. Experimenting with the values of p and ¢ might be bene-
ficial in some practical calculations. We additionally note the power-like ¢t-dependence
of the generalized coefficients in Eq. (5.1.29), which (as expected) suppresses UV diver-
gences at short times.

Clearly, smeared regulated spectral densities can be extracted by combining the
two methods presented here. In Appendix 1.3, we discuss a possible application of this
formalism to rewrite smeared spectral densities as integrals of correlation functions in
the time-momentum representation.

5.2 Discrete inverse problems

In Lattice QCD, C(t) is sampled at discrete Euclidean times ¢ = an, where n € N and
a is the lattice spacing. Additionally, the correlator at finite a, C,(t), suffers from
discretization errors, typically of O(a?), which we do not address here. When numerical
simulations are used to estimate C,(t), n is also limited to n € [0, tmax/a] at finite tyax,
and C,(t) is affected by statistical errors. We defer the discussion of these two aspects
to the following Section, while here we focus on generalizing the results derived so far
in the continuum to the ideal case of n € N.

Although our goal is to find an exact analytic formula, one might initially con-
sider discrete samples of the coefficients to apply a discretized version of the continuum
solutions. Given the geometric distribution of the zeros of the basis functions us and
therefore of the coefficients, as highlighted in Fig. 5.1b, an optimal adaptation to the
discrete case would be achieved by replacing the integral over time with a sum spanning
geometrically distributed data [243], which however is evidently not usable in lattice
field theories. Instead, using the available evenly spaced data would induce large dis-
cretization errors due to the large oscillations of the coefficients at short times. Notice
that these wild fluctuations are unavoidably present also in Eq. (5.1.16), where C (%) is
integrated with g, (¢ —to) for ¢ € (¢, 00).

In order to obtain an exact formula for the discrete case, we proceed similarly to the
continuum. For simplicity, we consider the unsubtracted case. We begin by computing
the analogue of Eq. (5.1.5), obtaining the Fredholm equation of the first kind

ay e-wtﬁa(t):fﬂa(w,w')p(w'), fin > @ (5.2.1)
=t w’

t min
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in terms of the modified Carleman operator’

o0 —(w+w)tmin
Ho(w,w')=a 3 el 26 e

t=tmin

(5.2.2)

1 = e~a(wtw’) *

In order to invert Eq. (5.2.1), we need to diagonalize H,. To this aim, we introduce a
different operator, namely the infinite Hilbert matrix

— a
t,ty=—+—, t,t'=0,a,2aq,... 5.2.3
Aa( 9 ) t+t,+2tmln’ ) ’a7 a? ( )
which is the analogue of the operator A in Eq. (5.1.20) in the continuum®, and it is
related to H, by
/ Ho(w,w)e @' (1) — g 3 Ay (na,ma)e M) (5.2.4)
w’ m=0

Following Refs. [2, 3, 6], see also Appendix 1.2, we can determine the eigenfunctions
vs(w,a), s € R™ of H, from the eigenvectors Ts(n,a) of A, by

Aslvs(w,a) =a )’ (N3 (an, a) (5.2.5)
n=0
where we introduced 7 = tpin/a. Using Eq. (5.2.4), it can be shown that v4(t,a) di-
agonalizes A, if and only if vs(w,a) diagonalizes H,, and that they share the same
eigenvalues. Building on known mathematical results [242|, in Appendix 1.2 we show
that the functions

_ Asf? ~Llyis, s
vs(t,a) = ¢|5|81|V| 3F2( a’2 ) 272 1], (5.2.6)
S )
Asl? 1iis,l—is —aw(r— e W
vs(w,a) = Vaz ||]\sfl| o Fy ( 2 272 — 2| ew(T-D) , Z= T o (5.2.7)

where (F), are the hypergeometric functions [119] and

~ I'(-2is)As
N = T ) ) (5.28)

are eigenfunctions of A, and H, respectively, satisfying

[ee)

Aq(na, ma)vs(ma,a) = |Xg|*Ts(na, a), (5.2.9)
0

/,ﬁa(w,w')vs(w',a) = [ NsPvs(w, a). (5.2.10)

"We omit the explicit dependence on tpmin.

8The action of the operator A is defined by applying the Laplace transform followed by its dual
operator, whereas H results from applying these operators in the reverse order. This in turn implies
that the functional form of H changes due to [, = a Y, in the definition of H — H., while the space of
functions on which it acts is unchanged. Instead, the functional form of the operator A is the same as
in the continuum, but it acts on a different (discrete) space.
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Surprisingly, they share the same exponentially suppressed eigenvalues |As|?> as their
continuum counterparts, now with s € R* and with no degeneracy of the spectrum.
Also, they form separate orthonormal and complete sets [244-246], acting respectively
on (%(Z*) and L%(0,00,dw), see footnote 8. A smeared & function at finite a can be
introduced also in the discrete case by replacing us(w) with vs(w,a) in Eq. (5.1.12), i.e
by regularizing H, a-1a-Tikhonov with ﬂa,a =H, + oZ, obtaining

s

Sasa(w,w') f 'Haa(w W Ha (W W) = fg vs(w,a) BWER vs(w',a) (5.2.11)

. . . = -0 . . .
which again satisfies 84 o(w,w’) —— §(w—-w’) V a. The spectral density at finite lattice
spacing can then be recovered on a lattice with infinite time extent from the limit

p(w) - hm pa a(w) pa a(w) [ 5ao¢ w w ),O(OJ =a Z ga a(tlw)c(t) (5 2. 12)

t= tmln

written in terms of the real coefficients

Ea,a(tlw)=fR US(w’a)MS'US(t’a), (5.2.13)
seR*

As|? +

which remarkably holds V tyi, > a. Taking tyin = a i.e. 7 =1, Eq. (5.2.7) simplifies to

s 1 aw 3 .

vs(w,a) = Vzﬂa% “H s |22F1( +Zs’22 e eaw) (5.2.14)

with I(<2is)A,
N, = Vari 2 (5.2.15)

(5 —iS)A:

which in Appendix 1.2 is shown to satisfy
2 S NS

vs(w,a) =va Refus(aw) N ] (1+ O(a2w2)) , (5.2.16)

[V

i.e. it approaches the expected real linear combination of continuum eigenfunctions
us(w), ul(w) to recover the correct orthonormality relation. We also expect O(a?w?)
discretization effects, i.e. enhanced in the UV region. In Fig. 5.3, the coefficients in
Eq. (5.2.13) with tmin = a are compared to their continuum counterpart in Eq. (5.1.15)
for fixed values of o and w. As anticipated and as it is clear from Fig. 5.3a, in the
IR (UV) regime the discrepancies between the continuum and discrete coefficients are
reduced (enhanced). As we decrease the lattice spacing, these discretization errors start
to be negligible even in the short ¢ regime.

Even though the discretization errors are particularly pronounced at small times
for the individual coefficients, they remain minimal for the resulting spectral density.
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efficients at different values of the lattice spacing crete coefficients at finite N w.r.t. our results in
a, while @ and the physical value of w are fixed. Eq. (5.2.13) approach 0 as N — oo.

Figure 5.3: Comparison of discrete coefficients g, ,, with their continuum (a) and finite-N
counterparts (b), g, and g, y respectively. See Egs. (5.1.15), (5.2.13) and (5.2.17) for the
corresponding definitions. Plots taken from Ref. [6].

Indeed, the solution in Eq. (5.2.12) with the choice of coefficients in Eq. (5.2.13) mini-
mizes a functional similar to Eq. (5.1.18) for the continuum case. To be more precise,
we can expand p, ,(w) =a YN e‘“("a”min)g;?a(na) and minimize

N-1 2 N-1
inlp.7udd - [ [p<w> 0'S Foaa)e ) | faaS g (5.2
w n=0

n=0

with respect to g ,(na). In the limit N — oo, we end up recovering our solution in
Eq. (5.2.12), which can be equivalently written as

Paa(w) = lin% a’ Y ef“’("‘”tmi“)ﬁ;la(na,ma)?a(na+tmin), Ao = Aa+aZ (5.2.18)

n,m=0

which coincides with the above one in Eq. (5.2.12) since

Gua(tlw) =a Y e tmn) 20 (17 1), (5.2.19)
=0

The main difficulties in the discrete derivation are due to the differences both in the
functional forms and in the spaces on which the operators H, and A, act, which instead
coincide in the continuum case for H and A. In the limit @ — 0, the functional in
Eq. (5.2.17) approaches 0, a fact that can be interpreted as the recovery of the exact
solution even at a fixed value of a, showing the beneficial effect on the reconstruction of
discretization errors on the coefficients. The only residual source of discretization errors,
in this case, would then be that related to the correlation function alone. In principle,
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as proposed in Ref. [207], we could even remove this source of errors by taking the limit
lim, .o C(t) beforehand, to then linearly combine C' with JAtq at any chosen discrete
but fixed set of physical times, for arbitrary choices of the physical temporal interval
At.

We additionally notice that the proposal in Refs. [124,250,251] is based on the min-
imization of a similar functional as that in Eq. (5.2.17) with a fixed, finite number N of
terms of the exponential basis on which the spectral density is expanded, and with ad-
ditional refinements due to the choice of different regulators. By choosing the Tikhonov
regulator also for that case, in Fig. 5.3b we show that the coefficients corresponding
to the numerical solution of Eq. (5.2.17) at fixed N approach our results as N — oo.
In Appendix [.4, we show a possible application of this strategy to the computation of
integrals of correlation functions.

5.3 Errors

Any quantity numerically computed through Lattice QCD simulations is inherently af-
fected by statistical errors stemming from the Monte Carlo estimates of path integral
averages via importance sampling. In the presence of statistical fluctuations, the rapid
oscillations of the coefficients in Eq. (5.1.15) or Eq. (5.2.13) might amplify statistical
errors in the reconstructed (smeared) spectral density. Retrieving the exact solution
relies on properly accounting for all the cancellations arising when the correlation func-
tion, a smooth function of time, is integrated with such wildly oscillating coefficients.
These delicate cancellations might also be spoiled by other systematic errors that affect
correlation functions computed on the lattice, such as their knowledge only on a finite
temporal extent. In this Section, we examine statistical and systematic effects. Note
that one benefit of the formalism developed in Section 5.1 is that these two error sources
can be analyzed independently.

As it has already been observed in Fig. 5.1b, increasing the ILT regulator reduces
the magnitude of the oscillations in the coefficients. This may help lower the variance,
but also broadens the width of the smeared Dirac 0 in Eq. (5.1.12), with which p is
convoluted. The presence of a non-zero but fixed regulating parameter can therefore be
incorporated in the definition of the observables we extract, and the o — 0 limit might
be studied (if needed) after all extrapolations to physical, continuum and infinite-volume
limits have been taken.

5.3.1 Statistical errors

As described above, in any Lattice QCD computation the correlation functions are esti-
mated with their statistical errors. We consider the case of a two-point function

C(t) = (O(H)01(0)) = fw e o(w), O(t) = f Bx O(t,%) (5.3.1)
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projected to zero-momentum, assuming for simplicity that (O) = 0 and that no UV sub-
traction is needed. We can follow similar arguments as those outlined in Subsection 3.1.2
to represent its covariance

Cov(t,t") = (O(#)OT(0)O(#")OT(0)) - C(t)C(t) (5.3.2)

as a double Laplace transform

!

Cov(t,t’):f ,e_“’t[pg(w,w/)—p(w)p(w’)]e_“’t/E[ ’e_“’tpc(w,w’)e_w/t, (5.3.3)

where

(OO 0)O(tHOT(0)) = fw L e po(w,w')e ™ (5.3.4)

and where, for the purposes of this discussion, we take py(w,w’) € L2(R* x R*, dw dw'),
so that also® pc(w,w’) € L?(R* x R*,dwdw’). Given the linearity of the solution in
Eq. (5.1.14), the errors (at fixed «) straightforwardly propagate as

/ / a=0 !
Col(w,w) = /t;' Go(tlw)Cov(t, ") go (t'|w") — pe(w,w") (5.3.5)

with the variance of p,(w) being Cy(w,w). By integrating out this equation with any de-
sired kernel k(w), we obtain the estimate for the variance on the corresponding smeared
spectral densities as

CaW) = [ 9ealOCoV(t)90a(®) “> [ r(@lpelwe @) (5:36)

Different models for the covariance matrix can be defined and inserted to predict their
effect on the errors of the corresponding reconstruction. Below, we provide a few exam-
ples'®, but a detailed study of different effects with real data still needs to be done.
For instance, inspired by the asymptotic exponential decay of correlation functions in
QFTs which applies also to the covariance matrix, we formulate the ansatz

Cov(t,t") =e ™) je. pe(w,w') =68(w-m)d(w —m) (5.3.7)

which implies that
-0
Cal(r) === [K(m)]?. (5.3.8)
In this case, no particular issue arises in the reconstruction, even in the o — 0 limit!!.
If we were to consider instead a diagonal covariance matrix, we would obtain

ut(w—m)us(w' —m)
As]? +

Cov(t,t") = ™5 —1") = Co(w,w') = f (5.3.9)

9Recall that, in order for Eq. (5.3.1) to be inverted, we require p(w) € L*(0, 00, dw).

10A few numerical consistency checks have been performed, although they are not included here.

"The corresponding StN = pr/K(m) would have a specific behavior w.r.t. the additional parameters
on which k can depend, e.g. the center or the width of a Gaussian.
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with a diverging o — 0 limit. This also implies that

Col(k) = f”s(ﬁ;“s(m), ﬁs(m)szfi(w)us(w—m). (5.3.10)

The o — 0 divergence in the errors of the reconstructed spectral density in Eq. (5.3.9) can
be mitigated and potentially cured by particular choices of smearing kernels, specifically
those for which xs(m) decays faster than |\4| as |s| = oo, i.e. provided at least that their
ILT exists. Taking the extreme case of uncorrelated data with m =0 in Eq. (5.3.9), we
would obtain Cy(w,w’) = limg_0 H,'(w,w’), necessarily diverging when smearing is not
included. We note that the diagonal contributions (¢ = ¢) in covariance matrices enhance
the oscillations of the coefficients in the linear combinations in Egs. (5.3.5) and (5.3.6),
while the inclusion of off-diagonal elements (¢ # t') mitigates them.

We might also consider the case of a constant contribution to the error, interesting
e.g. for disconnected correlation functions whose variance mixes with the vacuum. By
considering m =0 in Eq. (5.3.7), we obtain

a—0

Cov(t,t')=1 - p(w,w)=6w)d(w), Co(r) == [r(0)]?. (5.3.11)

While these formulae are promising, only a test on real data can verify their validity, as
deviations from the assumptions made here are likely in practical applications.

5.3.2 Systematic errors

The formalism of Section 5.1 allows us to study different sources of systematic errors
separately, and here we mainly focus on those induced by a finite temporal domain .
We also comment on rounding errors and the choice of a non-zero regulating parameter.

Finite temporal domain

We can consider the case where the correlator C'(¢) is only known on a finite temporal
range t € [0,tmax], €.g. the typical time subdomain accessible to lattice simulations,
where we suppose that non-zero temperature effects are negligible. With this restriction,
the operator to be inverted becomes

tmax 7 1 _ p~tmax (UJ‘H/J’)

/ de vt 22¢ T (5.3.12)
0 w+w'

At fixed a > 0 and considering the continuous solution in Eq. (5.1.14), the systematic

error due to the restriction to t € [0, tmax ] of the time integral is

o)~ Postune@) = [ T‘Aﬁ””a [ anme). (5.3.13)

max

In field theories with a mass gap wi, > 0, the large-time behavior of correlation functions
is bounded by 0 < |C(t)| < |C (tmax )|~ =tmax) for ¢ > ¢, From this bound, we find

‘ [m 0t C(1)u” |C (tmax)|

\/27rwthr \/wthrtmax ’

(5.3.14)
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which leads, with little additional algebra, to

|C (tmax)| |As]
27\ /Wt / Wihrbmax Js |As|? + @

This bound is finite as long as a > 0 and exponentially suppressed by |C(tmax)|- A bound

190 (@) = Patmax (W)] < (5.3.15)

that applies independently of o can be derived from this result by using

[As]

1\2
< f|)\s| IOV (5.3.16)
s |>\5|2+Oé s \/§7T ’

Instead, from the concrete assumption C(t) = ce ! at ¢ > t;.,, we obtain

ft T dtul (DO () = cus (W) N (Wrnetma ) - (5.3.17)

max

where \X(z) =T (% —18, a;) is the upper incomplete I'-function. The resulting systematic
error

N )\S S r *
pal) ~ papun () = ¢ [ LrlALL) ) (5.318)
’ s |As]? +

is bounded and exponentially suppressed in & = wiprtmax, and it can be calculated ex-
plicitly provided that w,, and ¢ are known. A bound which applies ¥ a > 0 can again
be introduced using Eq. (5.3.16), obtaining

2
T ( % ) Erfc[ Wthrtmax]
w) - w)| <c '
|pa( ) paytmax( )| 271-‘ /27'[' wthrtmax

As a consequence, the systematic difference between p,(w) and the spectral density

(5.3.19)

calculated by restricting the time interval in Eq. (5.1.14) to [0, tymax] vanishes exponen-
tially in wiprtmax. This is not sufficient for the thermal theory, where one should instead
diagonalize the appropriate finite-temperature metric, similar to that in Eq. (5.3.12).

Fixing o a prior:

The presence of a non-zero regulating parameter is associated to an additional smearing
with d,, as seen in Section 5.1. In principle, we can keep a > 0 fixed (even during the
continuum extrapolation) and include this additional smearing as a part of the definition
of the observables we want to extract. The a — 0 limit can then be studied only at the
end of our calculations. Different choices of « are associated with observables affected by
systematic biases of various sizes. We emphasize that any choice is valid, but we might
want to set the value of « a priori by minimizing the associated systematic bias, leading
to a final extraction which is closer to its true value, see also Appendix [.4. Thus, our
focus here is on quantifying systematic errors stemming from any fixed choice of o > 0,
either via a direct estimate or a bound, both of which are in principle computable from
lattice data.
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Double reconstruction. We can directly estimate the systematic errors stemming
from a > 0. Given the solution of p,(w) in Eq. (5.1.14), we introduce the corresponding
approximated correlation function

Calt) = [w e pa(w) = ft 5a(t, 1O (t) (5.3.20)

so that the difference

C(t) = Ca(t) = f [p(w) = pa(w)] = fC(t f“s(t)“ :(t) (5.3.21)

|As|? +
allows the systematic error [p(w) — pa(w)] to be estimated via an additional ILT, e.g.
us(w)Asui(t)
+a)(As2+B)

Note that the integration of Eq. (5.3.22) with x(w) yields the estimate of the system-
atic error on the corresponding smeared p,. This strategy can be straightforwardly

p(@) = pa(@) = lm [ C(Ogap(ts), gap(tiw) =a [ = 0% (5.3.22)

generalized to arbitrary regulating functionals.

Bound. We can also derive an upper bound for the difference p,, — py o for the case of
smeared spectral densities. Using the Schwartz inequality, we can isolate the effects of
the approximate reconstruction from its physics content. In particular, we can define

Ko@) = [ 0a(@wIR(@), pra= [ Fa(@)p(®) (5.3.23)

so that a possible bound on the systematic error can be computed as
=l = | [ 1) = o))

<([15) - rePr@) ([ er))

where y(w) is an arbitrary weight function that can be introduced to ensure the con-
vergence of the second contribution, thereby also limiting the possible kernels for which
this bound applies. We note that the first term is a measure of the systematic differ-

(5.3.24)

ences associated to the kernel reconstruction at fixed «, and it can be computed exactly.
Instead, the second term encodes physical information on the spectral density and it can
be estimated independently. For instance, if p allows to set v(w) = 1, the first term is

fw[m(w)—fia(w)]z fw o (w) (! )/% (5.3.25)

and the second one might be approximated as

w* 20 (1
fw p(w)? w fw pe(w)? = fﬁ ce) f S((l’;)liia)gt). (5.3.26)

Alternatively, one may use sum rules or experimental data, if available.
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Rounding errors

The formalism developed to treat statistical errors proves to be useful also in under-
standing how rounding errors, which affect all numerical simulations, impact spectral
reconstructions. The case of constant noise has already been considered, see Eq. (5.3.11),
so we can try to model rounding errors as white, uncorrelated noise, e.g.

Cov(t,r) =en(t)n(r), (n) =0, (n(t)n(r))=5(t-r) (5.3.27)

where we consider € to be the machine precision, e.g. € ~ 10716 for double precision. In
this case, we would obtain

2
(w,w') = e/ (w)(|)\ ||28| E us(w") (5.3.28)

which does not converge in the o — 0 limit. To mitigate the effect of rounding, one might
consider a restriction of the interval in s up to a maximum value syiax, with a similar
effect achieved by imposing o < [As,,,«|>. Note that specific choices of the smearing kernel
could also improve the reconstruction by mitigating the impact of rounding errors.

5.4 Preliminary numerical results: spectral densities from multilevel

In this Section, we present a preliminary study, extending our results published in Ref. |5]
for the isovector vector spectral density, obtained from the corresponding Euclidean
correlator estimated with high accuracy in Ref. [88] using the multilevel algorithm,
see Chapter 4, with the same lattice setup described in Section 4.3. We recall that
ng = 25 independent global (level-0) updates of the field configuration were alternated
with ni = 10 level-1 updates of the local thick time-slices only, in order to achieve an
exponential gain in the StN. The local, unimproved discretization of the vector current
was used, and we take the renormalization factor Zy at § = 5.3 from Ref. [192].

The underlying spectral density that we consider here corresponds to the light
isovector contribution to the R-ratio, whose phenomenological importance has been
highlighted in Subsection 3.3.2 and whose non-perturbative determination from first
principles QCD is an active area of research [214]. In order to extract it from our finite-
volume lattice setup, a smearing procedure is necessary, and we choose!? to do it through
the introduction of a non-zero Tikhonov regulating parameter «, extracting its smeared

12%We recall that our procedure directly allows to extract the smearing of spectral densities with any
other choice of the kernel, see also Eq. (3.3.10), e.g. the Gaussian kernel that we considered in our

previous study of Ref. [5]
(w-w)?
—_— 4.1
eXp{ 557 (5.4.1)

po@)= [ 8ol o), Golw) = =

which reproduces a ¢ function in the limit o — 0. In this case, finite-volume effects are expected to be of
order O(e %) as long as o $ m [143]. In this case, Eq. (5.4.2) becomes p(w) = limy—o im0 po (w).
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Figure 5.4: Light quark isovector vector spec-
tral density p,(w) from multilevel data at
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Figure 5.5: Scaling of the statistical errors on
the reconstruction of p,(w), see Eq. (5.3.5), as
a function of « and for different choices of w

ent values of «a. and nq.

version with &, namely p,, see Eqgs. (5.1.14) and (5.1.12)13. Notice that p,(w) always
implicitly depends on the spatial length L of the lattice, and the infinite-volume spectral
density can only be recovered through the ordered double-limit

p(w) =lim lim pq(w) (5.4.2)
a—0 L—-oo

where only the infinite-volume smeared spectral density, limy,_, . po(w), defines a valid

quantity to be compared with smeared experimental data.

In Fig. 5.4 we show the extraction of the spectral density with our best multilevel
data-set at n1 = 10 for a few fixed values of «, as a function of the energy, which ranges
from 0 up to aw ~ 0.9. The behavior of the reconstruction with « can be understood
from that of the smearing kernel §,, shown in Fig. 5.1a. Small values of a correspond to
a narrow smearing width, with denser oscillations at small energies which visibly affect
the reconstructed spectral density.
are reduced in the IR region, with a larger smearing width that causes a smoother

At larger values of «, instead, such fluctuations

reconstruction. These oscillations are always less wild in the UV region, where they
have a smaller impact on p,. This behavior is also evident in Fig. 5.2a.
Similarly to Ref. [5], we can also observe a peak, which is compatible with the presence
of a resonance, but further refinements are required to overcome the present limitations
due to e.g. the unphysical pion mass, finite-volume [143] and discretization effects.
Although only slightly noticeable, in Fig. 5.4 the statistical errors on the recon-
struction increase as we decrease o. The overall scaling of the coefficients with \/a
observed in Fig. 5.1b might qualitatively explain this behavior. In fact, even small sta-
tistical fluctuations of the correlation functions might get amplified in the delicate linear

13T6 be more precise, the smearing kernel is that induced by the discrete coefficients, and not by q,
which is instead defined from the continuum solution. Although different, these functions qualitatively
share the same fluctuating features that we are interested in.
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combinations with the oscillating coefficients, resulting in large statistical errors of the
reconstructed spectral densities. In order to investigate this effect, in Fig. 5.5 we show
the behavior of the square of statistical errors as a function of « for different values of
w, comparing also n; = 10 with n; = 1 cases to study the impact of multilevel on the
reconstruction.

Considering any fixed values of o and w, by comparing the multilevel results (n; = 10,
blue lines) with classical, one-level algorithms (n; = 1, orange lines), at the energies
we probe we observe a gain in the statistical error from multilevel, which agrees with
our previous findings in Ref. [5]. This gain is more pronounced at low energies, where
multilevel is expected to be more beneficial: with a number of configurations which is
n1 = 10 times larger, the observed gain in the statistical errors of p, ranges between
30 and 80. The difference from the ideal n% = 100 gain in the scaling of the statistical
errors was already observed in Ref. [88] and in Section 4.3 for the variance of C(t), and
it is compatible with the presence of a residual correlation among level-1 configurations.
Even if smaller, the advantage of multilevel can also be observed at higher energies, since
a more accurate estimation of correlation functions, although more effective in the IR
region, typically leads to reduced errors in the linear combinations with the coefficients.
Furthermore, we can appreciate that the behavior of the errors at fixed ny remains rela-
tively consistent across different energy ranges, likely due to the interplay of IR and UV
effects within the linear combination. A better theoretical and numerical understanding
of these effects will be relevant to discriminate whether multilevel algorithms might play
an important role also in the context of spectral reconstructions.

Before concluding this Chapter, we want to briefly discuss possible further develop-
ments of the topics discussed here. Our continuum solution allows for systematic studies
of discretization effects, which can now be treated similarly to what was shown in Sec-
tion 2.4 for the Symanzik improvement program. Instead, the study of finite-volume
effects on spectral densities can be addressed employing the Liischer formalism. Addi-
tionally, our discrete formula has been shown to be the one that minimizes discretization
errors with evenly-distributed data, lacking the ideally geometrically-distributed data
that would be best suited for a straightforward discretization of the continuum formula.
Moreover, the behavior of statistical errors is still an active area of study, both theoreti-
cally and numerically. A comprehensive analysis of these effects lies beyond the scope of
this Thesis and is deferred for future investigations, in order to achieve our long-term goal
of accurately extracting spectral densities from Euclidean time correlation functions.
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Conclusions and outlook

Smeared spectral densities from physics-motivated kernels provide access to phenomeno-
logically relevant observables, such as inclusive hadronic cross sections, semi-leptonic
decay rates, or non-static properties of the quark-gluon plasma, among others. In this
Thesis, we have addressed two stumbling blocks that affect their non-perturbative ex-
traction from first principles in QCD. As Lattice QCD is currently the only established
framework for the first-principle study of this theory in its non-perturbative regime, we
focus on extracting spectral densities from the Fuclidean time dependence of correlation
functions estimated in Lattice QCD.

The first issue we tackled has been that of deriving an explicit, analytic, integral

solution of spectral densities in terms of Euclidean correlation functions. The problem
can be phrased as that of computing an inverse Laplace transform, a notoriously ill-posed
inverse problem that must be addressed in all cases where we are interested in directly
extracting spectral densities. When their convolution with analytically known kernels
is needed, an inverse problem is present whenever those kernels show non-analyticities,
such as poles that extend beyond multiparticle thresholds.
The main contribution of this Thesis in this context is the explicit, analytical solution
to perform this extraction. Spectral densities, as well as their smeared and subtracted
versions, are expressed as the integral of correlation functions with analytically known,
real and computable coefficients. This formalism has improved our comprehension of
different sources of error, allowing for independent analysis of statistical errors and
those induced by a finite temporal extent. The analytical control of the solution also
offers a deeper understanding and potential quantification of discretization and finite-
volume effects on spectral densities, which can be inferred from those of the correlation
functions. Furthermore, we have derived an analytical solution to the discrete problem
that maintains the remarkable property of being exact for any value of the lattice spacing
on an infinite lattice.

In addition, we have addressed the StN problem that affects the computation of
several correlation functions related to phenomenologically interesting quantities. In
multilevel algorithms, the locality of the theory is exploited in order to achieve a bene-
ficial exponential gain in the StN. However, the manifest locality is compromised once
fermionic degrees of freedom are integrated out. The resulting non-local dependence
of the fermion determinant on the gauge field limits our ability to simulate Lattice
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QCD with fermions through multilevel algorithms. To address this, we have carefully
defined a four-dimensional domain decomposition of the lattice, restoring the manifest
locality of the theory, up to a small, non-local remainder which can be easily included
into observables through a reweighting procedure. Using a one-dimensional domain de-
composition, the effectiveness of this approach as a variance reduction technique has
also been demonstrated in preliminary tests, including spectral reconstructions of the
R-ratio.

Although many technical challenges remain to be addressed, our results represent a
substantial theoretical advancement toward achieving competitive extractions of spectral
densities, which is our ultimate, long-term goal.
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Appendix A

Computational strategies in Lattice

QCD

In this Appendix, we extend the discussion of computational strategies for Lattice QCD
of Section 2.5. We refer to Ref. [82] for additional details.

The path integral formalism, paired with the Wick rotation to the Euclidean metric,
allows for a statistical interpretation of expectation values of observables. For sim-
plicity, let us consider a real scalar field ¢ with Euclidean space-time action S[¢].
Identifying p[¢] = %e_s[d’], and defining the partition function Z = f[dqﬁ]e‘SW with
[do] =TI, do(x), it is possible to study path integral averages of observables O = O[¢]

(0) = [ [d61p[¢]0[0] (A.0.1

so that Lattice QCD resembles a classical statistical system, where the states (the field
configurations) have a definite probability. All the following algorithms are based on
the assumption that such a probabilistic representation of the theory exists!. Given a

representative ensemble, namely a set of fields {¢1,...,¢n} where each configuration
satisfies ¢; ~ p[¢] such that the number of fields in a region R is [ [d¢]p[¢] + O (ﬁ),

'In the case of full QCD, slight modifications to the above discussion must be made. Being Grass-
mann variables, fermionic degrees of freedom must be integrated out before computing expectation
values for a probability distribution p[U] depending only on the gauge field configuration U. For in-
stance, for two degenerate quarks we have a similar representation as Eq. (A.0.1)

1 -
(0) = [[aUIplU]OW],  plU] = 5 {det D[U])%e o) (A.0.2)
in terms of the standard gluonic action Sg[U], of the Dirac operator D, and of the partition function

Z = f [dU]{det D[U]}?e %) [qU] =[] dU (). (A.0.3)

If an additional, non-degenerate quark is added, its determinant is commonly treated by means of
rational approximations [95-97].
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we can estimate the expectation value in Eq. (A.0.1) as

1 X 1
_ = T+r0 — A.04
(©)- 3 Yot1+0( ) (A04)
with the last term representing statistical errors. Note that translational symmetry is
preserved by periodic boundary conditions (which are the most common choice, except
for anti-commuting quark fields having anti-periodic ones in time) and can be exploited
to further reduce statistical errors, profiting from available data on the full lattice.

The statistical interpretation of expectation values of observables allows us to gen-
erate field configurations employing strategies which are common for thermal systems
in statistical mechanics, such as importance sampling to generate field configurations
given their probability distribution o< e™, with S being the Euclidean classical action.
In Section A.1, we briefly introduce the concept of Markov chains before describing two
algorithms to achieve the above task, namely the Metropolis-Hastings [91,92] and the
Hybrid Monte Carlo [93] ones. A more recent simulation paradigm is also discussed,
namely master-field simulations [81,100] at large volumes. Given a representative en-
semble, Section A.2 in dedicated to the discussion of measurement strategies. These
simulation algorithms also allow for a statistical interpretation of the associated errors,
whose computation is detailed in Section A.3.

A.1 Simulation strategies: Monte Carlo and beyond

In this Section, we are interested in the generation of a representative field ensemble
given the underlying probability distribution of the field(s).

A.1.1 Markov chains

Let us consider a set of states {qbk}iy: , and define the following quantities:
o Pj; = P(¢j — ¢p) is the transition probability from state ¢; to ¢y;
e aj is the probability that the initial state is ¢y;

. PJ(: ) is the probability that, starting from the state ¢;, the final state after n
transitions is ¢g;

° f](,?) is the probability that, starting from the state ¢;, the state ¢y, is reached for
the first time after n steps.

We can define a Markov chain as a discrete stochastic process where the probability of
obtaining the sequence of states ¢1, ¢o, ..., ¢, is given by

P(¢1,¢2,...,0n) = a1 x P(¢1 = ¢2) x -+ x P(¢n-1 —> ¢n). (A1.1)

The state ¢; is called ergodic if it is
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nel ;;-l)=1;

2. aperiodic, i.e. At >1: Pj(]”)

1. recurrent, ie. fj; =3
=0 Vn # vt for some v;

3. not null, i.e. it has a finite average return time p = Y77 nf](jn) < 00.

Ergodic Markov chains are Markov chains with all ergodic states?. Starting from a state
within a Markov chain, the latter is called irreducible if any other state that can be
reached is still within the same chain. It can be proven that for ergodic and irreducible
Markov chains a unique equilibrium probability distribution 7 = limy, - o Pj (]? )y j always
exists, which is invariant i.e. m = Y, m; Pi.

As described before, we are interested in generating field configurations with a given
proability distribution. A possible way to define a Markov chain that, in the limit of
large Markovian time, reaches a target probability distribution P; = % with R; > 0

Vi (in our case, R; = R[¢;] = e [#]) is given by the detailed balance condition
RiP;j = R;Pj; . (A.1.2)

As seen above, if the Markov chain is ergodic, namely if infy, s, Pjr > 0, then it has a
unique, invariant fixed point distribution. We can take

P = Par(é; = o) + 80 o) [1- [[ao1Pu(@i-)| . Pu>0 (a1
such that [[d¢r]Pji =1V ¢;. If Py satisfies the detailed balance condition

Ps(¢;)Prm(9j = ¢x) = Ps(dr) Pr(or — ¢5) (A.1.4)

then Py is the fixed point probability distribution for the Markov chain defined with P
as transition probability. Here Pg is the analogous of P, defining R in Eq. (A.1.2).

A.1.2 Metropolis-Hastings

In order to generate an arbitrary distribution, the detailed balance condition must be
met, see Eq. (A.1.2). To do so, we can employ the Metropolis-Hastings algorithm [91,92]:

1. given an initial state ¢;, we propose ¢ with any probability @ ;

Rkaj]
" RiQjk |

For the case of a real scalar field, we need to consider the detailed balance condition in

Eq. (A.1.4). We choose Pr(¢; — é%) = Po(¢j — dx)Pa(¢; > ¢x) where Po(d; — ¢r)
and P4(¢; — ¢i) are respectively the probability of proposing and accepting a new

2. we accept ¢, with acceptance probability Aj; = min [1

2Tt can be proven that the states of a Markov chain are all of the same kind, namely it is sufficient
for one state to be ergodic for all of the states of the same Markov chain to be ergodic as well, i.e. for
the entire Markov chain to be ergodic.
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configuration ¢y. The detailed balance condition in Eq. (A.1.4) can be satisfied V Po with
1 Ps(¢k)Pc(¢k—>¢j)]
? Ps(¢;)Pc(dj—dk) I

a similar choice as for Aj;, above, namely taking P4(¢; - ¢5) = min [
If Pc is symmetric, i.e. if Po(¢; = ¢) = Po(ér — ¢;), we find

Pa(¢; — ¢p) =min[1e %], AS = S[¢r] - S[e;]. (A.1.5)
The Metropolis-Hastings algorithm then consists of the following steps:

1. the initial configuration ¢y can be generated arbitrarily, since the results are inde-
pendent of this choice;

2. starting from the current configuration ¢,, we need to formulate a proposal ¢/,
for the update of the field. A possible choice is to fix a lattice point 2’ and define
oL (x) = pn(x) + 65w (r- %), with A > 0 and r a random number uniformly
distributed in [0,1), i.e. with a uniform and symmetric Po. This proposal is
therefore accepted with a probability given by P4 in Eq. (A.1.5). Notice the
locality of the algorithm: at each step, the proposed configuration differs from the
previous one at most by the field configuration in one point. If the action is local,
this observation greatly simplifies the computation of AS in Eq. (A.1.5).

3. One sweep corresponds to a single iteration of the previous proposal step with the
corresponding update or reject for all the points 2’ of our lattice. The observables
can be computed at each sweep, to then estimate

1
N - Ntherm n=

(0) ]Zv: 0[¢n]+0(;) (A.1.6)

Mtherm \Y% N - Ntherm

where Niherm denotes the number of sweeps skipped before starting the measure-
ments, allowing to perform them once the probability distribution has thermalized
i.e. reached the desired equilibrium one.

Notice that an ideal Markov chain thermalizes rapidly, keeping a high acceptance rate
at a low computational cost, while also having negligible autocorrelations.

A.1.3 Hybrid Monte Carlo

The field updates studied for the Metropolis-Hastings algorithm above are local, implying
a slow exploration of the configuration space. Furthermore, local algorithms usually show
increasing autocorrelations with the dimensionality of the system. It is therefore useful to
design a way to perform global updates which are also coherent to avoid low acceptance
rates. The Hybrid Monte Carlo (HMC) algorithm [93] satisfies these requirements.

The HMC algorithm relies on the Hamiltonian formalism, and here we present it for
the simple case of a real, scalar theory, with the generalization to non-Abelian gauge
theories similar to what we presented in Subsection 2.5.2 for the case of Lattice QCD
with fermions. We can follow the same steps detailed for that case, and here we recall
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that the fields ¢ of the theory, with Euclidean time action S[¢], and the auxiliary
conjugate moments 7w with quadratic action, satisfy Hamilton equations in Eq. (2.5.10)

with simulation time 7, which we rewrite for our case as®

do(r,x) _ 0H[p,7] (. x)

dr om(T,x) Y

dm(T,x) _ _GH[¢, 7] _ 0S[¢]
dr do(T,x) o0p(T,x)

(A.1.7)

= -F(r,x).

Integration of Molecular Dynamics equations

Since MD equations in Eq. (A.1.7), see also Eq. (2.5.10), cannot be solved exactly for
any arbitrary form of the action, and thus of the force F, their numerical solution is
required. Different integration schemes have been devised, the most common ones being
for instance the leap-frog and Omelyan integrators [94] of different orders (i.e. with
different scalings of the error as powers of the integration step). In order to provide an
explicit example, we present the leap-frog integrator (LPF). We first need to divide the
integration interval [0, o] in Ny sub-intervals of size 07 such that 79 = 7 Np. Note that
MD equations imply

7(r+07)=7(7) - 07 F(7)+0O (57‘2) ,

(T +07) = (1) + o7 7(T) +0(57_2) (A.1.8)
which can be rewritten up to O (57-2) errors also as
) (570 a5
¢(T) ¢(7‘) ¢(7_) (A.l.g)

7(T) w(T) w(T)
= =] .
(¢(T + 57)) (qs(T) + 5m(7)) +(7) (¢>(T)
The LPF integration strategy consists in alternating updates of the fields m and ¢ as

(ﬂ(m)) = Lupe(No,67) (W(O)) (A.1.10)

¢(70) »(0)
with?
Iipp = [LT (%T) I,(67)1, (%T)]NO = I (%T) [1,(07) L (67) N I (7)1, (%T) .
(A.1.11)

3For each lattice site, the field m(z) in Subsection 2.5.2 was element of the symmetry group algebra,
while in this simple case it simply is a scalar (number). In the computation of the derivatives in
Eq. (A.1.7), for the non-Abelian case we have additional indices and need to correctly consider the
non-commuting group structure.

No

‘In principle, it is possible to define ILpr also as ILpr = [I¢ (%)IW(57)1¢ (%T)] . These two

choices lead to compatible results, and we simply pick one to define the HMC algorithm.
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Despite H not being exactly conserved, since MD equations are not exactly solved, the
LPF integrator (as others also employed in Lattice QCD) is a symplectic integrator, i.e.

e it is time-reversible: Ipp(Ny, —07)ILpr(No,07) =1 V Ny, 0T;
e it conserves phase-space measure: [dm(79)][d¢(70)] = [dr(0)][d®(0)]

implying the conservation of a shadow Hamiltonian H[¢, 7] = H[$,7] + O ((572) along
the time evolution defined by the LPF integrator.

The algorithm

We can now define the HMC algorithm, as done in Subsection 2.5.2, summarized below
for the choice of a leapfrog integrator to solve MD equations in Egs. (A.1.9). A single
global and coherent update of the field configuration consists in the following scheme.

1. A field mp(x) is generated with Gaussian probability Pg[r] = Z%re_%zx (@) je.
with quadratic action in moments, independently of previous configurations.

2. The starting configuration ¢o(x) must be set. The first configuration of the Markov
chain can be arbitrarily defined, since results do not depend on this choice (as it
happened for the Metropolis-Hastings algorithm). For each step following the first,
¢o(x) is instead set as the one reached at the previous step.

3. We need to set initial conditions for MD equations at 7 = 0: ¢g(x) = ¢(0,z),
mo(x) — m(0,z). After fixing 79 and 07, the system is evolved until 7 = 79 by
integrating out MD equations with the LPF integrator with step 7. The transition
probability is

Prpr((¢o,m0) = (¢',7")) = 8(¢" - ¢(70))d(n" = 7 (70)).- (A.1.12)

4. The proposed configuration (¢', 7") = (¢(79, ), (70, x)) would be accepted if MD
equations were exactly integrated. To account for integration errors and ensure
detailed balance, an accept-reject step is applied with acceptance probability

Pa((do,m0) = (¢, 7)) =min[1,e™ 2], AH = H[¢', '] - H[ho, 0] (A.1.13)

We shall now prove that the algorithm designed above is ergodic and it has the correct
fixed point distribution. In fact, the resulting transition probability for ¢ is

Pyu(p—¢') = _[[dﬂ][dW']PG[W]PLPF((QbJF) = (7',¢") Pa((¢,7) > (¢, 7)),
(A.1.14)
so that Ps[¢]Py (¢ - ¢') = Ps[¢'|Py(¢" — @) ie. Py satisfies the detailed bal-
ance condition in Eq. (A.1.4) with respect to the desired distribution Pg[¢] = %Q—SW].
This ensures that the transition probability defined in Eq. (A.1.3), with Py, defined in
Eq. (A.1.14), has the correct fixed point distribution.
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A.1.4 Master-field simulations

A widely adopted strategy in Lattice QCD is that of master-field simulations [81,100].
Numerical simulations of Euclidean lattice field theories usually proceed by generating
an ensemble of representative fields through a Markov process, as detailed above. The
ensemble averages of the observables of interest then provide stochastic estimates of their
field-theoretical expectation values. The idea here is both simple and very promising: if
theories are simulated on very large lattices, accurate results for the expectation values
may be obtained from a single representative field by applying averages of expectation
values on small, local and (ideally completely) independent blocks.

In Lattice QCD, the field variables in distant regions of a physically large lattice
fluctuate largely independently, a property that may be referred to as stochastic locality.
It is possible to compute translational averages over the entire lattice

(O(2)) = %ZO(:HZ) - (0(2)) + O (VP2). (A.1.15)

and their errors

((O@) - (O = 3 DOWO). = 1

> {O(y)0(0))c + O (e‘mR)]

Y lyl<R
1 +0(e™) + -1
7| Z oo o) vo(v 2)] ,
(A.1.16)
where m describes the exponential decay of the correlator at large distances, while
| IZ (O(y)0(0)). = % | |Z 210 +2) - (OW))][O(2) - (O(0))] (A.1.17)
yl<R y|l<R 2

and the O (e’mR), 0] (V’l/ 2) terms are respectively the systematic and statistical contri-
butions to the error of the error. Translational averages thus allow us to define unbiased
estimators for expectation values and to estimate the corresponding errors up to expo-
nentially small statistical uncertainties, and with power-like volume effects which are
negligible as long as we consider very large lattices. These FVEs might dominate over
other smaller but less controlled FVEs, eventually allowing to ignore them, as detailed
below for some of the many interesting applications of master-field simulations.

Topology fixing. The topological charge density g(z) defines the topological charge
of the gauge field Q = [ d*x q(x), see Eq. (1.1.10). The SU(3) group has a non-trivial
topology and in the continuum formulation of the gauge theory its phase space is divided
into disjoint regions which are labeled by distinct values of (). If the theory is studied on
a lattice, it turns out that the links’ phase space is not disjoint: regions with a different ()

S

from its continuum limit correspond to a small probability e™, i.e. at sufficiently small
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lattice spacing configurations do not cross regions with fixed Q. Therefore, Lattice QCD
must be simulated with the correct fixed topology, even though QCD is not a theory with
a fixed topology, thus introducing unphysical FVEs in the simulations. In fact, fixed-
topology simulations give results for local correlation functions that differ from their
exact field-theoretical values by terms of O(V ). Yet, in master-field simulations these
effects are parametrically smaller® than the statistical errors of O(V’l/ 2). This shows
that master-field simulations can provide a solution to the infamous topology-freezing
problem in Lattice QCD if the physical size of the lattice is large enough.

HMC. The use of global operations seems to be unnatural in local theories, but it
should be reconsidered when very large lattices are simulated. For instance, global
operations are necessary to evaluate AH in the accept-reject step of the HMC algorithm,
correcting for the inexact numerical integration of MD equations. Due to floating point
errors with alternating signs, AH oc /VeP (rather than V'eP), where € is the step size of
the MD integrator of order p. The acceptance probability is computed as min [1, e AH ],

which means that we need € o< V_% for a reasonable acceptance rate. Furthermore, the
computation of AH is affected by a loss of significance.

These problems are caused by the use of global operations and can be therefore avoided
by updating the field variables in a small, local block (sub-lattice) while keeping the other
field variables fixed. In this way, the error on the accept-reject step are proportional to
the (small) volume of this block, even if more accept-reject steps are needed in order to
update the field configuration on the whole lattice. The localization of the simulation is
relatively straightforward for a pure gauge theory, but it is highly non-trivial in presence
of the sea quarks. In Chapter 4 a one-dimensional division of the lattice in (thick) time
slices allows to solve this issue for fermionic theories, alongside with our new proposal
for localizing the algorithm with a four-dimensional domain decomposition.

A.2 Measurement strategies: the computation of quark propagators

Besides the generation of gauge-field configurations, the most time-consuming aspect of
a full Lattice QCD study is the measurement part, namely the computation of quark
propagators. This ultimately amounts to inverting the Dirac equation

Dij(x) = n(x) (A2.1)

with the massive lattice Dirac operator D, the known source n(z) and the desired
solution ¢ (x). The usual method to solve this linear equation is to minimize the residue

r(z) =n(x) - Dy(x) (A.2.2)

®Note that, if a single representative field is generated, all the computational work is done in the
thermalization phase required for the Markov chain to reach its fixed point. In order to reduce the cost,
the fields are usually initialized from thermalized configurations on smaller lattices through reflections
at the lattice planes, allowing for fixed-topology effects to be of O(V™') and not larger.
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of the approximated solution ¢(x). This can be achieved by applying iterative methods,
the most common ones being Krylov-space solvers such as (generalized) conjugate gra-
dient methods. The solution v, at the n-th step is found as the one with minimal norm
of the residue r, = n — D1, within the n-th dimensional Krylov space IC,,, which is the
complex linear space generated by n, Dn, D?n, ..., D" 5. For instance, the generalized
conjugate gradient method leads to the solution

n-1 1
Un= ) ) cayr; (A.2.3)
1=0 j=0
with known coefficients {c;}1"} and {a; }{:8 fl_l from
n—-1 l
rn=n- 2 (xmxis xi =, aDry (A.2.4)
1=0 =0

where 7o =1 and {x;}"; is any orthonormal basis of DK,,, and usually n € [16,32].

A.2.1 Preconditioning

A common strategy to substantially improve the convergence properties of the iterative
methods used to invert the Dirac equation is to precondition the initial equation, i.e. to
solve a slightly modified one LD R¢ = Ln for ¢, to then recover the solution as ¥ = R,
with ideally D » L™'R™!. A common choice for the Wilson-Dirac operator is to apply
even-odd preconditioning. We can apply an even-odd lattice decomposition and compute

Dee D 1 —DeD7} 1 0
D=|_% " L= cooo R= A.2.5
(Doe DOO)’ (0 1 ) (—Dggpoe 1) ( )

with the diagonal blocks Dee, Do, defined as the projection of the initial matrix to even,
odd domains, thus avoiding mixing different lattice points and being easy to invert. The
preconditioned system amounts to inverting

D 0

LDR =
& (0 Dao

) ) E = Dee - DeoD(;(}Doe (A26)

where inverting the Schur complement Dis usually 2x or 3x faster than doing so for D.
Another common choice is to define a preconditioner through the Schwarz alternating
procedure [187-191], see also Subsection 4.2.3.

A.2.2 Low-mode deflation

As already detailed in Subsection 1.4.2; the spontaneous breaking of chiral symmetry
is related to the low modes of the Dirac operator through the Banks-Casher relation,
see Eq. (1.4.30). It is both physically intuitive and numerically recommended at small
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quark masses to treat these modes independently of the other ones. The idea is to
project and exactly compute the solution on the space spanned by the first (smallest)
few eigenvalues. The solution on the remaining space can be found by solving a better-
conditioned system with standard, iterative algorithms.

The computation of the lowest eigenvalues and the corresponding eigenvectors might get
prohibitively expensive, since the required computer time grows rapidly with the lattice
volume®. In order to overcome this issue, a deflation strategy has been defined that does
not require the exact knowledge of the low modes. It is possible to study the solution
projected on the subspace generated by any set {qzbk}kN: ; of N orthonormal quark fields,
with Py = Zé\; or(dK|1). Defining the projectors

P, =1-DP(PDP)'P, Pr=1-P(PDP)'PD (A.2.7)
and the projections

Yy=Q-Pr)p, =Py, n=0Q-P)n, n.=Pn (A.2.8)

we can split the Dirac equation into two decoupled equations

Dypy=mny, Dypr=n.. (A.2.9)

The solution ¢ = P(PDP) !5 can be easily found, and %, can be computed with
standard iterative methods through the inversion of D = P, D(1 - P) (usually with an
additional preconditioning step), a system which might be better conditioned than D,
depending on how much 1 — P effectively approximates the subspace spanned by the
low modes of D'D. A possible strategy is to introduce a domain decomposition of the
lattice in non-overlapping blocks to define P as the projector on a set of orthonormal
fields on each block. In this case, an important role is played by the property of local
coherence [82], i.e. the requirement of O(V) low modes of the Dirac operator aligning
to a lower dimensional linear space on each small block of lattice points.

A.2.3 Random sources

The main idea of using random sources [82,103| is to exploit the decoupling of link
variables in distant regions of a large lattice to average over almost independently sam-
pled hadron propagators computed at a set of stochastically selected and distant source
points, reducing statistical fluctuations but increasing computational costs, since quark
propagators must be recomputed at each point. Random sources can be regarded as

SRecall the Banks-Casher relation lim_ o limm-o limy -eo p(A,m) = %E, see Eq. (1.4.30), where
3 = = limy, 0 limy oo (Tu) is the quark condensate, p(A,m) = & ¥32,(6(X = A)) is the average spectral
density of the eigenvalue A = A; +im of the Dirac operator with mass m, and A\, are the eigenvalues
of the massless Dirac operator. It follows that the number of low modes of DD with eigenvalues
ar=m2+ A < M?is v(M,m) = %AEV, A? = M? - m?. Since v(M,m) ~V, an effective deflation of the
Dirac equation requires O(V') deflated modes, with O(V?) cost.
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a set of additional fields that are decoupled from the dynamical ones (the degrees of
freedom of the theory). Therefore, physical quantities are independent of the details of
the generation of such sources. For Gaussian random fields, for instance, we can con-
sider a multiplet of pseudo-fermion fields on the fixed-time spatial lattice {nl(x)}ﬁ 3 with
quadratic action Ss[n] = Zf\fl(m,m) such that (n;(x)n;(y)")s = 6ij0x—y. We randomly
generate the source fields with probability density o< e%[7] for each gauge-field config-
uration in a representative field ensemble. We consider observables O[U,n] depending
both on the gauge field U and on the random sources 7, easily recovering (using Wick’s
theorem, as long as O[U,n] is a polynomial in 7) ordinary (non-stochastic) observables
by integrating out the sources. For instance

0=t %Z (x)TS
A ni(x)'S(x,y)|

S 4=1x,y

ni(y), (O)s= 2 Tr{S(z,2)} (A.2.10)

T0=Yo

allowing the trace in the last equation to be estimated stochastically. These sources
allow to reduce statistical fluctuations thanks to volume averages, being beneficial in
many cases e.g. for the computation of the pion propagator. Additional refinements
can be made, e.g. combining this strategy with low-mode averaging [104-106|, with
additional care to be put for the estimation of single-trace propagators and differences of
propagator traces for disconnected correlation functions, see Ref. [99] and the discussion
in Appendix H. In general, we emphasize the need to carefully analyze the variance of
any proposed stochastic observable before applying random source methods in order to
achieve a good scaling of statistical errors with the lattice volume.

A.3 Statistical analysis

Building on the results discussed so far, we are now able to extract physical observ-
ables from Lattice QCD simulations. Besides, we must be able to provide a consistent
error estimation, since any measurement without the knowledge of its uncertainty is
completely meaningless. This is based on correct error propagation, which usually is a
non-trivial task due to non-linearities in the measurement process. Resampling tech-
niques, such as the jackknife or the bootstrap methods, allow to estimate errors with
minimal efforts with the assumption of negligible correlations, while the slightly more
involved I'-method [252] is always able to provide a conservative error estimate. We are
now going to describe these strategies, and for further discussions on this topic we refer
to Refs. [253,254]. Also, for practical purposes, the error analysis in this Thesis has been
performed with the pyobs package [255].

Let us consider N measurements O; of an observable O performed at the equilibrium
configurations ¢;, i.e. O; = O[¢;],i=1,...,N. It follows that

1

N
0=120:-(0)+0( ). (O] [l 0. [©)-(0) (As1)
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defines an unbiased estimator for the mean value of observables, where the average (O)
can only be computed assuming ideally either an infinitely long Markov chains with
different starting configurations and sequences of random number, or a single infinitely
long Markov chain with infinitely-many samples. Uncorrelated measurements satisfy
(0;04) = (0;){(O;) Vi#j. Their errors and the corresponding unbiased estimator are

2 _ 00 A2 1 S A2 2 A

For correlated measurements, i.e. such that (0;O0;) # (O;)(0;), it is useful to introduce
the autocorrelation function and its corresponding estimator as

1 N-t . .
To(t) = (0;0;4) - (0)?, To(t) = v (0;-0)(0it-0). (A.3.3)
i=1
In a homogeneous Markov chain, transition probabilities are independent of markovian
time (number of update steps performed since the initial configuration). The autocor-
relation function is independent from markovian time as well, so that

2 N-1
1 Fo(t

0_27 = U_OzTi(r?ta 7'1(3 = 1+2 O( ) (A34)

© N 2 i=1 FO(O)

with the corresponding estimators

A 1 N To(t)
A2 ="09970 = FO - _[119 Y 2| A35
)] N Tint Tint 2 [ 7; FO(O) ( )
Based on Eq. (A.3.4), the effect of the quantity 279 in can be interpreted as an effective
correction to the naive estimate of the error a% = O’O /N due to the presence of correla-

tion. Assuming uncorrelated measurements, where 270 Ting = 1, we would correctly retrieve
this estimate, while the presence of correlations implies 27, it > 1, reducing the number
of effectively independent samples.

A.3.1 The jackknife method

For the moment, let us assume that the measurements O; are uncorrelated (otherwise,
see the following discussion of the I'-method). This can be achieved either by skipping
or by binning (averaging) measurements once every 270 Tine steps. Suppose we want to
estimate a function F'({a), (b)), with a, b being primary observables, such as Wilson
loops, quark-line diagrams or any other function of the gauge field, from which physical
quantities as F' can eventually be obtained. From the central limit theorem it follows

that N N
; (%) Bz%;bl (JLN) (A.3.6)
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implying

OF (A.3.7)

a a + —
(a),(b) ob

(5—(b))+0(%).

(a),(b)

We can estimate the corresponding variance from

2
() (%
(a),(b) ob

7"\ %a
with Cov(a,b) = ((@ - (a))(b— (b))). This method does not seem too appealing nor it
is practical for arbitrarily complicated functions of any number of primary observables.

2
) a§+2(8—Fa—F) Cov(@b)  (A.3.8)
(), (b) da b /l(a),(b)

aj,

For this reason, an alternative and more sensible procedure was developed: the jackknife
method. We introduce the jackknife variables for primary observables

aiz— aizﬁ—ak N 6‘]:6,
_12:1,i¢k: N-1
(A.3.9)
g N-1& ;52
[Aa] = Z(ak—a) = A7

i.e. it is possible to compute their mean and error to retrieve the exact same values
of those of primary observables. The value of this method resides in the fact that this
property holds true also for jackknife variables of derived observables, i.e.

F/=F(a]) - F' =r(@)-F@-F,
2 N-1JX —\2 (A.3.10)
[a7) =5~ X (F/-F) =%

as well as for derived observables depending on more variables, allowing for a simple
computation of the error for arbitrary composite functions.

A.3.2 The I'- method

The jackknife method is based on the assumption of the absence of autocorrelation in
the measurements. Here we are going to provide a simple, executive summary of the
more general ['-method, detailed in Ref. [252]. The aim is to explicitly estimate the value
of 7_'1(?1'5 as the integral of the autocorrelation function in Eq. (A.3.4) in order to correctly
estimate errors, avoiding the often imprecise assumption of absence of autocorrelation.
In order to do so, we exploit a property of the autocorrelation function, namely its
exponential decay at large markovian times t. Let 7 be the finite characteristic timescale
of the exponential decay of ', such that T'(¢) o e /7 at large t. We can now introduce
an upper bound ¢t = W to truncate the integral, with the resulting truncation error being
estimated by integrating the tail, using the exponential decay as an approximation for
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the autocorrelation function. The resulting error will be twofold, one of a systematic
and the other of a statistical nature, with the corresponding approximate estimates
behaving like e W/ and 2 W /N respectively. The idea is to determine the optimal
value W* of W that minimizes the absolute value of the sum of these two contributions.
Note that the quantity 2W* plays a similar réle to the bin length B in the binning
procedure, where the systematic error on the error estimate behaves like 7/B, both for
the ordinary binning and for the jackknife strategies, while the statistical error on the
error is /2B/N. Also for this case it is possible to find the optimal value of the bin size
and of the corresponding total error. The advantages of the I'-method, with its explicit
analysis of autocorrelation functions, with respect to binning, can be understood from
the resulting behavior of the systematic error on the error, decaying much faster in the
first case (exponentially) than in the second one (like 1/1). This in turn allows for a
better estimator of the error on the error.
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Appendix B

Quantization condition

Lattice QCD simulations are defined in a finite volume, causing the QCD spectrum to
become discrete. Therefore, generic zero-momentum correlation functions

Clao) = [ d*x(0"(20,)0(0)) (B.0.1)
can be represented in a finite-volume of spatial length L as

C(w0; L) = Y. Cp(L)e EnBlel -, (L) = (0|0 (0)|n)]? (B.0.2)

in terms of the finite-volume spectrum E, (L) and matrix elements C,,(L). The associ-
ated spectral density is then

:O(W;L) = ch(L)d(w_En(L)) (B'O'3)

In the low-energy regime, the finite-volume spectrum and matrix elements can be directly
computed from lattice correlation functions. For instance, single-particle states can be
safely extracted from a fit of the exponential temporal dependence of Eq. (B.0.2), since
they are affected only by exponentially suppressed finite-volume effects (FVEs), due
to virtual pions propagating in periodic systems. In typical Lattice QCD applications,
where m,L > 4, their magnitude is generally around or below a few percent. In the
following discussion, these terms will be neglected. Multiparticle states are much more
sensitive to the exponential increase of the StN described in Section 2.6, requiring more
sophisticated alternatives for their extraction, such as the the GEVP [256] method, or
a solution to the StN problem, such as multilevel algorithms [1,4,83-88|. Additionally,
when at least two particles are involved, the finite-volume spectrum and matrix elements
show instead power-like FVEs that cannot be neglected.

As shown in the seminal works of Refs. [50,51] for the case of two-to-two scattering
in a scalar theory at energies below the inelastic threshold, the finite-volume dependence

'The discussion is straightforwardly generalizable to higher momenta projections, which we do not
address here for simplicity.

102



of the spectrum can be directly related to infinite-volume amplitudes. This relation is
often referred to as quantization condition and it holds up to terms that are exponentially
suppressed in the spatial volume. In this Appendix, we briefly review this case. Note
that a similar correspondence is also valid for matrix elements [52].

Since we are focusing on FVEs, we set the QFT in a torus of spatial length L and
infinite temporal length. We follow the derivations in Refs. [53,54], considering the case
of 2 - 2 scattering at energies strictly below the inelastic threshold. In this kinematic
regime, the s-channel is the only one that involves the exchange of virtual particles
that can potentially go on-shell. Once the theory is set in a finite volume, momenta
are discretized and the integrals over the momenta of virtual particles become discrete
sums. The differences of finite-volume sums and infinite-volume integrals can be studied
through the Poisson summation formula, which in one dimension reads

1 dk dk 2
- Ky =f— k f—lL”f Y, kp=ln. B.0.4
LYotk - [ o+ [ etta. k-Fa @0a)

The last term on the r.h.s. of this equation represents the sum-integral difference for the
function g(k), which decreases exponentially as L — oo for analytic functions, while for
other cases its decay is power-like. These non-analiticities are related to the presence of
particles propagating within internal loops that may potentially go on-shell. Therefore,
for the case we are studying, power-like FVEs can only arise in the s-channel, whose
contribution can be explicitly isolated exploiting the non-perturbative Bethe-Salpeter
equation. This separation allows to study the sum-integral difference between finite and
infinite-volume contributions using the Poisson summation formula, as described above.
In 141 dimensions, we can express the finite-volume scattering amplitude as

_ 8qv/5 RN
Mar(s) = cotd (q) +cotop(q, L)’ 1=97s Am? (B.05)

for a process with two particles with total initial energy /s in their center-of-mass frame.
Above, we introduced ¢(q, L) by rewriting the sum-integral difference as

corola 1) =[S-pv fan] Lo ao

:1: M
2

- (B.0.6)

while the infinite-volume scattering phase shift d(¢) is related to the infinite-volume
scattering matrix Mo through

_ cot
Re(M;")(s) = q&ﬂ_qu)

The finite-volume spectrum is thus given by all the solutions to the quantization condi-

(B.0.7)

tion

cotd(q) +cotp(q, L) =0 1ie. 26(q)+qL=2mn,neZ (B.0.8)
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where 0(q) encodes infinite-volume dynamics and ¢(q, L) finite-volume kinematics. In
the 3+1 dimensional case, a careful estimation of the sum-integral difference leads to a
similar quantization condition as in Eq. (B.0.8) of the form

det [M3'(q) + F5°(¢,P,L)] =0 (B.0.9)

where the determinant is computed in the space of angular momentum in the center-of-
mass frame of the two on-shell particles with spatial momentum P. We note that we
can again clearly separate the infinite-volume dynamics contribution of Ms from the
finite-volume kinematic effects, encoded in Fi¢, which is a matrix of geometric functions
in angular momentum space that encodes how angular momentum states mix due to
the reduced symmetry of the finite-volume system, generalizing to the 3+ 1 dimensional
case the term cot ¢(q, L). Similar arguments hold for FVEs in matrix elements [52, 53].

Incredible progress has been and is being made in generalizing these quantization
conditions to more and more difficult cases [53,54,126-142]. For instance, two particles
with different masses and spins can be studied as well, and all the relevant cases involving
2 initial particles have been analyzed, see Ref. [142| for a review on this topic. The more
complicated case of 3 particles is an active area of research, recently reviewed in Ref. [54].
It is based upon the knowledge of the 2-particle scattering, and it is limited to specific
energy ranges as well. Extensions to 4 scattering particles would then be based on the
full knowledge of 2 and 3 scattering particles, with increasing difficulties arising in the
definition of the corresponding quantization conditions, hindering the study (through
these finite-volume methods, at least) of phenomenologically interesting processes such
as B — mm, where the threshold for producing more than 30 pions is open.
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Appendix C

Spectral densities and the inverse
problem in QCD

In this Appendix, we provide more details on the examples of spectral densities in Quan-
tum Chromodynamics (QCD) discussed in Chapter 3, discussing the inverse problems
to be solved in the cases of deep inelastic scattering, semileptonic inclusive decays of
heavy hadrons, and the extraction of transport coefficients in thermal QCD.

C.1 Deep inelastic scattering

Deep inelastic scattering (DIS) is the study of collisions of high-energy (“deep”) hard
leptons with fixed hadronic targets via virtual photon exchange (energies are far below
than those needed to produce a Z-boson). The kinematics of the process is described in
Fig. C.1, where a hard lepton with mass my carrying initial momentum & collides with a
hadron with mass M and momentum p through the exchange of a hard spacelike photon
with momentum ¢ s.t. Q% = —¢? > 0, producing a final hadronic state X with mass
M x which is usually not detected, thus allowing us to obtain information only on total
(inclusive) rates. The scattering process is deep as Q% > M)Q( >> m?. We are interested
in the unpolarized cross section in the nucleon rest-frame

4 Sk A LMW, (p k- k'
do = = K Am LW (p k= ) (C.1.1)
Q4 (27‘(’)32wkr 2k02M
where the leptonic tensor
LM = 2(KME"™ + KV KW — g" k- E) (C.1.2)
and the hadronic one
1 1qx em em
Wou(p ) = 1—— 5 [ o™ (N p AV @)V OV, p, ) (C.13)
Quav  Fo (P Q)au (P 9o
=F-(—gl,+ )+—(p -—|p, - — C.14
U ) Tp g ¢ (C14)
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k k'
qg=k-k
p pPx=p+tq
Figure C.1: Deep Inelastic Scattering of a

proton colliding with a hard lepton, carrying
initial momenta p and k respectively, via the
exchange of a virtual, space-like photon with
momentum gq.

Py

bv

X

Figure C.2: Semileptonic weak decay of a
heavy meson Hg — £+ 7y + X, with the initial
meson Hg carrying momentum p and the final
lepton ¢ and antineutrino 7, with momenta py
and p, respectively.

are factorized. In Eq. (C.1.3), |N,p, \) is a stable single-particle QCD state for a nu-
cleon with flavor label NV, total three-momentum p and projection A of the spin along
the z-direction. The total number of spin states ny is 2 for a nucleon, while V™ is
the electromagnetic current defined in Eq. (3.3.3), and Fy, F» are structure functions,
depending only on the scalar quantities ¢> and (p-¢). The unpolarized cross section for
the inclusive process (e + p - ¢’ + hadrons) depends on these as

d’c  e*Mq°
: : Q? wa) _ ¢ ; :
where the Bjorken-z is = = TR0 and y = k) = 0 18 the fractional energy loss of the

lepton in the nucleon reference system. The hadronic tensor can be extracted directly
from the Euclidean time correlation function projected to definite spatial momentum
px [107]

Cuw(7,PxiP) = e rT f d3x PPN p AT (7,%) S (0)|[N, p, A)
(C.1.6)
by inverting the Laplace transform
o 0
C,LW(Ta Px; p) = A dpg e Pe ,Lw(p>p:v —p) . (Cl?)

Our ability to perform the inverse transform of Eq. (C.1.7) would allow a direct estimate
of the spectral density W, from which the structure functions of the nucleon F; and
F5 can be extracted, from the knowledge of the correlation function in FEuclidean time,
measured e.g. from lattice simulations.

C.2 Semileptonic decays of heavy hadrons

The study of semileptonic decays of heavy hadrons Hg containing a heavy quark @
(such as B and D mesons, containing one b and ¢ quark respectively) represents a rel-
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atively clean environment to test the Standard Model since these decays involve both
a quark transition and a lepton in the final state. For instance, we can think of the
decay Hg — (v, X shown in Fig. C.2, where X represents any hadronic state compatible
with the decay. Inclusive semileptonic decays of heavy mesons (e.g. B and D) allow to
extract the Cabibbo-Kobayashi-Maskawa (CKM) matrix elements, and the presence of
discrepancies [30] between their current inclusive and exclusive experimental measure-
ments (by LHCb, Belle, Belle II, BaBar) call for urgent theoretical predictions of e.g.
|Vep| [171] and |V, allowing to test CP violations in the Standard Model by studying
the unitarity of the CKM matrix.

For the case shown in Fig. C.2; as it happened for DIS it is possible to factorize the
leptonic and hadronic contributions to the differential decay width [107]

T _ GilVoql

uv Hgo—-X
dErdpdd ~  sm L W (G2.1)

where G is the Fermi constant, F, is the lepton energy, ¢ = ps + p, so that ¢> > 0 and
q" are the ¢ - 7, invariant mass and energy respectively. The leptonic tensor here is

LM = pif o, + pivl = (pe - pu) 9" = i€"* py ppuo (C2.2)
while the hadronic tensor is
Ho—X 1 4 igr f
Ww* = (v,q) = dze " (Hgq,p|J,(x)J,(0)|Hg,P) (C.2.3)
2My,

where v# = p‘;{/MHQ is the four-velocity of the stable single-particle QCD state |Hg, p)
for the heavy hadron Hg containing the heavy quark @, with total three-momentum
p, while J,, = §v,(1 - 75)Q is the flavor-changing current with one light and one heavy
flavor, associated to the spinors g and () respectively. The hadronic tensor W, can
again be decomposed into structure functions. It can also be interpreted as a transition
spectral function and related via a Laplace transform [107]

Ho—X e —pOry Ho—X
Cw’ (7, PxiP) = fo dp) e P TW,,2 "7 (p, pe — p) (C.2.4)
to the Euclidean time correlation function projected to definite spatial momentum pyx

Ho—->X
C;WQ (Ta px;p) =

e “pT /dgxei(p_px)'x(HQ,pUT(T, x)J,(0)|Hg,p). (C.2.5)
2Mpy, ’

Our ability to extract WﬁQ_)X from C,JZ,Q_)X again would allow us to compute the
corresponding structure functions.

Notice the strict analogy between the formulae for this and the DIS case. As a
matter of fact, these two examples can be straightforwardly generalized in order to
extract total decays or transition rates into final states with any number of hadrons (i.e.
considering all out-states with a given set of QCD quantum numbers). These quantities
are integrated out w.r.t. hadronic degrees of freedom, but in principle they can be
differential w.r.t. non-hadronic degrees of freedom such as those related to photons or
leptons. We refer to Ref. [107] for further details.
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C.2.1 Total inclusive semileptonic decay rates

The specific case where one is interested in extracting total inclusive semileptonic decay
rates has been studied in Ref. [108], see also Chapter 3 of Ref. [172]. Taking as an
example inclusive decays Bs; - fU, X, they are characterized by a sum over all possible
final states allowed by the kinematics of the specific b — ¢ weak transition, with the
state X possibly including multiparticle states besides single-particle ones (such as Dj).
The differential decay rate, already given in Eq. (C.2.1), can be integrated out in order
to obtain the total decay rate as

G2 ‘/C 2 CImax2 2 —(1 —(1 Wmax
= M/o dq? \/qQZX()(q2), X()(qQ) = /w dw XV (g2, w) (C.2.6)

3
247T 1=0 min

where w and q are the energy and three-momentum of the final-state hadron respectively,

M2 _M2

- 2 — 2_17B D
Wmin = \/Mp_+d?, Wmax = Mp, = \/q?, Amax” = o and where

S

X(O)(q2,w) = qZWO%S_’X + z:(qz2 - WBQ_’X + Zq WBQ_’X ,

I (C.2.7)
XM (q?,w) —qqu (W e womY), X w) =gy Wi

Inclusive hadronic decays of the 7 lepton have been studied in Ref. [173], obtaining

G2|Vya|*m2 1

i - Mf ds (1-5)2[(1+25)pr(s) + pr(s)] (C.2.8)
167 0

where the integration variable is s = ¢?/m?2. The transverse and longitudinal spectral

form factors, pr(s) and pr(s) respectively, are given by the decomposition of the spectral

density tensor

1 (q) = (0J%,(0)(2m) 64 (P - ) J14(0)[0) = (¢"¢” - ° 9" )pr(a®) + ¢"¢” pL(¢*) (C.2.9)

with the current J, = uy*(1-v5)d and the QCD 4-momentum operator P. This spectral
density is the inverse Laplace transform of the correlation function at positive Euclidean
time 7 > 0 and projected to fixed spatial momentum q

C%(T’Q):[d:gxe_iq’x((]ugd(ﬂx 2(0)7[0) = f dwe™Tpht(w,q).  (C.2.10)

It is now even clearer that a procedure to extract the spectral densities, represented above
by the hadronic tensor Wlf,Q_)X and by p Z, from measurements of Euclidean time cor-

relation functions, denoted above as C,“, X and C* is of primary importance, also for

ud’
the study of semileptonic decays. If we want to compute hadronic structure functions,
then the inverse Laplace transform of Egs. (C.2.4) or (C.2.10) must be directly solved. If
we are interested instead into inclusive hadronic decay widths, Eqgs. (C.2.6) and (C.2.8)

must be solved. We note that in both equations the integration interval is limited by the
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kinematics of the process to energies below Mp and m., respectively, effectively insert-
ing a Heaviside step-function, whose inverse Laplace transform cannot be analytically
computed!. As discussed in Section 3.2, this prevents us from rewriting the integrals in
Egs. (C.2.6) and (C.2.8) in the time-momentum representation, necessitating the inverse
problem to be addressed in a different way.

C.3 QCD transport coefficients

Non-static properties of the quark-gluon plasma i.e. QCD transport coefficients can
be extracted from hadronic spectral densities at finite temperature as well [109]. For
instance, the shear viscosity in SU(3) gluodynamics is given by [110,174-176]

d

n(T) =" (C.3.1)

dw lw=0
at temperature T = 1/Ly = 1/, where the spectral density p(w) is related to the two-
point function of the energy-momentum tensor

Va2l Vel T a 1 a a
O(xo) = L] f &Px (T12(0)T19(20,%)), Ty = FLFih - T, (C3.2)

by a slightly modified Laplace transform of the form

% cosh[w(Lo/2 - x0)]
O(x :L5f dw p(w C.3.3
(0) = Lg 0 p(w) sinh[wLy/2] ( )
to take into account thermal effects.
Tt can be seen for instance by inserting the representation
O(Mp - w) = ———lim [~ 9 gi=(15-) (C.2.11)

2m€ >0 J-oo T + 1€

inside the Bromwhich integral in Eq. (3.2.3).
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Appendix D

Projectors on inner boundaries

Starting from the action

S =3 0(y)D(y, )¢ (x), (D.0.1)

a"?y

where D has the form described in Subsections 2.3.2 or 2.4.1, it is possible to extract the
explicit form of hopping terms, which are only due to Dy in Eq. (2.3.11) or Eq. (2.4.5):

1-7,
2

1+,
2

D(z,xz+ap) =-Uy(z) , D(z,x —afi) = —Uli(ac) (D.0.2)
and there is no hopping between lattice points whose distance is larger than one lattice
spacing in any direction of the lattice. Projectors on the inner boundary 9A; of the
domain A; are defined as

Pon,Dp, ;= Do, jPon, 1% ] (D.0.3)

and are such that

1=
2

3
Do) = =0, () 32 [ =505 (o - 0V + )

1
i @ - o) - o) o - af)|

(D.0.4)

+

where OA; is the external boundary of the domain A;, A is the union of nearest neighbors
of A; and U, is the characteristic function relative to the domain A. Therefore

% i 2 e DA, z +aji€ OA}
Porp(z) =42 "~ v L
GRS FEN if x € OA;, @ - aji € OAF

0, otherwise

(D.0.5)
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Appendix E

LU factorization of the
block-banded Wilson-Dirac operator

The LU factorization for block banded matrices leads to the simple result for the Wilson—
Dirac operator [257]

DAo,o DA0,1 0 1 B 0 ... Ag 0 0
Dy, y Day, Day, 0 1 By ...||Dr, 41 0o ...
' : : = ' E.0.1
0 0 1 0 Dp,, As ’ ( )

0 DA2,1 DA2,2

where A;, B; are defined uniquely in terms of the DAM by the recursion relations

A= DAi,i - DAi,z‘+1Ai_+11DAi+1,i » Bi=Dx z_+11 ) (Z =0,..., 7~ 2) ) (E'O'2)

iyi+1

whereas Ar_1 = Dp,y - Using the factorization in Eq. (E.0.1), the linear system
D1y = n can be easily solved, again leading to recursion relations. It is useful to consider
the case where the source 7 is non-zero only on one thick time-slice Ag. Solutions for
sources on multiple time slices can be obtained by superposition. The system

1 B(] 0 ce X0 0
0 1 By ... X1 :
0 0 1 : ="k (E.0.3)
0 1) \x1r-1 0
is solved by
k-1
H (=Bj) [m i<k
yvi=4{L"™" . (E.0.4)
Mk i=k
0 1>k
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taking the obvious ordered product. Using Eq. (E.0.2) we can rewrite

k-1 A
H (_Bj) Nk = (_)k_l (DAi,z‘+1Az'_4-11) ce (DAkq,kAl;l) Nk » (E'0'5)
j=i
where for 7 < k the y; have support only on the boundaries. By solving the system
AU 0 0 o wo X0
DA1 o A1 0 - : :
, = E.0.6
0 Dy, Az ’ ( )
: VA XT-1

we obtain the final result

Yo=Ag" x0, ¥i=A7"(xi— D, tic1), (i=1,...,T-1). (E.0.7)

As for the y;, the second term in the parentheses in Eq. (E.0.7) lives on the boundaries.
The matrix Ai‘1 propagates these two contributions into the center of the thick time-slice.

E.1 The 2x2 case

The previous derivation for the 2 x 2 block-banded Wilson-Dirac operator

e N e e R
DA1,0 DA1,1 0 I DA1,0 DA1,1
where the Schur complement is defined as
SAo,o = DAo,o - DA0,1D/_\1,1DA1,0 ) (E'1'2)
leads to
Syt -Sit Dy, , Dy}
D—l — B 0,0 B B B 0,0 0,1 B 1,1 B (E.1.3)
_DAl’lDAl,OSAQO DA171 + DA1,1DAl,OSAO’ODAO,IDAlJ
and

det D = det Dp, , det Sp,, = det Dy, , det Sy, , (E.1.4)

where Sy, , is the equivalent of the Schur complement in Eq. (E.1.2) but computed with
respect to A ;. Thanks to Eq. (E.1.1), this formula can be equivalently rewritten as
-1
1 D AO,ODAo,l

DAo,o DA0,1
det =det Dy, , det Dy, , det . . (E.1.5)
DA1,0 DA1,1 DALIDALO 1

It is worth noting that Szzé , 1s the exact block in the block inverse of D. By putting the

Schur complement in the bottom-right block, the analogous formula can be written as

-1 -1 -1 -1 -1 -1
DAOYO + DAO’ODAO,ISALlDAl,ODAOVO _DA()’ODAOJSA

D= (E.1.6)

-1 -1 -1
_SAlleAl,ODAOYO SA

with Sy, , defined as in Eq. (E.1.2) but with 1 < 0.
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Appendix F

Path integral derivation of fermion
determinant factorization

This Appendix describes an alternative way to derive Eq. (4.2.3), while also providing
useful intermediate results for the case of a multidimensional domain decomposition.
Additionally, it outlines a strategy to achieve an approximate factorization of the prop-
agator starting from that of the fermion determinant.

We consider a lattice domain decomposition in non-overlapping domains Ag, A1, Ao,
with Ag and Ay being disconnected, and a local definition of the Dirac matrix D, e.g. the
Wilson-Dirac operator in Eq. (2.3.11) or its O(a)-improved counterpart in Eq. (2.4.5).
We can represent it as

DAO DAO 7A1 0
D=|Dn,ny Dar,  Dagn, (F.0.1)
0 Dp, A, Dy,

where the hopping terms Dy, a;, @ # j are defined in Appendix D. We are interested in
estimating the fermion determinant

det D = f [d][dip]e PP (F.0.2)

which can be computed by first integrating out fermions in Ag U A; U Ao, where we define
Ao = Ag\OAg and DAy is the inner border of the domain Ag and analogous relations hold
for Ay. This process is equivalent to treating fermions inside the borders OAg and 9A,
as constant external source terms in the gaussian integration. Then, the remaining
integration can be performed, yielding

det D = det D det Dy, det Dy, det D, (F.0.3)
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where _ ~
Do ( Dan, DQA@,BAQ)
Donyon,  Don,

Dany = Dono = Dong, oD Pigone = Dono,ar Day Dayono (F.0.4)
D8A0,8A2 = _DAole[_\iDALQ } DaAQ,BAO = _DAQ’lDl_X}DA1,07
Do, = Dan, = Dan, 5, D55 Disy 00, = Dons.ss Dy Diy ons -
Therefore, it is possible to rewrite
det D = det Dy, det Dy, det Dy, det Da, det Dy, det W, (F.0.5)
which is equivalent to Eq. (4.2.3) since
det Dy det Dga, = det Do, det Dy}, det Dy, det Dya, = det Dg, det Dy} (F.0.6)

and

1 DL D

W = ( . Mo 3A076A2) (F.0.7)
Dyr,Dons,ong 1

is the same as W7 in Eq. (4.2.8) since Dy} = Pon,Dg! Poa, and Dy} = Pyr, Dgl Pon,.

Note that the procedure we just described only depends on the form of the Dirac matrix,

regardless of the dimensionality of the lattice decomposition.

F.1 Factorizing the vector-meson two-point function

Assuming exact isospin symmetry, we can define the two-point correlation function

0?InZ[J]

a b e IR VRS
WiV == 5o,

(F.1.1)

of two isovector vector currents V' = iT%), where T® is a matrix in the algebra of
SU(2), and in the definition of the partition function we introduced a source term

S[U7E7 1/1] - S[U7E7 w; J] = S[U7 E? ¢] + Z Jg(x)vlf(x)’}/p,w y (F12)
207) = [ [U][di)[dy]e SO0 (F.13)

where
S[Uv qub] = SG[U] + SF[Uv Eﬂ/}] s SF[U7 E) 1/}] = EDd} (F14)

is the QCD discrete action, see Eq. (2.3.14). Note that Eq. (F.1.2) amounts to
D — D+ JyiT"y, . (F.1.5)
Without factorizing the determinant, we would retrieve the standard, unfactorized result

9% det D

———— | =detD x Te{T"y, D" (z,y)T", D" : F.1.6
8Ja(x)0JE(y) Y et D x Te{T%, D™ (z,y)T", (y,2)} ( )

114



We can introduce the partition function corresponding to the approximate factorization
of det D with N multiboson fields in Eq. (4.2.9)*

£ £
det DQS det DQS
det D Av

Zy = f [dU]e5WY T [dxe] ¢ Smb[x'] (F.1.7)

f=u,d,s,...

in terms of the factorized multiboson action Syyp[x] = ijz/f W ar x|[>. Thanks to the
factorization of the fermion determinant, we can obtain an approximated factorized
observable as

?nZ
0J3(2)0JE(y)

OSmb 85mb> ~NmzA
ol e N G (F.1.8)
J=0 <8JM($)5J3(?J) =0

up to exponentially suppressed terms in the width A of the inactive region A;.

!The notation of this Section differs from that of the first part of this Appendix simply by the
substitutions Ag <> A, A2 <> Ag in order to match that used in Chapter 4.
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Appendix G

Basic domains in four-dimensional
domain decomposition

To easily label the various subdomains considered in Section 4.4, it is useful to introduce
a non-overlapping domain decomposition of the lattice so that the entire lattice L is
decomposed as

L= Ur@, (G.0.1)

where I'? is a basic hyperrectangular cell, see Fig. G.1 for a 2-dimensional representation.
Each cell has dimension G, = B, + b, in the direction p and it is uniquely identified by
the position of its lower-left corner, given in four-dimensional Cartesian coordinates (in

O O

00 OO O
N W e
N W W e
o000
o000
o0 000
o000

®
O
®
O
O
O
O
O

Figure G.1: Two-dimensional representation of a basic cell I'?.
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(a) 3-dimensional lattice. (b) Ao

Figure G.2: 3-dimensional domain decomposition.

units of G,) by a = {ao,a1,az,a3}, where

auzo,...,ﬂ—l, 1=0,...,3, (G.0.2)
G

where L, is the length of the lattice along direction p. As a result, the global lattice
coordinates of the lower-left point of the basic cell are given by z,, = G;-a,, (no summation

over repeated indices is meant here).
To map the blocks of the decomposition in Fig. 4.4 to the basic cells, the latter
are further decomposed in 2% blocks as depicted in Fig. G.1. Within each cell, the 16
blocks can be identified by their local Cartesian coordinates in each direction p, i.e.
by d = (do,d1,dz,d3) with d, = 0,1. In particular, the lower-left block (CZ = 0) of I'
identifies the block Ag of Ag, shown in a 3-dimensional representation in Fig. G.2, with
their lower-left corners coinciding. The other blocks of the basic cell belong to A1, and
the coordinates of their lower-left point are given by z, = G, - a, + B, - d,, with d+0.
For each block Ag, its “frame” @‘% is shown in Fig. 4.5, and the “framed” domain Qg are

re=Ad |J A®Y, 9l= U AGED QS ALY (G.0.3)
d+0 (&,d)=(0,0)
d,=0,1

cu,du=0,1](d-c),,=0,1

The framed domain Qg is made of 3% blocks with the obvious modifications for the blocks
near the boundaries of the lattice depending on the boundary conditions adopted. The
blocks ®@ clearly form an overlapping domain decomposition of the entire domain Aj.
Analogously, the blocks Qg form an overlapping domain decomposition of the entire
lattice L, similarly to what happens in the one-dimensional case [84, 85].
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Appendix H

Frequency-splitting of
single-propagator traces

In this Appendix we review the frequency-splitting strategy, developed in Ref. [99] and
employed to compute the disconnected contractions in Ref. [88] and in Section 4.3. We
start with a theoretical introduction, to then show a preliminary numerical analysis.
Single-propagator traces (SPTs) are the most elementary fermion Wick contrac-
tions, e.g. entering the computations of the n’ propagator, K — mr decays and aEVP
among many other physically interesting quantities. Random noise estimators of SPTs
are commonly used to profit from volume averages, see Subsection A.2.3, but they are
numerically expensive since the quark propagator must be re-computed at each lattice
point to then average over a large number of random-noise fields, in order to suppress
the random noise variance which would otherwise dominate over the gauge noise. The
idea of frequency-splitting (F'S) is to propose a family of stochastic estimators of SPTs
that reduces the computational cost by a factor 10 up to 100 (depending on the fermion
bilinear) and whose variances are dominated by gauge noise (as ultimately desirable).
The connected correlation function of a generic disconnected Wick contraction made

of two sub-diagrams Wy (0), Wi(z) € R is

Cwwy = ([Wi(z) = (Wi(2))] [Wo(0) - (Wo(0))]) (H.0.1)
with variance

B = (W1(@) = (Wi ()T [Wo(0) ~ (Wo(0))]) - G,

2
Wi UCWO

(H.0.2)

~ Op +... at large |z,
which factorizes, for large |z|, as the product of the variances of single SPT estimators,
e.g. agwo = ([Wo(0) - (WO(O))]2>. A multilevel algorithm could be beneficial if each

SPT is computed using random-noise estimators, with the auxiliary field action being
factorized, in the case of gauge noise dominating the variance of each sub-diagram.
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H.1 Single propagator traces

SPTs can be written as

a —
trp(z) = _a_l; T{I'D;, (z,2)},

1 I'e{l
arz{ et s, 305 0) (H.1.1)

=i 7F:FYH

and we are interested in computing

o0 (20) = % St (2), st s = (i (20) = ar(Bu (@)D () (H.1.2)

with variance atgr . We can define its random-noise estimator as
\T

N

_ 1 3 t -1
Trr(z0) = 73 zx:a r(x), mT.(z)= TOIN, ;Re[apni (ZL‘)F{DmTTh‘}(IE)] (H.1.3)
in terms of random sources
(n3 (@) {n3(y)}*) = %6504y (H.1.4)

where a, b (v, §) are color (spin) indices. This estimator has variance

9 1

1
Ugr,r %, 918N {a% Za3(OF,rr’(O>X)OF,T’T(O)> A Za4(PTT’($)PT’T(O)>} (H.1.5)

where P.; = O; ;s and the last term is only due to random-noise, scales like a3, is
color-enhanced w.r.t. gauge-noise and due to the 7 pole scales like m, !, giving large
contributions to the variances of all bilinears. Numerically, we observe a random-noise
contribution to ¢ o< N; comparable for all bilinears and dominating until the plateau
due to gauge-noise is reached, with densities having larger gauge-noise w.r.t. currents.

SPTs can be estimated more effectively via a hopping expansion, isolating the contri-
bution from the high-frequency modes of the quark propagator. The hopping parameter
expension (HPE), combined with an even-odd decomposition, leads to

D} = Moy + DL H2 (H.1.6)
2n—-1

Mo = (Dee + Doo) ™" > HE | Hy = ~[DeoD;2 + Doe Dy | (H.1.7)
k=0

that allows us to rewrite the SPT estimator as

tra (o) = f, (20) + £, (20) (H.1.8)

where . ar
tr (o) = ) Z Tr [T Manm, (@, 2)] (H.1.9)
X
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can be computed exactly and ef‘ﬁciently at small n, and
it (w0) = —— ZT {T{D,} HZ }(z, )} (H.1.10)

can be estimated from

: ZZRG{GF [, | ()0 [y H, 0] ()} (H.1.11)

R
TF,T(xO) = L3N
s x =1

via a UV filtering of Hy;, on both random sources. This is beneficial w.r.t. applying Hggj
only to one of the two, with the resulting variance roughly halved. The HPE variance
reduction proves to be numerically effective, with 0’7%_R ~ 15 110007 for amy = 0.3 and
n = 2, with a further reduction by 4 +8 times (depending on I') at n = 4. The bulk of the
random-noise contribution to 0'% is due to Moy, m, VI, with a beneficial effect stemming
from the subtraction and exact computation of the remainder. At heavier masses, a
larger variance reduction is obtained from the definition of an efficient estimator of sr .,
obtained by combining the exact computation of # and the stochastic estimation of

71 with optimal n, N, which depend on the bilinear and on the final target observable.

H.2 Differences of single-propagator traces

To analyze the contribution to traces in variances from low-frequency modes of quark
propagators, we can consider the difference of two SPTs with different masses m, # mg

tr () = trp (2) — tro(z) = —Z—l; T {T{D;! (2,2) - D; (z,2)}}

ar . (H.2.1)
= ——(ms —m,) Tr{FD;nTD;% (z, x)}
a A
and
SI,rs = ST'yr — ST',s = AU {(OF,TT(‘T)> - (OF,ss(m»}
= ar (s =) ¥ 0" (Ses (5)Or () (H.2.2)
Yy
where S5 = 01,5 is the scalar density. We can also introduce
_ 1
tF,rs(xO) = ﬁ ; agtl“,rs(x) . (H23)

The standard random-noise estimator

% >, Relarn] (U {D;] D) ()]
(H.2.4)

receives again, as it happened for SPTs, a large, I'-independent contribution to the

- 1
91",7‘3($0) = E Eef‘,rs(m) ) ef,rs(l') ==

variance. We can instead introduce a split-even random-noise estimator

( mr) ZRe[ar{n mT}(ﬂﬁ)F{Dr_nlsni}(x)]

1
7__F,7’5(330) = ﬁ ZTF,T‘S(:E) s TF,’I‘S(':U) =
(H.2.5)
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which has a smaller, I'-dependent variance, since both sources 7;, 773 are UV filtered by
D71, 1t is found numerically that, for the split-even estimator, O(10) sources are needed
to reach the gauge-noise level for I = 75, and O(100) for I' = ~,, while the variances are
10 + 100 times larger for the standard one. Since the two estimators have the same cost
for each source, the split-even is proved to be more efficient.

H.3 Frequency-splitting of single-propagator traces

We can now combine the efficient estimators for SPT at high momenta (masses) analyzed
in Section H.1 and for low-frequencies SPT differences discussed in Section H.2, to
efficiently estimate SPTs via a frequency-splitting (FS) strategy. The FS estimator is
defined by adding and subtracting m —1 SPTs with increasing masses, to then estimate

m—1

~FS — —R M

Tn,,l(xo) = Z T ririeer + oo, (xo) + o, (z0) (H.3.1)
k=1

via a distinct separation between high momenta, contributing both to the exact com-
putation of f%{rm (zo) (giving the bulk of the standard variance) and the estimate of
7"1577% (z0), and low-frequencies, present in the efficient estimate of 7r,,,.,, via split-
even estimators. Numerical tests for two-point functions can be found in Ref. [99], and
here we simply report that VI' the gauge-noise was reached in a limited and affordable
number of evaluations of FS estimators, with the number of sources required to reach
gauge-noise being Ny~ 1 for I'=1 and I' = v5; Ns ~ O(10) for I' = v57yx; Ns ~ O(100) for
I =~. The FS estimator for the isoscalar vector current used in Section 4.3 is
L3

3
Gy (@0) = 37— ];1 D~ alty, r(zo + yo)ty r (0)) (H:3.2)

where the disconnected is a small contribution to the isoscalar channel at intermediate
hadronic distances, but its variance quickly dominates at large distances, calling for an
improved estimator to resolve the full correlator at larger distances.

H.4 Preliminary Numerical Results

We now present an ongoing numerical analysis testing the frequency splitting strategy,
employing the same lattice setup as that detailed in Subsection 4.3.1 with the goal of
estimating the remaining disconnected strange SPT, with the (I-s) contribution having
already been computed to the gauge level in Ref. [88]. In particular, the focus of the
present analysis is to discriminate between whether applying an additional split would
be beneficial in terms of computational cost. We also show a few results to illustrate the
concepts above. Note that an optimization strategy has been presented in Ref. [258].
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2

Given N; sources, we define an estimator for the gauge noise level T gnl’

a quantity
which is independent of N, as

_92 1 Ns Ny
Tl = N N.= 1) ((; 7i(w0)7j(w0)) — ;(Ti(afO)HTj(mO))) (H.4.1)

where 7; is the stochastic estimator for the SPT. Since agnl is time-independent, we can
also average Eq. (H.4.1) over time, in order to define the best estimator using all available
points and sources. Although the number of sources Ny is limited for this preliminary
study, in order to extract an estimate of the approximate number of sources needed to
saturate the gauge noise level, we additionally consider a fit of the form o2 = aénl + K,—OS
and a subsequent extrapolation. In order to perform a correct comparison, we need to
check the convergence of the SPT for the strange contribution alone and compare it
with the one of (s —c¢) + ¢ where we introduce one splitting, computing (s — ¢) and ¢

independently. A few remarks are due.

e Even if we are interested in the full disconnected contribution, the (I —s) term
has already been computed to the gauge level in Ref. [88], and thus we focus on
the remaining s contribution. For completeness, we also numerically studied the
(I-s), and estimated the full (I-s)+ (s—c)+c contributions to the gauge variance,
finding no significant change in the following analysis.

e Interestingly, the ¢ contribution for each channel reaches the gauge noise level at
a number of sources that is always roughly 10x those needed for (s-c¢). We keep
this ratio fixed, indicating results as (s —¢) + 10 x c.

e Since the gauge noise can only be reached at Ng = oo, we define the gauge noise
level to be saturated (stopping criterion) at the number of sources N; required
for the variance to be equal to 1.2x the gauge noise level. At this point, the total
noise receives a small stochastic contribution compared to gauge noise (recall that
in multilevel simulations we want to be dominated by gauge noise).

To study the s contribution alone, we analyzed 100 configurations with N = 100 sources,
with one configuration analyzed in 931 seconds on average (with 192 cores, it corresponds
to 0.50 CPUL per source). Each one of the 100 configurations with 25+ 250 sources used
for the (s —c) + 10 x ¢ contribution was instead analyzed in 1020 seconds (2.176 CPUh
per 1+ 10 sources). We can finally estimate the total costs to saturate the level of 1.2x
gauge noise for the different channels, with the results extracted from Fig. H.1 reported
in Table H.1, showing the gain of splitting, since

1. the cost of s with Ny = 100 is roughly the same as that of (s—c¢)+10xc¢ with Ny = 25,
making the direct estimate of s roughly 4 times faster for each configuration;

2. the required number of sources N7 is 10 times larger for s than for (s—c)+10xc.
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Approach to s gauge noise for P

Approach to s gauge noise Approach to s gauge noise for

tid

Approach to s gauge noise for V. Approach to s gauge noise for Ay

— Gauge variance

— (s— ) + 10 %

0t

Figure H.1: Comparison of s and (s —c¢) + 10 x ¢ contributions to the variance for different
channels S, P, Vi, Ax and Ay, including fits and extrapolations. The horizontal line with
errorbars represents the estimate of the gauge noise, while the dashed one with no errorbar is
the central value of 1.2x the gauge noise, used to define convergence to the gauge noise level.

Obs | NZ[s] | Cost [s] | NJ[(s—c)+10xc] | Cost [(s—c)+10xc]
Vi | 2x10* | 9930.7 2 x10° 4352.0
P | 1x10° | 496.53 1 x 102 217.60
S | 3x10% | 148.96 3 x 101 65.28
Ap | 2x10% | 993.06 2 x 10° 435.20
Ag | 1x10% | 496.53 1 x 102 217.60

Table H.1: Estimated costs (CPUL) to compute the s SPT to 1.2x gauge noise level.

We can repeat a similar analysis defining N from requiring the variance to reach the
gauge noise level of the light contribution (/- s)+ (s—c¢) + ¢, confirming our conclusions.
In fact, the estimates of N, and thus of the cost, are unchanged for Vj, (I' = ), Ax
(T =), S (I'=1) and Ap (T = v57), while for P (I" = v5) they are 10x lower, both
with and without the splitting.
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Appendix I

Continuum and discrete inverse
problems

In this Appendix, we review useful mathematical relations to perform the ILT, both in
the continuum and in the discrete cases. We also provide two examples of applications of
our formalism, namely to rewrite smeared spectral densities as integrals of the associated
correlation functions in the time-momentum representation, and a procedure to estimate
the latter by minimizing the associated discretization errors.

1.1 Properties of the Mellin basis

The orthogonality of the basis vectors {|s)}, defined in Eq. (5.1.6), may be proven by
considering the change of variable 1 = log(¢) so that

[Tzt = [ 0 ins—) _ 55— '), (L1.1)
0 —o0 2T

while the completeness of the basis is guaranteed by

fsu;(t)us(t’) = %\/:?{t,)) =6(t-t'). (1.1.2)

This relation also helps us understand that

s

I)\sl2—+au8(w,) =§(w-w). (I.1.3)

lin(l)éa(w,w') = liH(l) fu:(w)

Analogously to the Fourier transform, also in this case it is possible to work with a basis
of real eigenfunctions

us(t) +uk(t) _ cos(slog(t))

ul(t) = 7 N ) (I.1.4)
uo(t) = us(t) —ui(t) _ sin(slog(t)) (115)

V2i VT
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with s € R*. They satisfy the orthogonality relations

[l @y @) 2w @z @) =675, [ uE@ulw) =0 (1.1.6)

w

while their completeness stems from

1

fseR+ ut(w)u(w') = 3 [5(w -w') xwd (w - %)] , /sER+ W)l (W) =0 (11.7)

and it is retrieved in the sense that
[ Tt @)t @) + s (@) ()] = 6w -). (11.8)
seR+

In this basis, Carleman’s operator in Eq. (5.1.3) becomes

Hlww) = [ I @)l () +u @) ()] (1.1.9)

making more explicit the (known) double degeneracy of its spectrum. The eigenvalue
equation can also be rewritten as

/W,H(w,w')ui(w') = AoPut (W) = fw Glw, o ut (') (1.1.10)

where we used the change of variables w’ — 1/w’, which leaves the integration domain
unchanged, and we introduced the operator

Gw,w') = — = [ P @t ) - @)z @), (L111)

1+ ww!

This operator breaks the degeneracy of the spectrum of H, directly linked to the invari-
ance of the domain under z — 1/z symmetry [241]|. In fact, for instance the spectrum
of the discrete operators is found not to be degenerate, see the next Section. So, if we
were to restrict w € (1, 00), the Mellin basis would not diagonalize neither H nor G, but
only their specific combination

f1 ! [H(w, ) — iG(w,w') |us(w) = Mo Prss () (1.1.12)

with a similar relation holding for w € (0,1). This of course applies to the operator
A in Eq. (5.1.20) as well, which in the continuum has the same functional form as H.
Besides the fact that the Mellin basis does not diagonalize anymore A for ¢ € (a, tmax),
the operator to be inverted when a restriction is applied to the time domain is different,
see Eq. (5.2.2) for the case of t/a € N and Eq. (5.3.12) for the case of ¢ € (0,tmax). In the
following Section, we address the first case.
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1.2 Properties of the discrete basis

In this Section we examine known properties of the so-called Hilbert matrix to derive
the explicit functional form of the vs(w,a) functions in Eq. (5.2.7). We begin from the
diagonalization of the (infinite) Hilbert matrix [242| regarded as an operator acting on
2(Z")

—xp(u, ) = m (i, A AeR\Z™ [.2.1
3 ) = s (), AR (12.1)
with p =3 + 18, by the eigenfunctions
2o(n s L(k+w)T(k+1-p)
n(p, A) = -1 : [.2.2
n(:A) ,;)(k)( T+ )G D) (122)

By using a known integral representation of Euler’s 5 function and its relation with the

I'(z)I'(y)
I(z+y)’

T" function

B(x,y) = fol drr® 1 (1-r)v ! = (1.2.3)

and the property

> (”)xk’ _(1+2)", (1.2.4)

k
k=0
with little algebra we derive the following representation in terms of the hypergeometric
function 3F5 [119]
—-n, u, 1- M
A) = F: 1 1.2.5
) = el TN, 1.25)

much more suitable for numerical evaluation than Eq. (1.2.2). For p = 5 +zs the eigenval-
ues in Eq. (1.2.1) coincide with those in the continuum |\4|?. Instead the eigenfunctions
xn(% +1is,\) are related to the so-called continuous dual Hahn polynomials, defined
according to [244-246|

-n,a+1T,a — 1T
a+ba+c

Su(@%a,b,¢) = (a+b) "M (a+c) M3 F, (

1) , (1.2.6)

with the rising factorial being

Lz +n)
T(z)

They satisfy the orthogonality relation (see e.g. Ref. [244])

()" = VaeC/Z;. (1.2.7)

1 oo
— [ dsIWia,b,0) Sn(s% a,b,€) Su(s% abc)
2r Jo (1.2.8)
=T'(n+a+b)l'(n+a+c)l'(n+b+c)n!dpm,
with
Wa(a,b,c) = F(a+is)T'(b+is)T'(c+is) . (1.2.9)

['(2is)
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By setting @ = b = 1/2 and ¢ = A - 1/2, we obtain a completeness relation for the
eigenfunctions of the Hilbert matrix acting on ¢*(Z")

o0 2 1 1
fo ds ||i;s||2xn (5 tis, )\) o, (5 +is, A) = S (1.2.10)
with (21
N, =27 (I is)As (L.2.11)
NG 3 +is)T(N)

coinciding with N defined in Eq. (5.2.8) if we set A = 2tyin/a = 27. Note that, for
simplicity and similarly to Section 5.2 for ty,, we omit the explicit dependence on A.
Since the Hilbert matrix is typically expressed in terms of integer numbers, we denote
its corresponding dimensionful counterpart as A, as in Eq. (5.2.3) with A = 2tyin/a = 27,

with matrix elements )

OrTYeYE (1.2.12)

Ag(an,am) =

It may be interpreted as the projection of Eq. (5.1.20) (at « = 0) to discrete time
coordinates and its normalized eigenfunctions are given by

_ |\ (1 , )
s(an,a) = nl= JA) 1.2.1
vs(an,a) \/E|Ns|x 5 *is (I1.2.13)

Starting from the relation between Aq(t,t") and H,(w,w’)

a Z e_aw(”+’\/2)za(an, am) = _[w, ﬁa(w,w')e_aw’(mMH) , (I1.2.14)
n=0
one easily finds that they share the same spectrum
/w, Hao(w,w)vs(w',a) = |A|? vs(w,a), (1.2.15)
while their eigenfunctions are related as follows
As|vs(w,a) =a i e W NIG (an,a) . (1.2.16)
n=0

Setting tmin = a i.e. A =2 =27, from the exclusion of the first time slice ¢ = 0, it follows
that an =t —a as in Eq. (5.2.13). Their orthogonality stems from the spectral theo-
rem, while their completeness follows from Eq. (1.2.10). Hence, they define a complete
orthonormal basis in L?(0, oo, dw) where H4(w,w’) is diagonal

Hao(w,w') = [Ooo dsvs(w, a)|As|*vs(W', a). (1.2.17)

Now, we briefly study the leading discretization effects of the vs(w,a) functions. By
starting from Eq. (1.2.16), after some algebra, we arrive at the integral representation

—aw

2 1
A _Z)e—aw(x/z—D, 2= (1218

1 . .

= +18,5—18
_ J2 N )
vs(w,a) = Vaz |Ns|2 1( 3

1-eaw
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Setting A = 2 and using known relations among the hypergeometric function oF} with
different arguments [119], we obtain the equivalent form used in Eq. (5.2.14). From
its expansion around a = 0, we prove that discretization errors linear in the lattice
spacing vanish, and in the continuum limit the functions vs(w,a) tend to the specific
linear combination of us(w) and u}(w) given in Eq. (5.2.16). In the alternative basis
of real functions in the continuum, vs(w,a) would tend to a combination of u}(w)
and uj(w). Finally, we note that by squaring Eq. (5.2.16) we obtain four terms:
alus(aw)ul(aw") + u(aw)us(aw’)] lead to §(w — w") upon integration over s, while the
remaining additional terms, proportional to us(aw)us(aw’) and u} (aw)ul(aw"), produce
a vanishing contribution for a — 0, after integrating in s.

I.3 Applications to a;""

Here we want to show a possible application of the above formalism to the computation
of time-momentum kernels. We consider the exemplary case of the computation of the
hadronic contributions to the muon (g — 2), detailed in Subsection 3.3.1, providing an
alternative strategy than that devised in Ref. [154]. The core of the problem is to rewrite

afVPLO - [T aQ K@@ - 11(0)] (13.1)

in terms of an integral involving the correlation function, exploiting the once-subtracted
dispersive relation®

T1(Q?) - T1(0) = QZ/()“ds% (1.3.2)

and

C(t):pr(w)wQe_‘”t. (1.3.3)

The idea is the following: we can insert in Eq. (I.3.2) our solution of the inverse problem
given in Eq. (5.1.29). If the problem has a solution, as we know it does for this case, we
must be able to analytically take the o — 0 limit and rewrite Eq. (1.3.2) as an intergral of
C(t) over t € R*. This integral can be then inserted in Eq. (I.3.1) in order to compute the
desired solution, with the kernel in the time domain given by the remaining analytical
integration over Q2. Here, we show how this procedure is practically feasible by showing
how to rewrite Eq. (I.3.2) by means of inverting Eq. (I.3.3).

We can first rewrite Eq. (1.3.2) through the change of variables s - w?. Using our
solution in Eq. (5.1.29) with k = 1, we find

2 o2 2 Aspug () . 1

S,

'We omit the s in the subscript of p(w), used in Subsection 5.1.3 to indicate subtracted spectral
densities.
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We should now rewrite the last integral as an integral over ', ideally extracting Asa
to correctly remove unexpected divergences at |s| - oo and take the o — 0 limit. Our
strategy is to exploit known relations between a function and its Laplace transform, e.g.

f@)= [Tayeely) ~ [Taru@f@=x [T g (135)
which can be generalized to extract A, as
1@ = [Tayemey) > [T dvui@)atf@) =X, [ dyuawg) . (136)

Using the known result [119]

o —zy, 2 1 _COS(Qy) _ 1
fo dye "y 02y = @1 0P (1.3.7)

we can rewrite

1 1 cos(Qt'
L}@@O;Eﬁ:zﬁj:A;?Aﬁ@@)——%igﬁl (1.3.8)

which allows us to take the a — 0 limit in Eq. (I1.3.4). We can then additionally expand
the kernel [1 - cos(Qt)] at small ¢, as done in Ref. [154], to then proceed analogously.
Notice that in principle the same result is recovered by inserting in the unsubtracted

polarization scalar
I 2=fwdﬁiﬁ 13.9
@)- [ ast) (139
the unsubtracted result of the ILT in Eq. (5.1.14), using then

/000 dye ™ cos(Qy) = (1.3.10)

x
2 + Q2
rather than Eq. (1.3.7) to take the o — 0 limit. The expansion to extract II(Q?) - II(0)
could then be computed only at this point, avoiding it at the level of Eq. (1.3.9).

1.4 Integrals in time with minimal discretization errors

We are now going to address the seemingly different problem of estimating
I:A dt C()K (1), (14.1)

where K (t) is analytically known and we sample C(t) as C,(t) on a finite and discrete set
of points t € {a,2a,..., Na = tyax} with O(a?) discretization errors. We refer to Ref. [6]
for further details. Applications include for instance the computation of a (smeared)
spectral density, with K being our coefficients, or a,IjO’HVP in the time-momentum rep-

resentation [154]. One approach is to directly discretize the integral, ending up with

N
Li=a) Cu(na)K(na) (1.4.2)
n=1
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Figure I.1: (a) Reconstruction of the spectral density in Eq. (I.4.6), and (b) relative errors on
the reconstruction of the corresponding I = [, C(t)K () with K (t) = t* using the two methods
in Eq. (1.4.2) and Eq. (1.4.5).

or employing a higher-order discrete estimator of the integral, such as the O(a)-improved
trapezoidal rule. We could also interpret the original integral as a smeared spectral
density, since

I= fo T dtCH)K () = fo " dw p(w)R[K](w) (1.4.3)

where the energy-kernel k is a functional of the time-kernel K. For instance

o) = [O T dwp)te 5 R[K](w) = w? fo T dte K (1), (1.4.4)

In principle, this might seem counterintuitive, given all the efforts in analytically in-
verting the last form of Eq. (1.4.3) to define it in the time domain. Taking inspiration
from what has just been studied, its direct discretization might not always be the best
discrete solution we can define. For instance, we can directly apply our discrete, analytic
formula to extract I as a linear combination of Cy(#) with proper coefficients as

Pr = lélE)I(I)IQ(Oé) = EL%CL Z ga,a(na’/‘ﬂ)éa(”a) ’ ga,a(na’h}) = [)ya,a(na|w)ﬁ(w) ’ (145)
n=1

with the great benefit of allowing us to interpret this solution as the one with minimal
discretization errors, becoming negligible as a« - 0 Va. This statement is necessarily
inexact as long as a > 0 and with N < oo points in the above linear combination,
with truncation errors which are expected to be exponentially suppressed in tyax, See
Subsection 5.3.2. In Fig. I.1a we show the results of the reconstruction at different values
of a for the correlation function C(¢) as in Eq. (I1.4.4) with

9 1 m2 r w \
- J1-4Ta 1.4.6
wp(w) T, W | (w=-M,)2 12 +(3M,)) : (1.4.6)
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where the values of my, M, and I, are taken as in Eq. (5.1.17). In Fig. I.1b we compare
the relative errors on the estimate of the integral I as a function of the lattice spacing,
at a fixed value of ¢y, and o and for the simple choice K (t) = t3. As expected, the
continuum limit is approached with a similar scaling in a? for both methods. Every
choice of a corresponds to a different reconstructed observable, additionally smeared
by 040 in Eq. (5.2.11), with different systematic errors w.r.t. its a — 0 limit. The
oscillations of the relative errors observed in Fig. I.1b are nothing but a consequence of
the fluctuations in ga,a) vanishing as « is sent to 0. From the comparison of the two plots
in Fig. [.1, we can appreciate that even small differences in the spectral reconstructions
can be significantly amplified in the computation of its smearing, potentially introducing
relevant systematic errors when approximating I. Our ideal strategy is then to study
the continuum limit at fixed «, which therefore enters the definition of the observable
we want to extract. This eliminates the need to account for or quantify any systematic
effects related to o, which can nevertheless be estimated a priori to fix a suitable value
of «, as detailed in Subsection 5.3.2. The o — 0 limit can then be addressed in the
continuum.
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